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IFIP - The International Federation for Information Processing

IFIP was founded in 1960 under the auspices of UNESCO, following the first World
Computer Congress held in Paris the previous year. A federation for societies working
in information processing, IFIP’s aim is two-fold: to support information processing in
the countries of its members and to encourage technology transfer to developing na-
tions. As its mission statement clearly states:

IFIP is the global non-profit federation of societies of ICT professionals that aims
at achieving a worldwide professional and socially responsible development and
application of information and communication technologies.

IFIP is a non-profit-making organization, run almost solely by 2500 volunteers. It
operates through a number of technical committees and working groups, which organize
events and publications. IFIP’s events range from large international open conferences
to working conferences and local seminars.

The flagship event is the IFIP World Computer Congress, at which both invited and
contributed papers are presented. Contributed papers are rigorously refereed and the
rejection rate is high.

As with the Congress, participation in the open conferences is open to all and papers
may be invited or submitted. Again, submitted papers are stringently refereed.

The working conferences are structured differently. They are usually run by a work-
ing group and attendance is generally smaller and occasionally by invitation only. Their
purpose is to create an atmosphere conducive to innovation and development. Referee-
ing is also rigorous and papers are subjected to extensive group discussion.

Publications arising from IFIP events vary. The papers presented at the IFIP World
Computer Congress and at open conferences are published as conference proceedings,
while the results of the working conferences are often published as collections of se-
lected and edited papers.

IFIP distinguishes three types of institutional membership: Country Representative
Members, Members at Large, and Associate Members. The type of organization that
can apply for membership is a wide variety and includes national or international so-
cieties of individual computer scientists/ICT professionals, associations or federations
of such societies, government institutions/government related organizations, national or
international research institutes or consortia, universities, academies of sciences, com-
panies, national or international associations or federations of companies.
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Preface

This volume comprises selected contributions to the 27th Conference on System
Modelling and Optimization that took place from June 29 to July 3, 2015, on the
SophiaTech Campus, Sophia Antipolis, France.

These articles encompass broad aspects of system modelling and optimization, such
as modelling and analysis of systems governed by partial differential equations (PDEs)
or ordinary differential equations (ODEs), control of PDEs/ODEs, nonlinear opti-
mization, stochastic optimization, multi-objective optimization, combinatorial opti-
mization, industrial applications, and numerics of PDEs. These themes are the focus
of the IFIP TC7 community.

The conference was co-organized by two local institutions, Inria Sophia Antipolis
Méditerranée and Université Cote d’Azur jointly with North Carolina State University,
(visit http://ifip2015.inria.fr).

This scientific event was attended by more than 250 participants, from about 30
different countries. The conference program was composed of eight plenary talks, and
26 invited mini-symposia, plus three sessions of refereed contributed papers, resulting
in a total of 62 sessions, and altogether 230 presentations.

The 48 refereed contributions included in the present proceedings cover the latest
progress in their respective areas, and give a flavor of the wide range and exciting
topics discussed at the meeting.

We warmly thank the members of the Scientific Committee and our solicited
reviewers for their valuable contributions.

January 2017 Lorena Bociu
Jean-Antoine Désidéri
Abderrahmane Habbal
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Control Methods for the Optimization of Plasma
Scenarios in a Tokamak

Jacques Blum®), Cédric Boulbe, Blaise Faugeras, and Holger Heumann

Université Cote d’Azur, Inria, CNRS, LJAD, Nice, France
jacques.blum@unice.fr

Abstract. This paper presents the modelling of the evolution of plasma
equilibrium in the presence of external poloidal field circuits and passive
structures. The optimization of plasma scenarios is formulated as an
optimal control problem where the equations for the evolution of the
plasma equilibrium are the constraints. The procedure determines the
voltages applied to the external circuits that minimize a certain cost-
function representing the distance to a desired plasma augmented by an
energetic cost of the electrical system. A sequential quadratic program-
ming method is used to solve the minimization of the cost-function and
an application to the optimization of a discharge for ITER is shown.

Keywords: Plasma equilibrium - Optimization - Tokamak
Magnetohydrodynamics - Optimal control

1 Introduction

A tokamak is an experimental device whose purpose is to confine a plasma
(ionized gas) in a magnetic field so as to control the nuclear fusion of atoms of
low mass (deuterium, tritium,..) and to produce energy. The magnetic field has
two components (see Fig.1):

— a toroidal field created by toroidal field coils, that is necessary for the stability
of the plasma,

— a poloidal field in the section of the torus created by poloidal field coils and
by the plasma itself.

The plasma current is obtained by induction from currents in these poloidal
field coils. The tokamak thus appears as a transformer whose plasma is the
secondary. The currents in the external coils play another role, that of creating
and controlling the equilibrium of the plasma. The goal of this paper is to provide
a model for the evolution in time of the equilibrium of the plasma and to derive
control methods in order to optimize a typical scenario of a discharge of the
plasma in a tokamak.

Laboratoire J.-A. Dieudonné, Université de Nice Sophia-Antipolis, Parc Valrose,
06108 Nice Cedex 02, France.

© IFIP International Federation for Information Processing 2016
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Inner Poloidal field coils
(Primary transformer circuit)

Poloidal magnetic field Outer Poloidal field coils
(for plasma positioning and shaping)

Resulting Helical Magnetic field Toroidal field coils

Plasma electric current Toroidal magnetic field
(secondary transformer circuit)

Fig. 1. Schematic representation of a tokamak

There are two approaches for simulating a plasma made of electrons and ions:

— the microscopic approach based on kinetic equations (Vlasov, Boltzmann,
Fokker-Planck) that are 6D (3D in space and 3D in terms of the velocity)
and 1D in time.

— the macroscopic approach based on magnetohydrodynamics (MHD) equations
that are obtained by taking moments of the kinetic equations, and which are
3D in space and 1D in time. The validity of the MHD equations is clearly more
restrictive than the one of the kinetic equations. We will present in Sect. 2 the
way in which the MHD equations are obtained from the kinetic ones.

At the slow resistive diffusion time-scale, the plasma is in equilibrium at
each instant (the kinetic pressure force balances at each point the Lorentz force
due to the magnetic field) and hence the plasma follows the so-called quasi-static
evolution of the equilibrium. The resistive diffusion in the external passive struc-
tures surrounding the plasma and the equations of the circuits of the poloidal
field system enable to follow in time this quasi-static evolution. An axisymmetric
hypothesis enables to reduce the problem to a 2D p.d.e. formulation, with the
Grad-Shafranov equation for the equilibrium of the plasma. The plasma bound-
ary is a free boundary, which is a particular poloidal flux line. It is either the
outermost closed flux line inside the limiter, which prevents the plasma from
touching the vacuum vessel, or a separatrix (with a hyperbolic X-point), as they
are in presence of a poloidal divertor. This equilibrium model will be presented
in Sect. 3 of the paper.
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In order to solve numerically the set of equations for the poloidal flux, it is
necessary to derive the weak formulation of this system and then a finite element
method, coupled to Newton iterations for the treatment of the non-linearities,
enables to solve the evolution of the equilibrium configuration in a tokamak.
This is presented in Sect. 4 of this paper.

A typical discharge in a tokamak is made of several phases: ramp-up of total
plasma current, plateau phase (stationary phase), ramp-down. The plasma shape
can also move from a small circular plasma (at the beginning of the discharge)
to a large elongated one with an X-point. The goal of this work is to determine,
thanks to optimal control theory of systems governed by partial differential equa-
tions [1], the voltages applied to the poloidal field circuits that achieve at best
the desired scenario, by minimizing a certain cost-function which represents the
sum of the distance to the desired plasma and of the energetic cost of the electri-
cal system. The introduction of an appropriate lagrangian taking as constraints
the equilibrium system of the previous sections and the determination of the
corresponding adjoint state enable the computation of the gradient of the cost-
function in terms of the adjoint state. The minimization of this cost-function
is performed thanks to a SQP (Sequential Quadratic Programming) method.
An interesting test-case, solved by using these techniques, will be presented for
the ITER (International Thermonuclear Experimental Reactor) tokamak. This
is presented in Sect. 5 of this paper. This method has the purpose to replace the
empirical methods used commonly to compute the pre-programmed voltages
that enable to go from one snapshot to another one. This method can of course
be extended to other type of optimization of the scenarios just by modifying the
cost-function and the control variables (consumption of flux, desired profile of
plasma current density,..).

2 The Magnetohydrodynamic Equations

A plasma is a ionized gas composed of ions and electrons. The kinetic equations
describe the plasma thanks to a distribution function f,(x,v,t) (with o = e for
electrons and a = i for ions) where x is the point position and v the particles
velocity. For a collisional plasma the kinetic equations are based on the Fokker-
Planck equation

dfa

F, _
ot + (v.Vx)fa + E-vvfa = C,, (1)

where m,, is the mass of the particles, F, the force applied to these particles
and C\, the term due to collisions between particles. This microscopic approach
requires the resolution of a partial differential equations in 6 dimensions (space
and velocity) plus the time dimension. This is extremely difficult from a compu-
tational point of view. Therefore from this equation one derives a macroscopic
representation based on the fluid equations in the following way. Let us define
the density of particles by

na(:c,t):/fa(w,w,t)dw,
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the fluid velocity by
Uq(x,t) = /fawwt)wdw
and the pressure tensor
P, (x,t) /fa z,w, t)(w — uy)(w — uy)dw,
which under the isotropic assumption becomes
pa(x,t) = % /fa(ac,w,t)(w — uy)?dw.
Multiplying Eq. (1) by a test function ¢(w) and integrating over the space

of velocities leads to the fluid equations. The first moment (corresponding to
¢ = 1) gives the equation for the density of particles:

ong 1 JF
g +V/fawdw—— S —2f.dw =0.
OF,
Since for electromagnetic forces —— = 0, and since collisions do not change

the number of particles one obtains:

ong,
ot

+ V.(nque) = 0.

The second moment is obtained by taking ¢ = m,w which leads to the momen-
tum equation

Moy

7]

&(naua) —l—mavz./fawwdw—/Vw.(Fa.w)fadw = /mawCad'w,
where we have set w = (w — u,,) + uo. Using the equation for conservation of
the density one gets

ou

ot S +uy.Vu,) = —V.P, +n.Fo + Ry,

MaTa(— -
whith F,, = Ze(E + u,, x B) where Ze is the charge of particles and R,, is the
change rate of the momentum due to collisions.

The third moment gives the energy equation which needs to be complemented
with closing relations on the heat flux. These latter come from a transport model.
The single fluid magnetohydrodynamic equations are derived by defining the
mass density

mn = MeNe + My;n,;
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the velocity of the fluid

MeNeUe + M;N;U;
u = ~ Uug,
P

the current density

J = —enu. + Zen;u,,

= ene(u; —u,),

and the scalar pressure
D= nekTe + nva'h

where k is the Boltzmann constant. The Maxwell equations need to be added
since we are in the presence of a magnetic field B and of an electric field F.
Finally the resistive MHD equations for a single fluid [2] read:

0
a—? +V.(hu)=s ( Conservation of particles)

0
mn(a—? +u.Vu)+Vp=35xB (Conservation of momentum)
g(% +u.Vp) + gpv.u +VQ =s" (Conservation of particle energy)

OB

VxE= 5 (Faraday’s law) (2)
V.B=0 (Conservation of B)
E+uxB=nj (Ohm’s law)
VxH=j (Ampere’s law)
B =uH (Magnetic permeability)
p=nkT (Law of perfect gases)

where n denotes the density of the particles, m their mass, u their mean velocity,
p their pressure, T their temperature, @ the heat flux, n the resistivity tensor, s
and s’ the source terms and & the Boltzmann constant.

3 Equilibrium of a Plasma in a Tokamak

In order to simplify system (2) some characteristic time constants of the plasma
need to be defined. The Alfven time constant 74 is

a(pgmn) /2
TA = 5
By
where ¢ is the minor radius of the plasma and By is the toroidal magnetic field.
It is of the order of a microsecond for present tokamaks.
The diffusion time constant of the particle density n is

Tn = ’

o S
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where D is the particle diffusion coefficient. Likewise, the time constants for
diffusion of heat of the electrons and of the ions are

Nea
Te =

K.’

niaz
Ti — —

K;’

where n, n; are the density of electrons and ions, respectively, and K., K; are
their thermal conductivities. These constants 7,, 7., 7; are of the order of a
millisecond on tokamaks currently operating.

Finally, the resistive time constant for the diffusion of the current density
and magnetic field in the plasma is given by

2
_ Hoa
Tr = )

Ui

and is of the order of a second.
If a global time constant for plasma diffusion is defined by

Tp = inf (7, Te, 7, Tr)s

we note that
TA KL Tp-

On the diffusion time-scale 7, the term (%7; + uVu) is small compared with Vp
(see [3,4]) and the equilibrium equation

Vp=jxB (3)

is thus satisfied at every instant in the plasma.

Consequently the equations which govern the equilibrium of a plasma in
the presence of a magnetic field in a tokamak are on the one hand Maxwell’s
equations satisfied in the whole of space (including the plasma):

V.-B =0,
B . 4
Vx (D)=, @
1
and on the other hand the equilibrium Eq. (3) for the plasma itself.
Equation (3) means that the plasma is in equilibrium when the force Vp due

the kinetic pressure p is equal to the Lorentz force of the magnetic pressure
j x B. We deduce immediately from (3) that

B-Vp=0, (5)

and
Jj-Vp=0. (6)



Control Methods for Plasma Scenarios 7

Thus for a plasma in equilibrium the field lines and the current lines lie on
isobaric surfaces (p = const.); these surfaces, generated by the field lines, are
called magnetic surfaces. In order for them to remain within a bounded volume
of space it is necessary that they have a toroidal topology. These surfaces form
a family of nested tori. The innermost torus degenerates into a curve which is
called the magnetic axis.

In a cylindrical coordinate system (r,¢,z) (where r = 0 is the major axis
of the torus) the hypothesis of axial symmetry consists in assuming that the
magnetic field B is independent of the toroidal angle ¢. The magnetic field can
be decomposed as B = B,+ B, where B, = (B,, B,) is the poloidal component
and B is the toroidal component. From Eq. (4) one can define the poloidal flux
¥ (r, z) such that

5 100
1 57 (7)
B, =-—"L.
r or

Concerning the toroidal component By we define f by

B,="Le, (8)

where e, is the unit vector in the toroidal direction, and f is the diamagnetic
function. The magnetic field can be written as:

B =B, + B,,
1
B, = ;[Vw X eg), (9)
f
B, = Le,.
[ Ted)

According to (9), in an axisymmetric configuration the magnetic surfaces are
generated by the rotation of the flux lines 1) = const. around the axis r = 0 of
the torus.

From (9) and the second relation of (4) we obtain the following expression
for j:

J =.7ip+j¢,
iy =2 1V(E) x el (10)
Jg = (=A%))ey,

where 7, and j, are the poloidal and toroidal components respectively of j, and
the operator A* is defined by

a=o. (o) +o. (o) =v (). (11)
wr wr wr

Expressions (9) and (10) for B and j are valid in the whole of space since
they involve only Maxwell’s equations and the hypothesis of axisymmetry. Hence
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they can be reduced to one equation given in 2 space dimensions in the poloidal
plane (r,z) € 2o = (0,00) X (—00,00) for the poloidal flux v:

— AT = g (12)

n Fe

Fig. 2. Schematic representation of the poloidal plane of a tokamak. {2, is the plasma
domain, {2, is the limiter domain accessible to the plasma, 2., represent poloidal field
coils, 2,s the passive structures and (2w the ferromagnetic structures.

The toroidal component of the current density j4 is zero everywhere outside
the plasma domain, the poloidal field coils and the passive structures. The dif-
ferent sub-domains of the poloidal plane of a tokamak (see Fig.2) as well as the
corresponding expression for jg are described below:

e (21, is the domain accessible to the plasma. Its boundary is the limiter 92r..
e (), is the plasma domain where relation (5) implies that Vp and Vi are
co-linear, and therefore p is constant on each magnetic surface. This can be
denoted by
p=p). (13)
Relation (6) combined with the expression (10) implies that V f and Vp are
co-linear, and therefore f is likewise constant on each magnetic surface

f=f@). (14)

The equilibrium relation (3) combined with the expression (9) and (10) for
B and j implies that:
A /

Vp = V- V], (15)
r o™

which leads to the so-called Grad-Shafranov equilibrium equation:

— A% =rp'(¥) (£ 1)) (16)

1
+ -
HoT
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_

Fig. 3. Example of a plasma whose boundary is defined by the contact with limiter
(left) or by the presence of an X-point (right).

Here p is equal to the magnetic permeability pg of the vacuum and A* is
a linear elliptic operator. From (10) it is clear that right-hand side of (16)
represents the toroidal component of the plasma current density. It involves
functions p(¢) and f()) which are not directly measured inside the plasma.
The plasma domain is unknown, 2, = {2,(¢), and this is a free boundary
problem. This domain is defined by its boundary which is the largest closed
iso-contour contained within the limiter {2r,. The plasma can either be limited
if this iso-contour is tangent to the limiter 92, (see Fig. 3, left) or defined by
the presence of a saddle-point also called X-point (see Fig. 3, right). In the
later configuration which is obtained in presence of a divertor, the plasma does
not touch any physical component and the performances and the confinement
of the plasma are improved (see [5]).

e (Jr, represents the ferromagnetic structures. They do not carry any current,
Je = 0 but the magnetic permeability p is not constant and depends on the
magnetic field: ,

AL} 17

e Domains (2., represent the poloidal field coils carrying currents. If we consider
that the voltages V; applied to these coils are given, using Faraday and Ohm
laws the current density can be written as

n; Vi 2mn? / :
i = — t ds, 18
I9 Ri|2.,] Rilf2,|? Qc, v (18)

p= pre(

where n; is the number of windings in the coil, |f2,| its section area, R; its
resistance and v is the time derivative of 1,
o (2,5 represents passive structures where the current density can be written as

Jo = —%1&, (19)

where o is the conductivity.
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In summary we are seeking for the poloidal flux ¥(t) that is a solution of
(12) with jg given by (16), (18) and (19) and verifies boundary conditions

¥(0,2) =0 and lim  (r,z) =0.

ll(r2) =00

4 Weak Formulation and Discretization

We chose a semi-circle I' of radius pr surrounding the iron domain {2g., the coil
domains (2., and the passive structures domain {2,s. The truncated domain, we
use for our computations, is the domain (2 having the boundary 02 = I" U Iy,

where Iy = {(0, 2), Zmin < 2 < Zmag}. The weak formulation for ¢(¢) uses the
following Sobolev space:

\V4 i
H = {1/) 2 - R, Y] < oo, ||%|| < 00, Y1, = 0} neo(n),

with
1o)2 = / O rdrdz.
(94

It reads as: Given V(¢) = {V;(t)}¥, find ¥(t) € H such that for all £ € H
A(),€) = Jp((1), ) + 17 ($(1),€) +1°((2), &) +c(¥(t), €) = £V (1), ), (20)

where

1

3y (6, €) = /Q » (rsp1<wN>+Mirsfff(wm)sdrdz,

ZRW K / &drdz, 21)

P, €) = /st ;wfdrdz,
/ wdrdz/ Edrdz,
and

.0 / (PN (P1)E(P1)dS,
2u0// Y(P1) — ¥ (P2))M(P1,P2)(§(P1) — §(P2))dS1dS2, (22)

i

(.6 = ;(}Z

with

2— k2
M(PlvPQ) = kPI,ng (2 2]:1;,1 }:,2 E(kP17P2) - K(kP1,P2)> )

N(Pl) =1 ( +6**%) and 5:t: T%+(pfi21)2.
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where P; = (r;,2;) and K and E the complete elliptic integrals of first and
second kind, respectively and

3 _ driry,
PP TN g+ )+ (2 — )

The bilinear form ¢ : H x H — R is accounting for the boundary conditions
at infinity [6]. We refer to [7, Chap. 2.4] for the details of the derivation. The
bilinear form c(+,-) follows basically from the so-called uncoupling procedure in
[8] for the usual coupling of boundary integral and finite element methods. As
we focus here on the equilibrium problem the two functions p’ and f f’ have to
be supplied as data, called S, and Sy in the definition of J, (¢, ). While the
domain of p’ and f f’ depends on the poloidal flux itself, it is more practical to
supply those profiles S, and Sy as functions of the normalized poloidal flux

o) 90, 2) — (V)
N ) = ) = Yae@)’ .
where
wax(w) = w(rax(w)v Zax(w))ﬂ (24)

Yond () = P (roa(¥), 2ba ()

with (rax(?), zax(?0)) the magnetic axis, where v has its global maximum in {2y,
and (Tbnda(¥), zbna (1)) the coordinates of the point that determines the plasma
boundary. The point (rpnd, 2bna) is either an X-point of ¢ or the contact point
with the limiter 0421,. Sp and Sy, have, independently of 9, a fixed domain
[0, 1] and are usually given as (piecewise) polynomial functions. Another frequent
a priori model is

p o o
Sy () = A= UR) . Spp(n) = ML= Bporo(1 = vR) (25)
with 79 the major radius of the vacuum chamber and «, 3,7 € R given para-
meters. We refer to [9] for a physical interpretation of these parameters. The
parameter [ is related to the poloidal beta, whereas o and y describe the peak-

age of the current profile and A is a normalization factor.

Numerical Methods. It is straightforward to combine Galerkin methods in
space and time-stepping schemes to get approximation schemes for solving (20)
numerically. For the choice of the spatial discretization, the fine details of real-
istic tokamak sections (see Fig.4) give here favor to finite element spaces based
on triangular meshes. Since for many years now the piecewise affine approxi-
mations are the standard choice for the stationary free-boundary equilibrium
problems [7,10,11], we stay also here with linear Lagrangian finite elements for
the discretization in space. Higher order methods are likewise implementable.
In order to prohibit numerical instablities it is advisable to use implicit
time-stepping methods such as implicit Euler, which leads to non-linear finite-
dimensional problems. The Newton-type methods for solving such non-linear
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o
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PSS

Fig. 4. The different subdomains of the geometry of the tokamak WEST (left) and
ITER (right) and triangulations that resolve the geometric details.

problems can be based on the Gateaux derivative

DyA(, &) () = /Q @w/} - VEdrdz

()
“2f A (VO VT Ve dri

of A(¢, &) and the Gateaux derivative

o OJp(r,¥n(v)) OUN (V) ~
Dwﬁwww—zgw p () OO 5

- / 5o 1)V — Droa(eh), zva($)))€ dT
Iy (¥)

D7p(r, o (1)) Ovn (1) ~ ; .
' /QpW) (2[lN OVax Y(rax(¥), zax (1)) drd

8] (Tv wN(w)) a(pN(w) ~
' /ﬂpw) } oYN Ooa Y(rua (), 2ba(¥))§ drdz

of J,(¢, &), where I, is the plasma boundary 0f2, and

(26)

Jo(r, N () = 7S (e (1)) + ﬁsff«wN(w)). (27)

The derivation of the linearization Dy Jy (1, £)(3)) requires to assume that Vi #
0 on 012, and involves shape calculus [12,13] and the non-trivial derivatives:

Dypax($)(9) = (rax(¥), 2ax(¥)) and Dythua () () = P(rpa(¥h), zua(¥)).
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Clearly, V1) # 0 on 042, will not be true for the nowadays important X-point
equilibria. Nevertheless this theoretical difficulty is not very essential for prac-
tical computations. In [14] it is pointed out that accurate Newton methods for
discretized versions of the weak formulation (20) need to use accurate deriva-
tives for the discretized non-linear operator, which is not necessarily equal to
the discretization of the analytical derivatives. Here, the discretization and lin-
earization of J, (¢, ) needs special attention due to the i¢-dependent domain of
integration. We refer to [14, Sect. 3.2] and [14, Sect. 3.3] for the technical details.

5 The Optimal Control Problem

We intend to determine the voltages V;(t) applied to the poloidal field circuits
so that the plasma boundary I, fit to a desired boundary I'4esi during the whole
discharge while minimizing a certain energetic cost.

Let Iyesi(t) C (21, denote the evolution of a closed line, contained in the
domain (21, that is either smooth and touches the limiter at one point or has
at least one corner. The former case prescribes a desired plasma boundary
that touches the limiter. The latter case aims at a plasma with X-point that
is entirely in the interior of (21,. Further let (rgesi(t), Zdesi(t)) € Idesi(t) and
(ri(t),z1(t))s -y (PNyoss (£), 2Nyow; (1)) € Tdesi(t) be Ngesi + 1 points on that line.
We define a quadratic functional K(¢) that evaluates to zero if I'yesi(t) is an
(t)-isoline, i.e. if ¥(t) is constant on [yesi(t):

Naesi
K1) =5 (Z (6(ri(0) 54(0) - wmesi(t),zdesi(t»)z) SN

=1

Another functional, that will serve as reqularization, is

N W
=> EZVE (29)
=1

with reqularization weights w; > 0. The regularization functional penalizes the
strength of the voltages V; and represents the energetic cost in the coil system.
We consider the following minimization problem:

min / K((t),t) + ROV (1)) dt (30)

subject to

A(W(t), &) — Jp(¥(), &) +P (W (t), &) +i°(D(t), ) +c(ib(t), €) = LV (1), €) V€ € H.

This minimization problem for transient axisymmetric equilibria extends the
minimization problems for static axisysmmetric equilibria introduced in [15,
Chap. II]. Hence, theoretical assertions for (30) such as the first order neces-
sary conditions for optimality follow by similar arguments as those in [15, p.
80-84].
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The Lagrangian for the optimization problem (30) with Lagrange multiplier
¢ is:

L),V / K((t),1) + R(V(2)) dt

- / A, B(1)) — Jp(w(t), B(8)) + c((t), (t))dt

0
T
= [ @.000) + F0.00) - (V0. 0(0)de.
0
We can state the first order necessary conditions for optimality under the fol-
lowing three assumptions in the limiter case:

1. supg, ¢ is attained at one and only one point Mo = (rbd; Zba)-

2. supg, 1 is attained at one and only one point M7, which is an interior point
of 2, and My = (Tax, Zax). ¥ is of class C? in a neighbourhood of M; and
the point M; is a non-degenerated elliptic point.

3. V4 vanishes nowhere on 0f2,.

Equivalent necessary conditions can be obtained in the X-point case.
Then necessary conditions for (¢(t), V(t), ¢(t)) to be a saddle point of L are
obtained, after integrating by parts in time the Lagrangian:

— 9(t) and V(t) are solution of the direct problem (20)
— 9(t) and ¢(t) are solution of the adjoint problem

DyA(t), ¢(1))(§) — Dydp(¥(2), (1)) (&) + (&, ¢(¢))
— (& 0(1) —[°(6,6(t)) = Dy K (¢(t),1)(€) V&€ H (31)
with ¢(T) = 0 and
Dy K (,t)(§) = 4 ((ri(t), 2 () — ¥(raesi(t), zaesi(t)))-
(f(T‘z‘ (1), zi(t)) — &(raesi(t), Zdesi(t)))-

— V{(t) and ¢(t) are solution to

w;Vi(t) +

= 1<i<N. 2
R\ch/ o(t)drdz =0, i (32)

The adjoint problem has the following strong formulation:

V 2
o (41

—A%P(t)+ 10V - <2W(V¢(t) : V¢)V¢>
/u‘Fc( r2 )rd

0jp (1, 9N (¥)) 0PN (Y)
b (V) oUN o

_19

¢(t)
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-5 jp(rvl) d § jp(rvl)
0 T A0 9T+ B G000

_ jp(r, n(¥)) 0N (¥)
5ax 2, (8) 8’(/JN 6’¢ax ¢(t) drdz

B 9jp(r, ¥n(¥)) 9N (1) v
b /pr) o(t) drd

81/1N 87/de
. Ni 27n? ;
700 - Xt gy [, ddrds
Ndesi
) <Z (w(rz (1), 26(8), ) — W (raes (£), zdesi (1), t))) (6(7»¢7Zi) - 5(T-desi7zdesi))
=1

with ¢(T) = 0, where d,x and dpq are the Dirac masses at the points (rax, 7'ax)
and (rpd, rpd), respectively. dr, is the Dirac mass of I, with

jP(T’ 1) _ jp(ral)
o, Bipowe = [ AHewear

Equation (32) is the Euler equation for the minimization of (30). Equations (20),
(31) and (32) constitute the optimality system for problem (30).

Numerical Methods. The discretization of our minimization problem (30)
builds on the space-time discretization for (20) that we outlined in the previous
section. Next, the discrete minimization problem can be recast as the following
constrained optimization problem

min J(y,u) st B(y) =F(u), (33)

where y and u are the so-called state and control variables. In our setting y will
be the variable that describes the plasma and u will be the externally applied
voltages. We think of y as the vector of degrees of freedoms describing the space
and time evolution of the poloidal flux 9, and B(y) and F(u) are the discretiza-
tions of the non-linear operators in the variational formulation (20). Sequential
Quadratic Programming (SQP) is one of the most effective methods for non-
linear constrained optimization with significant non-linearities in the constraints
[16, Chap. 18]. SQP methods find a numerical solution by generating iteration
steps that minimize quadratic cost functions subject to linear constraints. The
Lagrange function formalism in combination with Newton-type iterations is one
approach to derive the SQP-methods: the Lagrangian for (33) is

L(yv u, p) = J(ya ll) + <p7 B(y) - F(u)>7 (34)
and the solution of (33) is a stationary point of this Lagrangian:

DyJ(y,u)+ DyB” (y)p =0,
DyJ(y,u) — DyF”(u)p =0, (35)
B(y) — F(u) = 0.



16 J. Blum et al.

A Newton-type method for solving (35) are iterations of the type

H%,y H%,u DyBT(yklg yZ“ -y
H; Hy, —DyFT(u¥)] [u**!—u
DyB(yk) fDuF(uk) 0 pk+1 _ pk
DyJ(y"*, u*) + D,B” (y*)p*
= — | DuJ(y*,u*) — DuFT(u*)p*

with
(H%y Hli:'U) - (Dy,yL(ykaukvpk) Dy,uL(ykaukapk)> .
Huy Huu DU,yL(yk7ukapk) DU,UL(ykvukapk)
If the linear systems in (36) become too large, we are pursuing the null space
approach to arrive at the SQP formulation with the reduced Hessian for the
increment Au® := u**t! — u”:

M(y", u*) Au’ = ~h(y", u"), (37)
where
uwy Huu
and

h(y*,u*) :=DyJ(y", u") + D F" (u") A\
— (DuFT (u*)Dy B~ (y")Hy , + Hy ) DyB™H (y")r(y", u"))
with
N =Dy BT (y)DyJ(y* u),  x(y*,ut) =B(y¥) - F(ub).

We are using iterative methods, e.g. the conjugate gradient methods, to solve
(37). Since in our case the number of control variables will be small we can
expect convergence within very few iterations. Within each iteration step of the
iterative method, we still have to solve the two linear systems corresponding to
DyB(y*) and DyBT(y*). Alternatively, if we have sufficient memory to store
M(-,-), we can compute M(-,-) explicitly. Clearly, we never compute neither
DyB~(y*) nor DyB~T(y*) explicitly.
Once we know Au” we can compute y**! and p¥*+! by:

v —y* = DyB7!(y") DuF (u*) Au® —r(u”,y"),
pk+1 + )\k _ _DnyT(yk)(Hic”y(yknLl _ yk) + Hl;,7u(uk+1 _ uk)).
We would like to highlight that the SQP-method relies on proper derivatives

of the non-linear operators B and F. In our case F is affine, hence the derivative
of B remains the most difficult part. On the other hand these are exactly the
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same terms that appear in the Newton iterations for the direct problem (20)
and we can reuse the methodology presented at the end of Sect. 4. For practical
purposes we do neglect all involved second order derivatives of B.

It is very instrumental to compare the expression involved in the reduced
formulation (37) of SQP to the gradient and the Hessian of the reduced cost
function, that would appear when using algorithms for unconstrained optimiza-
tion problems.

Let J(u) := J(y(u),u), with B(y(u)) = F(u) be the reduced cost function,
then we have the following expressions for gradient

DyuJ(u) = DyJ(y,u) + DyFT (u), A
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and Hessian

N Dy yJ(y,u) Dy uJ(y,u)
DuuJ(u) =z (Du,y'](;u) Du,uJ(; u)> z
—Dy(DyBT(y)\) 0
+z7 ( 0 Y Du(DuFT(u))‘)) z

with

A=DyB " (y)DyJ(y,u) and Z= <DYB_1(}’;DuF(U))

Hence, the reduced gradient h(y*, u*) is not the gradient of the reduced cost
function, unless the state and control variable y* and u® verify the equation of
state B(y*) = F(u").

Preliminary Example. Finally, we would like to show first results for a so-
called ramp-up scenario in an ITER-like tokamak, where the plasma evolves
from a small circular to a large elongated plasma. The optimal coil voltages are
depicted in Fig. 5. Then, if we use those as data to solve the direct problem we
verify that the plasma boundary follows indeed the prescribed trajectory (see
Fig.6).

Conclusion. The study and the optimization of scenarios is more and more
important for the realization of objectives in magnetic confinement controlled
fusion and will certainly be crucial for the ITER project. The first results pre-
sented in this paper are very encouraging and are the starting point of the
development of new tools devoted to the preparation of scenarios of the future
devices.
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Approximation of the Equations of the Humid
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Abstract. We investigate the numerical approximation of solutions to
some variational inequalities modeling the humid atmosphere when the
saturation of water vapor in the air is taken into account. Here we
describe part of our work [31] and extend our former results to the case
where the saturation ¢s evolves with time.

Keywords: Atmosphere equation - Variational inequality + Penaliza-
tion - Regularization - Uniform estimates - Fractional step method

1 Introduction

The rigorous mathematical theory of the equations of humid atmosphere has
been initiated in [21,22] and has attracted the attention of a large number of
researchers, see e.g., [1,3-8,13-16,24,30] and the references therein. These cited
research works solved a large class of practical problems by investigating the
system of partial differential equations based on different accuracies of the math-
ematical modelings [17,18,26]. However, in the modelings in [17,18,23,26], the
saturation of vapor is not taken into account. As shown in [29,32], the resulted
systems of partial differential equations are not physically correct in the extreme
cases where the atmosphere is totally dry, ¢ = 0, or when the atmosphere is
totally humid, ¢ = 1. To remedy this drawback, we have proposed in [32] a
new formulation of the problem in the context of the variational inequalities
[2,9,19,20,25]. This new variational inequality formulation also involves discon-
tinuities due to phase changes. In this work, we describe the numerical approxi-
mation of the solutions to the variational inequalities derived from the humidity
equations when the saturation of water vapor in the air is taken into account. As
explained above, a striking feature of our work here is that the problems we study
contain discontinuities and involve inequalities which come from the changes of
phases and the extreme cases for the vapor concentration respectively (see e.g.,
[10-12]). In addition, we manage to extend our recent study [31] to the case that
the saturation concentration g5 evolves according to the thermodynamical laws.

In [31], we proposed an implicit Euler scheme to approach the solutions to the
system which involves a variational inequality. However, we can not simply pro-

ceed directly as usual due to the difficulties induced from the discontinuities and

© IFIP International Federation for Information Processing 2016

Published by Springer International Publishing AG 2016. All Rights Reserved
L. Bociu et al. (Eds.): CSMO 2015, IFIP AICT 494, pp. 21-42, 2016.

DOI: 10.1007/978-3-319-55795-3_2



22 R. Temam and X. Wang

physical requirement of vapor concentration (i.e. 0 < g < 1). To overcome the
difficulty caused by the discontinuities in our current modeling, we use a regular-
ization method. This regularization enables us to first study a system of partial
differential equations and then discuss the approximation of the solutions to
the original variational inequality. The constraint requirement ¢ € K for almost
every t € [0,t1] for the vapor concentration ¢ = ¢(t,x) brings us great technical
challenges. Here t; > 0 is an arbitrary but fixed constant. See Sect. 2.1 for more
details about this physical range requirement. The source of challenges in our
study is that this range requirement can not be preserved in the discretization
procedure in the implicit Euler scheme. To deal with these challenges, we devised
a penalization technique in the regularized Euler scheme. Together with delicate
energy estimates, the penalization technique can elegantly help us achieve the
physical requirement on q. We point out here that the forms and the signs of the
penalization terms encode very elegant structural propositions and are crucial
for us to obtain the desired energy estimates. Finally, when we extend the study
to the case where the saturation vapor concentration g5 evolves according to the
thermodynamical laws, we emphasize that the discretization of the ¢gs;-equation is
of different nature from the discretization of the temperature equation on 7" and
vapor concentration equations on g. See Remark 2 for more detailed comments.

The rest of the article is organized as follows. In Sect. 2, we give the formula-
tion of the problem. In Sect. 3, we introduce the Euler scheme and derive various
uniform estimates for the functions associated with the penalized and regular-
ized scheme. In Sect. 4, we investigate the convergence of the Euler scheme. We
devote Sect.5 to the study of the implicit Euler scheme in the case where g,
depends on time.

2 The Problem

2.1 Formulation of the System

Let M = M’ x (po,p1) where M’ C R? is a bounded domain with smooth
boundary and pg,p; are two real numbers with 0 < pg < p;. We will use x =
(z,y,p) to denote a typical point in M, and use n to denote the outward normal
vector to M, the boundary of M. Let I be the non-empty closed convex set
in H'(M) defined as K = {g € H'(M);0 < ¢ < 1, a.e.}. Given a fived t; > 0,
we consider the following problem:

To find T : (0,t1) — H*(M), g : (0,¢1) — K and hy € H(q — gs) such that
for ¢ € K, there hold

1
0T+ ArT +v - VT +wo,T — f—‘;T = Ew*hqgo(T), (1)

P.
1
(00q,0" — q) + (Aga + v - Vg +wdpq,¢" —q) > (- I;w*th(T), ¢ —aq), (2

with initial and boundary conditions to be specified. Here H is the multivalued
Heaviside function such that H(7) = 0 for 7 < 0, H(0) = [0,1], H(7) = 1 for
7> 0.
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For the sake of simplicity, the velocity field of the fluid u :=
(v(x,t), w(x,t)) € R is considered as a given data in this article. Through-
out the presentation, we assume that the time-dependent velocity field u sat-
isfies u € L"(0,t1; V) N L>(0,t1; H) for some given r € (4,400]; V = (95,0y)
and A = 9?2 + 65 are the horizontal gradient and horizontal Laplace operators
respectively. In this way, the operators Ar and A, are defined as

gp 2 gp 2
AT = —HlA — Vlap((ﬁ) ap), Aq = —,LLQA — I/Qap((ﬁ) 3,,), (3)
where y;,v4, g, R, ¢, are positive constants and T = T(pz is the average temper-
ature over the isobar with pressure p. We assume that T satisfies:

T < T(p) < T*, |8,T(p)] < M, for some postive constants Tx, T*, M and p € [po,p1]. (4)

Concerning the right hand sides of Egs. (1)—(2), the functions F and ¢ both
from R! to R! are defined as

e with L(O) = e1 = ati 9(0) = LOF(O). ()

Above, ci,c2, Ry, Ry are all strictly positive constants. It is easy to see that
F is bounded and that both functions F' and ¢ are globally Lipschitz; wt =

max{w, 0} refers to the positive part of w.
We partition the boundary of M as OM = [; U I, U I} with I3, I, and I3
defined by

F(C) =qsC

Li={xeMp=p}, I'n={x€Mip=po}, I} = {x € M;po < p < p1,(z,y) € IM'}.
We supplement the system (1)—(2) with the boundary conditions
9T = a(Ty = T),0pq = B(q« — q) on I},

0T =0,0,q=0o0n I, (6)
T =0,0,q=0o0n I,

and initial conditions

T(x,0) = To(x), 4(x,0) = qo(x)- (7)

If we allow g5 to evolve, the dependence of the nonlinear functions F' and ¢
on ¢s should be made explicit, i.e., F' = F(T,qs), ¢ = ¢(T,qs). In this case, we
augment (1)—(2) with the following governing equation for the evolution of g
(see [17,18,26]):

dqs ow™

dt = _Tth(T7 qs)' (8)

We will also impose a further initial condition

qs(%,0) = gs,0(x). (9)
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We shall always assume qo € L?(M), 0 < qo < 1 for a.e. x € M, and
gs,0 € LAM) N L>®(M), 0 < gspo < 1 and 0 < g, < 1 for a.e. x € M, and
assume the boundary datum T, and q. to satisfy Tk, q. € L?(0,ty; L?(I3)). For
the convenience of fixing the ideas and of presentation, we shall first assume g
is stationary during our study. In the last section, we will explain the case where
gs evolves according to the governing Eq. (8).

2.2 Functional Analytic Framework

We denote as usual H = L*2(M), V = HY(M). We use (-,-)z2 (regarded the
same as (+,-)y) and |- |pz to denote the usual scalar product and induced norm
in H. In the space V, we will use ((-,-)) and | - || to denote the scalar product
adapted to the problem under investigation

((.9) 1= (V6.V0) + Oy 0p0) + [ wodr,

and the induced norm. The symbol (-, -) will denote the duality pair between a
Banach space E and its dual space E*. We use the following standard function
spaces for the vector field u:

H={ueHxHxH|divu=0and u-n=0ondM},
V={ueVxVxV|divu=0and u-n=0on oM}

For T,T", q,q* € V, we have the following specific forms for the duality pairs
through integration by parts and in view of the Neumann boundary conditions:

gpl )2a(T—T1,)T" dry, (10)

(ATT,Tb>:m(VT,VTb)H+V1/ ( 0,T0,T dM+y1/ (2

RT)

b b gp
b} - b e
(Aqq,q”) = p2(Vg Ct}{)11-1-112//\/1(RT

)28pq8qud/\/l+l/2/ (gpl) Blq—q)g"dly. (11)
I;
Consequently, we define the following bilinear forms

aTGﬂﬂ):pﬂVRVT%H+V{/ ( ) %T@T%M4+ma/‘(wl 2Tt dr;, (12)
M

aq(q,9") :M2(VQ7VC]b)H+V2/ (RT) 9,q0,q" dM + vy 5/ (22L)? gt dr;.

(13)
Meanwhile, we set U := (T, q), U® := (T?, ¢*) and introduce the bilinear form

a(U7 Ub) = ar (T, Tb) + GQ(Q> qb)~ (14)

As for the Navier-Stokes equation, we define

b(w, U, U") = / (- Vo, U) - U dM = br(u, T, T%) + by(w, 0,¢"), (15
M
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where br(u, T, T?) and b,(u, q, ¢") are given by

br(u, T, T?) :/ (v-VT4wd,T)T" dM, by(u,q,q") :/ (v-Vq+wdpq)q® dM. (16)
M M

In view of the last term in the left hand side of the (1), we introduce the
following bilinear form

b
d(w7T,Tb):/ ROTT 1. (17)
M

Similarly, in view of the last terms in (10) and (11), we define the linear
functional

HU®) = 1 (T") + 1y (q )—Vla/ (&2)>r.r ar, +y25/ (9P1y20.qPdri. (18)

Next, we consider the mapping relations related to the operators Ar, A, and
the above defined functionals.

It is well-known that the linear operators A, A, : V — V* defined through
the relations

(Apu,v) = ar(u,v), (Au,v) = a4(u,v),Yu,v €V, (19)

are both bounded linear operators.
Similarly, the operators B(u,U) = (Br(u,U), B4(u,q)) : V. x V2 — (V*)?
and D(u,u) : Hx V — V' defined by

(B(w,U),U% = (br(u,T,T%),by(u,q.¢")), Vue V.U, U’ € V2, (20)

and
(D(u,u),v) :=d(w,u,v), Vu € Hyu,v €V, (21)

are also bounded.
Due to the divergence free condition of u, we easily see that for any T,q € V,

br(u,T,T) =0, by(u,q,q) = 0. (22)

Concerning the boundedness of the above functionals, we have the following
lemma.

Lemma 1 (Boundedness of the functionals). Assume U,U® € V2 and u €
V. There exist universal positive constants X and K;, 1 <1 < 6 such that

lar (T, )| < Ky |T)| T, ar(T,T) > A|T|% (23)
lag(a,")| < Kallalla®ll, aq(a,q) = Mlal% (24)
b(w, U, U?)| < Ksllullv]U|2 U] 210" (25)
|d(w, T, T < Kalol o | T| 2|71 3 T2 5 |00 (26)
1 (T%)| < Ks|I T, [14(a")] < Kol (27)
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Definition 1. Let (Ty,qo0) € H x H be such that 0 < go < 1 a.e. in M and let
t1 > 0 be fized. A vector U = (T,q) € L?(0,t1;V x V)N C([0,t1]; H x H) with
(0,T,0:q) € L2(0,t1;V* x V*) is a solution to the initial and boundary value
problem described by (1), (2), (6) and (7), if for almost every t € [0,t1] and for
every (T?,q%) € V x K, we have

(0T, TV +ap (T, T%)+br (u, T, T — d(w, T, T — I (T") = (%w‘(t)hqap(T),Tb),

(28)
(004, 94" = @) +aq(a, 4" — ) +bq (0, 4,6" —q) =1y (¢" —q) > (—%w_(t)th(T%qb—Q),
(29)

for some hq € H(q — qs) and
Uo = (Tv, q0)- (30)

3 Time Discretization-The Euler Scheme

3.1 Time-Discretization

We assume that the velocity field u is given, time-dependent and satisfies u €
L7(0,t1; V)N L>°(0,t1; H) for some given r € (4, +00].

Let N be an integer which will eventually go to +oo and set At := k = ¢, /N.
We will define recursively a family of elements of V' x K, say (T°,4¢°), (T, ¢'),
<o (TN gN), where (T™,¢™) will be in some sense an approximation of the

functions (T, ¢) we are looking for, on the interval [(m — 1)k, mk).

First, we define u™ = % (:T_l)k u(t)dt, m =1,2,--- , N. Our discretization
is as follows:

We begin with (T°,¢°) := (Tp,qo), i.e., the given initial datum. When

(T°,¢%), (T, q%), -+, (T™ L, g™ 1) are known, T™ € V and ¢™ € K are deter-
mined by:

e b m b m m b m gpm—1 b b
<T5T>+G‘T(T ’T)+bT(u aT aT)_d(w ?T 7T)_ZT(T)

- <%[wmrhw<Tm—l>,Tb>,
(31)

"= q™) +ag(q™,¢" — q™) + by (0™, g™, ¢ — q™) — l(¢" — ™)

m __ ,m—1

q q
< k

> (o "] han P ), =™,
(32)
for some hgm € H(Q™ — gq5) where Q™ is either ¢™~! or ¢".

In the above construction of the discretization scheme (31)—(32), one shall
pay special attention to the indices in the terms d and (. Notice that we have
d(w™, T™=1,T%) and ¢(T™1). Obviously, this choice of indices will have influ-
ence on our search for 7™ and ¢ recursively. More importantly for us, it is
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crucial for us to obtain energy estimates later: the required estimates would not
be true if we changed the indices m — 1 to be m in d and ¢. However, the choice
of the indices in F' and hg= is not so sensitive.

Remark 1. In the above discretization, we have to deal with variational inequal-
ities due to the g-equation (32). Meanwhile, we shall keep in mind that the
physical constraint on the function ¢ in our problem, ¢"™ € K is not preserved
during the discretization (31)—(32). Finally, the problem we meet is nonlinear.
The above three aspects form the main sources of difficulties for our study.

3.2 Regularization and Penalization

In view of Remark 1, we proceed our investigation by way of regularization and
penalization. Let ¢ = (e1,e2) and ¢; > 0 be small for i = 1,2. For e5 > 0,
we define as follows the regularization H,, of H(-) : R — [0,1]: equal to 0 for
n > 0, to 1 for n > &9, and linear continuous between 0 and e2. And consider
the associated regularized and penalized problem:

To find T, ¢ € V such that

m _ pm—1
(e T o ag (T T) o by (" T, T) = d(™, T ) — b (1)
1. .
:(E[wm} HE2(Q5 7qs)90(Te 1)3Tb)a
(33)
e m b m m b b
( z ") +ag(q,q”) +bg(u™ ", q”) — 14(q)
1 — 1 m 1 mi— m m—
=(=[a2",¢") — (=g = 1".¢") = (W™ Hey (QF — q5) F(T" 1), 4),
€1 €1 p
(34)

for all T®,¢* € V.

Notice that we have two choices for Q™ either Q™ = ¢~ ! or Q™ = ¢™.
The introduction of penalization in the scheme (33)—(34) is designed to rem-
edy the difficulty brought by the physical range requirement for the humidity g.
The regularization process will overcome the difficulty caused by the variational
inequality and the requirement on h,. Here one may suspect that the two penal-
ization terms in (34) may be potentially dangerous due to the blowing up factor
é. However, we point out that we could still obtain elegant estimates which do
not depend on £; (and ez, k) though we have a blowing up factor é when we
pass to the limit e — (0+,04). These estimates will yield that the limit func-
tions ¢""of ¢I* satisfy the range requirement, i.e., 0 <¢™ <1form=1,2,---N
and a.e. x € M.

3.3 Validity of Iteration

The scheme (33)—(34) yields elliptic system on (77", ¢™) when (T/"~ ! ¢m 1)
is known. To carry out our program, the step of finding (77", ¢™) given
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(T, g™=1) is indispensable. To realize this iteration step, we need some sur-
jective or existence theorems. Typically, we can use the Minty-Browder surjective
theorem, Lax-Milgram theorem or Galerkin method. Here we can realize the iter-
ation step by different methods depending on the choices of Q7" in our scheme
(33)—(34). When Q™ = ¢™~ 1, the factor H.,(-) is known when we proceed to
obtain 7™ and ¢™ once T™~! and ¢! are known. We can apply the Minty-
Browder surjective theorem (see e.g., [20]) or Galerkin method (see e.g. [28])
to derive the existence of (T, ¢r"). On the other hand, if Q7" = ¢, we only
can proceed by Galerkin method (see e.g., [27,28]) to derive the existence of
(T, ¢™™), since the factor H.,(-) is not known when we proceed to obtain 7"

and ¢™ even though T/*~! and ¢! are known.

3.4 A Priori Estimate for (T, q™)

m

The a priori estimates on (T, ¢”") independent of k& and e for the regularized
and penalized problem (33)—(34) will be crucial for the processes of passing to
the limits ¢ — (0+,04) and k£ — 0+.

Lemma 2. We have the estimates

|UJ2, < C(u,Up,t1), V1< j <N,
N
U™ — U™ 12, < C(u, U, ty),
mzzl " (35)

N
k Z ||U;nH2 < C(U,U07t1),

m=1

where C(u,Up,t1) is a finite constant depending on the given datum u, Uy and
t1, but independent of € and k.

In Lemma 2, the process to obtain the estimates on the 7™’s is more involved
than that for the ¢"’s. The reason lies in the fact that the function F'is bounded
while ¢ is not. Due to this reason, we need the following version of the so-called
discrete Gronwall lemma [33]:

Lemma 3 (Discrete Gronwall Lemma). Let 6 be any positive constant
and Ny > 1 be an integer. Suppose the three monnegative number sequences
(Xom), (Yin) and (Z,,) for m =0,1,2,--- , Ny satisfy the following relation

X < X1 (1+0Y,,) +0Z,,. (36)

Then form =1,2,3,--- , Ny, the following estimates hold

m—1 m—1 m—1

Xm < Xoexp( Y 0Yigr) + > 0Z;exp( Y 0Yjg1) +0Z,. (37)

i=0 i=1 j=i

The iteration relation (36) in the Discrete Gronwall Lemma explains our
choice of index in (7™~ 1) and d(w™,T™~ !, T?) in the initial discretization.
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We have the following a priori bound for the norm kN _ || Y=< v _U ||V*,
which will be used in our compactness argument.
Lemma 4. For any €1 > 0 and any €2 > 0, the inequality
N
Uum — Umfl
> II%H%* < C(u,Up, 1) < +o0, (38)

m=1
holds for some constant C'(u,Up,t1) depending on Uy, u,t1, but not on e and k.

The main point of Lemma4 is that the bound is independent of € = (g1, &2)
and any k. As €2 comes into play through the regularization function H,, and H.,
is bounded say by 1, it is easy to obtain the bound independent of 5. Therefore,
the main issue here is to control the penalization terms which contain a blowing
up factor i in the limit process € — (0+,04). We have the following bounds
for the penalization terms.

Lemma 5. The following bounds hold:

N qm]_
S
m=1

The proof of the estimates on the two penalization terms is subtle. Let us
briefly illustrate this point. To prove the two estimates in Lemma 5, we choose
the test function ¢° = [¢"™]~ and [¢™ — 1] in (34) respectively. Then the terms

N

2 (¢ — 1] 2

22 SClwlizymys K E ‘ET’Lz < Clwlte(om)- (39)
m=1

(%, [¢™]) and (%, [¢™ — 1)) will appear. However, neither term
has a favorable sign. Actually, we think that the two kinds of terms may not
have the same sign for different £ = 1,2,--- , N. Here we need more quantitative
estimates. Interestingly, though for each fized k, the above two kinds of terms

may not have a definite sign, we have the following definite signs for their sums

S ey <o, - RS - <o, )

m=1 m=

—

by writing ¢™ = [¢™]T — [¢"]~ and the same for ¢~ directly. Due to the form
of the estimates in Lemma 5, the two relations in (40) are sufficient to derive the
proof of Lemma 5.

3.5 Passage to the Limit ¢ — (0+,0+)

Assume the time step k > 0 is fized. Our goal, in this part, is to pass to the limit

— (04, 0+4) in the scheme (33)—(34). The limit functions (1", ¢") of (T.", ¢*)
will be solutions to the time discretized scheme (31)—(32). These solutions will
serve as building blocks for us to construct approximate solutions to our original
problem.



30 R. Temam and X. Wang

After extracting a finite number of subsequences, ¢ — 0, we infer from
Lemma2 that, for m = 1,2,--- , N there exist functions U™ € V such that,
as € — 0+

U™ = U™ weakly in V. (41)

We still use ¢ as the index for the subsequence.
Since the inclusion V' C H is compact and U" is weakly convergent in V, it
is strongly convergent in H, i.e., we also have

U™ — U™ strongly in H. (42)

€
By an additional extraction of subsequences we see that:
Ur(xz) - U™(z) a.e.,m=1,2,--- /| N. (43)

Meanwhile, we have H.,(Q™ — q5) — hgm weak-* in L>(M).
Concerning the limit functions ¢™, the second component of U™ for m =

1,2,--- N, we know from Lemma5 that
N
k) (a7 [22 + a2 — 17 [72) < O<ilwlZaos,m)- (44)
m=1

As the real functions g4 () = 6% are both Lipschitz functions with Lipschitz
constant 1 on R, i.e., |g+(01) — g+(02)] < |01 — 02|, we have

g™ = 1a™ |e2 < g — q™ 2 Mg =10 = [¢" =1 2 < ¢ — ¢ 1

Consequently, with (42) we have [¢™]~ — [¢"]” and [¢"* — 1]T — [¢™ — 1]t in
H. As k > 0 is a fized number, we can pass to the limit on ¢ in (44) to obtain
that

N
> (™ 72+ lla™ =111 72) =0,
m=1
which implies

0<q¢gm"<1l,ae.inxe M, ie., ¢" € K. (45)

With the above preparations, we could pass to the limit from the scheme
(33)—(34) to the scheme (31)—(32) term by term. We only point out the following
three subtle points. First, here we obtain the strong convergence of the functions
U™ to their limits U™ in H by the compact embedding V' C H. The strong
convergence will imply the a.e. convergence of U in M up to subsequences.
The strong convergence and the a.e. convergence of U are crucial when we
pass to the limit in the nonlinear terms in the scheme (33)—(34). The reason is
well-known: nonlinear mappings do not preserve weak convergences. Second, for
the two penalization terms, we have for ¢® € K that

( 1

1 m]— m m m
E[QE ] aqb _qs ) Z 07 _(g[q‘a - 1]+7qb _qs: ) Z 0 (46)
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Due to weak convergence of ¢"* in V' and the weak lower semi-continuity property
of the norm, we also have

limsup aq (¢, ¢° — ¢*) = limaq (¢, ¢") — lim inf aq (¢, ¢")

< ag(@™,q") = aq(q™. q™) (47)
= aq(q™,¢" = ¢™).
All the above three terms produce correct direction of inequalities during the
limit process. Therefore, we obtain the desired variational inequalities in (32).
Third, in order to show that hgm € H(Q™ — ¢s), we shall use the idea of
subdifferential for convex functions.

Summarizing the above arguments, we obtain from (33)—(34) via passing to
the limit on € the existence of a solution (T™,q™) to (31)—(32).

4 Convergence of the Euler Scheme

In this section, we want to prove the convergence of the solutions of the Euler
scheme (31)—(32) to the solutions of the system (28)—(30). We shall use the same
conventions on subsequences and indices as in the last section, that is, the limit
process in this part is N — +oo or equivalently k£ — 0+ and up to subsequences.
Due to the weak lower semi-continuity property of the norms, we know that
for the limit functions U which now have no dependence on ¢, the bounds in
Lemmas?2 and 4 are now valid with U™ replaced by the limit functions U™.

4.1 Construction of Approximations

For each fized k (or N), we associate to the elements U, U, U?,--- ,U"N the
following approximate functions Uy, = (T, qx), Ux = (Tk, gr) and Wy = (T, Qk)
which are defined piecewise on [0,#;] and take values in the space V2

Un(t) =U™, Up(t) =U™Y, for t € [(m — 1)k, mk),m=1,2,--- ,N. (48)
Um 7Um71 1

Wi(t) = T(t—(m—l)k)—i—U , fort € [(m—1)k,mk),m=1,2,--- N.

(49)

4.2 Reinterpretation of A Priori Estimates

First, we give a lemma measuring the distance in L?(0,ty; H) of the functions
Ui, Ux and Wy, in the limit process k — 0+.

Lemma 6. For the functions Uy, Wy, and Uy, defined above, there hold
U = Wil 20,001 < C(w,Uo, t1)Vk, Uy — Ukl 20,0021 < C(u, Up, t1)Vk.

Now, we state a result concerning the boundedness of the functions Uy, Uy and
Wi.
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Lemma 7. The functions Uy, Ue. and Wy remain in a bounded set of
L?(0,t1;V) N L>®(0,t1; H) as k — 0+. The functions 0;Wy form a bounded
set in L?(0,t1;V*) and U, — Wy — 0 in L2(0,t1; H) strongly as k — 0+.

Lemmas 6 and 7 can be regarded as reinterpretations of Lemmas2 and 4 in
terms of the functions Uy, Wy, Ug.
Define uy : [0,t1] — 'V as follows:

u,(t) =u™, fort € [(m—1)k,mk),m=1,2,--- , N. (50)
We have the following classical lemma:

Lemma 8 (Convergence of uy). For the functions uy defined above, there
holds
u, —u, in L"(0,¢1,V) ask —0+. (51)

For later use, we also define the linear averaging map for the test functions
U’ = (T q%) € L?(0,t1;V) that we will use below, that is, we define U :
0,t1] — V2 piecewise b
[ Y

1 mk

Ub(t) = 7/ Ub(t)dt on [(m — 1)k, mk).
k Jm—1)k

Similarly as in Lemma8, we conclude that U} — U® strongly in L?(0,t1;V?) as

k — 0. Moreover, if ¢ € K for a.e. t € [0,#;], we have ¢ € K for all ¢ € [0,#4].

4.3 Passage to the Limit: £k — 0+

We first reinterpret as follows the scheme (31)-(32) in terms of the functions
Ui = (Ti, ar), U = (T, @), Wi = (T, Qi) and Up = (T3, 4}):

<at,]7€7T]?> + aT(TkHT]?) + bT(uvak7Tkl?) - d(CUk7Tk,T£) - ZT(TIS)

N 52
= Gl haupl T, 1), 52)

(0:Qk,qb — i) + aq(ar, b — ar) + bg(Wk, gk, @4 — ar) — 1y(a2 — a1,

> (—;ﬁ[wkrhcsz(T*k%qi SO

where Qy, is either §x or gi. Furthermore, hq, is defined by hq, (t) = hgm when
t € [(m — 1)k, mk). Here we emphasize that we require ¢¢ € L*(0,t1; K).
Due to Lemma 7, we have, up to subsequences, in the limit £ — 0+, that

Up — U = (T,q), weakly in L*(0,t;V) and weak- * in L>(0,t1; H), (54)

Wi, — W = (7, Q), weakly in L?(0,¢,; V) and weak- * in L>(0,t1; H), (55)

and
oWy, — W = (0,T,0,Q), weakly in L*(0,t1; V™). (56)
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Obviously, U, = U(- — k) converges also to U in L2(0,t1;V) weakly and in
L>(0,t1; H) weak-*.
In view of Lemma 6, we know that

U=W. (57)

Now, we consider the inclusions V' C H C V* where the first inclusion is compact
and the second inclusion is continuous. In view of (55) and (56), we conclude,
by applying the Aubin-Lions compactness theorem, that

Wy, — W, strongly in L*(0,t; H). (58)
By Lemma 6 again, we conclude that
Uy, U, Wy — U, strongly in L%(0,t1; H). (59)

With the above preparations, we can now pass to the limit ¥ — 0+ from
(52)—(53) to (28)—(30) term by term. Here we also point several subtle points.
First, we obtain the strong convergence, i.e. (59), in this step by the Aubin-Lions
compactness argument. For further details, see [28]. Second, the limit function
q satisfies the required range condition. Indeed, regarded as a convex subset of
L2(0,t1; V), L%(0,t1;K) is closed with respect to the strong topology induced
by the L2(0,t1;V)-norm. Therefore, it is also closed with respect to the weak
topology. Furthermore, in view of the fact that g, € L?(0,t;K) which is obvious
from the definition and that g, converge to ¢ weakly in L?(0,t1; V), we conclude
that ¢ € L?(0,t1;K). Third, the subtle point in this passage to the limit is to

deal with the term [)* (8, Oy, ¢}, — qx) dt which is the sum of [}* (9, Qy, ) — Q) dt

and fgl (0;Qk, Qr — qr) dt. Using integration by parts, (56) and the lower semi-
continuity of the norm, we write

th th th
limsup/ <8tQk,qZ — Qi) dt = —liminf/ <8tQk,Qk>dt+lim/ (BtQk,q,l;) dt
0 0 0
. . 1 2 1 2 “ b
:—11m1nf§\Qk(t1)\Lz+§|qo|L2 +/ (@q,q)dt
0
1 2 1 “ b
< —§|Q(t1)\L2 + §\QO|L2 + (Orq,q") dt
0
t1 t1 b
:*/ <8tq,q>dt+/ (Oeq,q") dt
0 0
ty
:/ (0rq,q" — q) dt.
0

(60)
where we have used, in the second equality of (60), the observation

t] tl
i [ (00wt dt — [ (D) e, (61)
0 0

which is a simple consequence of (56) and the strong convergence of g%, to ¢® in
L2 (0, t1; V)
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A subtle point is the treatment of fgl (0 Qk, Q. — qx) dt. Though we have (56)
(which implies in particular that 9; Qy, is bounded in L?(0,1; V*) and Qr —qx —
0 weakly in L?(0,t1;V), we can not conclude that the limit of fotl (01 Ok, Qi —
qi) dt is 0. Rather, we show, by the specific forms of Qf and ¢, that

t1
lim sup/ (0:Qp, Ok — qi) dt < 0. (62)
0

Indeed, noticing that 0, Q) = % and Qp — q, = qi(t —mk) on the
subinterval [(m — 1)k, mk) of [0,t1], we have:

N mt

Z/( (0:Qr, Qi — qr) dt

m—1)t

ty
/ (0 Qk, Qk — qre) dt =
0

m=1

m—1 m m—1

m_ D
- Z/L b ; p (t —mk)) dt
_ Z/mk 9" = e ey a

(m—1)t

\ /\

7

which implies (62). From (60) and (62), we can conclude that

t1

t1
lim sup / (00Qu,dl — i) dt < / O, d" — q) dt. (63)
0

0

To sum up, we have proved the following theorem when ¢, is constant:

Theorem 1. Given Ty,q0 € H with 0 < qo < 1 a.e. in M, the Euler scheme
(31)—(32) contains a subsequence which converges to a solution of the system

(D7)

5 The Case Where g; Depends on Time

In this part, we extend our former results to the case where ¢, is not constant.

5.1 The Nonlinearities ¢ and F

When ¢, evolves according to (8), the nonlinearities F' and ¢ will also depend
on the function gs. The nonlinearities (see e.g., [17,18]) ¢ and F: R xR — R
are defined as follows:

RL(T) — ¢, R,T
cpRyT? + ¢ L(T)?’

F(T,qs) = ¢;G(T,qs) = qsT (64)

o(T,qs) = LET)F(T, qs), (65)
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where

RL(T) — ¢, R, T
L(T)=c¢1 — T, G(T,qs) = TchUTQ LT
In the above, ci,cg, R, ¢p, R, are all strictly positive constants. The additional
dependence of F' and ¢ on ¢s will bring us technical complexities during the
passages to the limits.

Notice that the functions F', G, and ¢ have a singularity at (0,0); F(T,qs)
is bounded but discontinuous at (0,0) and G(T,¢s) may blow up at (0,0). To
overcome this difficulty, we introduce the following regularized version ¢,, F)
and G, for ¢, F and G.

(66)

RL(T) — ¢,R,T

FrTvs:sGrT7s:sT ) 67
(T 4s) = 4:G+(T',qs) = q o Ry max (T ) + quL(T)? (67)
L(T
or(T,qs) = i )Fr(TaQS)a (68)
P
Go(T.q) = T— D) — oIt T (69)

¢p Ry max (T,7)* + ¢, L(T)?’

where v > 0 is smaller than any temperature on Earth. Once arriving at g, > 0,

we can derive G, is nonnegative by observing that T < % for any temperature
» o
on Earth. It is easy to see the rational function F) is bounded and globally

Lipschitz on R x R, i.e.,

|FT(C17§1) - FT(C2a§2)| S C(‘Cl - C2| + ‘51 - 52‘)7 v CvaQ S R7£17§2 S [0,0(O),)
70
and

IF-(COI<C, V(CEREE€[0,00). (71)
The function ¢, is also globally Lipschitz,

lor(Cr,&1) — or(C2, &) S C(IC1 — G| + |61 — &2), V ¢1, ¢ € R, &1,& € [0,00). (72)

In addition, as F.(0,0) = 0, we have ¢,(0,0) = 0. Hence the Lipschitz function
¢ also satisfies [ (¢, &)| < C([¢] + [€])-

Definition 2. Let (Ty,q0,9s0) € H x H x H be such that 0 < ¢o < 1, 0 <
gs,0 < 1 a.e. in M and let t; > 0 be fized. A vector (T,q,qs) € L*(0,t1;V x
V)N C([0,t1); H x H) x L®(M x [0,t1]) with 0 < g5 < 1, (9,T,0:q,0,q5) €
L2(0,t1; V* X V*) x L®(M x [0,t1]) is a solution to the initial boundary value
problem described by (1), (2), (8), (6), (7) and (9), if for a.e. t € [0,t1] and for
every (T, q%) € V x K, we have

(0T, T + ap(T, T?) + br(u, T, T%) — d(w, T, T") — Ip(T") = (%w*(t)hqgo(T, 4),T"),
(73)
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1
(0:q,0" — @) +aq(q, 4" — q) + by (0, ¢,0" — @) — lg(¢" —q) > (*;w (t)heF(T,qs), 4" — q),

(74)
dgs 1 _
e —];w heF(T,qs) for a.e. (t,x) € [0,t1] x M, (75)
for some hq € H(q — gs) and
Uo = (10, 90, 45,0)- (76)
5.2 The Discretization Scheme
We begin with
(T° ¢°, q°) := (Tv, g0, qs.0), i-e., the given initial datum. (77)
When (T°,¢°,¢2), (T*,¢%, qt), -+, (T™ %, ¢™ 1, ¢~ ') are known, T™ € V

and ¢ € K are determined by:

Tm _ Tmfl
<Ta Tb> + G‘T(va Tb) + bT(uma Tma Tb) - d(wma Tm717 Tb) - ZT(Tb)
1 m]— m— m—
= (I;[w " hgm-10(T 1,qs 1),Tb),
1 (78)
qm — qm— m m m m _m m m
(0" = d") Hag(q"q" = d") + (0" g™ g = ™) = ly(g” — q™)
1
Z (_B[Wm]_hq""*lF(Tm_lvq;n_l)a qb - qm)7
(79)
and
qr = Z™(mk), (80)
where Z™(t) is the solution to the following initial value problem
YD = L) by F(T™Y, Z7(1)), (81)
Zm™((m —1)k) = ¢* 1,

where hym-1 € H(qg™™ — ¢ 1).

Remark 2. We shall point out the distinct feature of the discretization for the
gs-equation. First, the ¢s-equation shall be discretized once the (T, g)-equation is
discretized as the (T, ¢)-equation depends on ¢, through the nonlinear functions
F(T,qs) and ¢(T,qs) and we do not allow time dependence in the discretized
equation on (7', ¢). Here we did not use the standard Euler algorithm for ordinary
differential equations (ODEs). Rather, we define ¢ by successively solving the
ordinary differential equation (81) and make evaluations at specific time points.
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The latter will make the ¢7*’s satisfy the required range condition inherited from
that of g5. The Euler algorithm for ODEs cannot guarantee this range condition.
Finally, we emphasize that we need to use h,m-1 in the scheme (78), (79) and
(81). This choice makes the (77, ¢™)-equation and the ¢'-equation decouple.

To show the existence of a solution (I, ¢™,Z™) to (78)—(81), we consider
the associated regularized and penalized problem:
To find T!",¢"* € V and Z"* € H such that

Tm _ Tmfl
(= T") + an (T, T°) + by (™, T, T°) = d(w™, T, T7) = 1n(T°)
1 mi— m— m— m— m—
= (E[W ] H62(q6 1- qs,s 1)50?”(Ts 17qs,s 1)3Tb)’
m—1 (82)
(B d) +ag(al @)+ bo (w0 0") ~ La(a”)
1 1 1
= (a7 ") = (e =1 0") = Clw™) " Hey (a1 = g0 HE(T g0, ),
€1 €1 p
(83)
and
qe. = Z"(mk), (84)
where ZI" is the solution to the following initial value problem
az™ ml— m— m— m— m
0 = L) Hey (@ — g YE(T 1, 20(1)), (#5)
Z((m = k) = g7

5.3 Validity of the Iteration

In order to have a valid scheme, we should be able to obtain (T.", ", ¢{".) when
(T, g1, ¢ ') are known. This is true. First, observe that the equation
on (T/",q") and g". are decoupled. Noticing that the arguments of F,. and ¢,
have index m — 1 in (82) and (83), we can obtain (77", ¢*) either by the Minty-
Browder Theorem or by the Galerkin method when (T/"~!,¢*~', ¢ ") are
known. The determination of ¢, is easy when (Tm=1 gm=1 q;’f;l) are known:
we just need to use the initial value problem (85). The initial value problem
(85) admits a unique solution Z(t) on [(m — 1)k, T*). The maximum time of
existence T* = +o0o due to the form of F.. Actually, we have

F (T, 22 (1) = 20 (OGH(T7 T, Z2 ().

Therefore, we have the following integral form of (85):

t
- 1 ml— m— m— m— m
qg}e(t) = q;n 16{Ep{ _/( 7[0‘) ] Hsz (qe t— qs,s 1)G7’(T5 17Z5 (t)) dT}

(86)
Due to the above expression of ¢;". (), no blow-up can happen as we always have

22 ()22 < a7 ey |22 ()| < g0 oo for ¢t > (m =1k (87)

For our purpose, we just need 7™ > mk so that ¢, is well-defined.
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5.4 A Priori Estimates for (T, q", qgfs)

Integrating the first equation in (85) from (m — 1)k to mk, we find

mk
m m— 1 ml— m— m— m — m
Gs,e = 4s,e 16.Tp{ _/ 7[“} } H€2(Qs t- qs,e 1)GT(TE 1>Z€ (t)) dT} (88)
(m—-1)k P
As 0 < ¢% = g50 < 1, we easily conclude that 0 < g, <lforalll<m <N
by repeatedly using (88) for m = 1,2,--- | N. Actually, we have the following
pointwise monotone relations

0 < ql'(x) gqgjgl(x) <1, m=1,2,---,N. (89)

Now we aim to obtain a priori estimates on (7.7, ¢") independent of k and

¢ for the regularized and penalized problem (82)—(83). Due to the form of ¢,
F, and our estimate on ¢",, we know that

lor (T 1 g0 < CUT T + 1) and [F(T 7 q07 )| <€, (90)

where C' is constant independent of € and k. Therefore, Lemma 2 is still valid.
Now, we explain that Lemmad4 is still valid even when g5 is not constant.

Since |F,.(T/*~*,q"=")| can be bounded by a universal constant, we still have,

for the penalization terms, that Lemmab) holds. Then estimating the duality

. Um—Um71 . .
pair (—=—=—, U®) where U® € V2, we can derive the conclusion of Lemma4.

5.5 Passage to the Limit ¢ — 0+ and kK — 0+

The passage to the limit can be proceeded essentially as before. By the compact
Sobolev embedding theorem as before, we can derive that (77, ¢*) — (T™, ¢™)
strongly in H. In addition, by the above estimates on ¢;"., we know that there
exist ¢ € H N L*° (M) such that, up to subsequences,

qq — q¢" weakly in H and weak-* in L>(M). (91)

During the passage to the limit: k& — 0+, besides defining Uy, Uy, Wy, hg,
as before, we should also define gs 1, : [0,¢1] — L% (M) N L*(M) as follows:

ZY(t), when t € [0, k),
Z%(t), when t € [k, 2k),

=1 0

4k =3 gm). when t € [(m — 1)k, mk), (92)
ZN(t), when t € [(N — 1)k, Nk).

By our definition of ¢s%, we know that ¢sx(0) = ¢s0 and ¢s; is piecewise

differentiable and satisfies (84) on the whole interval [0,#;]. Then, we can rein-
terpret our scheme in terms of the above functions Uy, = (Tk, qx), Ux = (Tk, 4x),
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Wi = (Tx, Qk) and U = (T}, ¢%) as follows

<af,]7¢7Tl?> + aT(Tk7TI?) + bT(uk7Tk7Tlg) - d(wkvfvalf) - ZT(Tlg)

e (99)
= (;[LU]@] h(jk@r(Tk7qS7k)7T]g)’
(00 Qr, i — ar) + ag(ar. @ — ar) + bg(k, ar, ai — ar) — lo(a} — ax)
1 B . , (94)
> (_g[wk] ha Fr(The, Gs k:))s G — Qi)s
dgs k Lo [
Tst - _E[Wk] hngT»(Tk,qs,k)- (95)

The two passages to the limit processes ¢ — 0+ and k& — 0+ are paral-
lel to those in the case that ¢ is constant. However, we shall pay attention
to the convergences of the terms involving @T(Tg"_17q§?€_1), Fr(Tg”_l,qZLE_l)
during the passage to the limit ¢ — (04, +), and @,(Tk, Gs.x); Fr(Tk, Gsr) dur-
ing the passage to the limit £k — 04 respectively. In both of the two limit
processes, we could achieve strong convergences for the sequences (7). and
(Tk)k up to subsequences by compact Sobolev embedding and Aubin-Lions argu-
ment respectively. While for (qf".). and (gs x)x, we could not obtain strong con-
vergences. Fortunately, we could obtain a.e. convergences for them for x € M
and (¢,x) € [0, 1] x M respectively. These pointwise convergences, together with
the Lebesgue Dominated Convergence Theorem, will enable us to pass to the
limits for these terms. The a.e. convergences are guaranteed by the following
lemma.

Lemma 9. Consider the following equation
dg’ . .
W = P(TI (1), ¢d(1), (96)
71(0) = gs0,

where F(-,-) is a real-valued bounded Lipschitz function. Suppose T = T (z,t)
converges to some T = T(x,t) strongly in L*(0,1; H) as j — oo. Then up to
subsequences, we have

¢ (x,t) — qs(x,t) for anyt € [0,1] and a.e.x € 2\ 2, (97)
where qs(x,t) is the solution to the initial value problem

{dq;t@) = F(T(t),qs(t)),

(98)
ds (O) = (45,0,
and {29 is a subset of M which has Lebesque measure 0 and is independent of t.

Proof. By assumption, we have up to a subsequence that

T (x,t) — T(x,t) ae. (z,t).
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Writing the ODE on ¢J in the integral equation form, we have

ﬂ@:ﬂ@+APﬂWLmﬂwﬂMr (99)

By assumption, we have
l .
./ /1|T]xt Tz, )2 dedt = /" (/ (19 (2, 1) ~ T, O dt)da — 0, as j — .
0

By Fubini’s theorem, we have for a.e. x that

l
/|W@ﬁ—T@ﬁFﬁ~&
0

Now take x, such that

l
/O |T9 (24, ) — T, t)[*dt — 0. (100)
Notice that
G = F(T (o, 1), gl 1)) 101)
qs(x*,O) = ¢s(z4,0).

As ‘%|LM(OJ) < C, we have up to a subsequence and with z, fized that
qJi — qs uniformly on [0, 1].

Since F(Ti(z4,t)) and ¢Ji(z.,t) converge for a.e. t € [0,1], we can pass to
the limit in the following equation

t
qgi (T4, t) = qg(x*,()) —|—/ F(Tj'i (x*,7)7qgi (x4, 7)) dr,
0

and by the Lebesgue Dominated Convergence Theorem, we have

4s(@ast) = gs(22, 0) /f*xM u(a, 7)) dr. (102)

By uniqueness of the solution to (99) and the fact that the limit solution is
independent of the subsequence, we conclude that

¢ (-, x.) — qs(-,z.), uniformly in ¢,
for any z. such that (100) holds, i.e., for z, € £2\ {2y where [29| = 0, Hence,
¢ (x,t) — qs(x,t) for any ¢ and for a.e. € 2\ . (103)

Remark 3. A particular case of the above lemma is that 77 = T7(x), i.e., T7
has no dependence on the time variable ¢ € [0,]. In this case we can regard T7

as a constant function of ¢ € [0,1] and consequently, we still have 77 — T in
L?(0,1; H).
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In summary, when ¢s depends on time, we have the following theorem.

Theorem 2. Given Ty, qo,qs0 € H with0 < qo <1, and 0 < go0 < 1 a.e. in
M, the scheme (78)—(81) contains a subsequence which converges to a solution
of the system (1)—(9).
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Abstract. A least-squares method is developed for estimating parame-
ters in a size-structured population model with distributed states-at-
birth from field data. First and second order finite difference schemes for
approximating the nonlinear-nonlocal partial differential equation model
are utilized in the least-squares problem. Convergence results for the
computed parameters are established. Numerical results demonstrating
the efficiency of the technique are provided.

1 Introduction

It is often the case that direct observations of vital rates of individual organisms
are not accessible and our knowledge of the vital rates is incomplete. Therefore,
the inverse problem approach often plays an important role in deducing such
information at the individual level from observation at the population level. In
recent years substantial attention has been given to inverse problems governed
by age/stage/size structured population models [1-3,6-9,12,13]. Methodologies
applied to solve such inverse problems include the least-squares approach [1,3,9]
and the fixed point iterative technique [17]. The least-squares approach has been
often used in inverse problems governed by size-structured models. For exam-
ple, in [8,9] the authors used least-squares method to estimate the growth rate
distribution in a linear size-structured population model. A similar technique
was applied to a semi-linear size-structured model in [14] where the mortality
rate depends on the total population due to competition between individuals.
Furthermore, such least-squares methodology has been applied for estimat-
ing parameters in general conservation laws [13]. Therein the author utilizes
monotone finite-difference schemes to numerically solve the conservation law
and present numerical results for estimation the flux function from numerically
generated data. And in [3], the authors solved an inverse problem governed by
structured juvenile-adult model. Therein, the least-squares approach was used
© IFIP International Federation for Information Processing 2016
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to estimate growth, mortality and reproduction rates in the adult stage from
field data on an urban green tree frog population. The estimated parameters
were then utilized to understand the long-term dynamics of this green tree frog
population.

In this paper we consider the following nonlinear Gurtin-MacCamy type
model with distributed states-at-birth:

0 0
ap(az,t;ﬁ) + o (9(x,t,Q(t;0))p(x, t;0)) = —p(x,t,Q(t;0))p(x,t;0)
[ Bt Q)P 0)dy, (:1) € (Bmin, ) X (0.T),
g(l‘mm, t, Q(t; 57’3};(331711'77,7 t; 9) =0, te [07 TL
p(l‘, 05 9) = po(gj)a T e [Imin’ xmaac]~

(1)
Here, 8 = (g, u,3) is the vector of parameters to be identified. The function
p(z,t;0) is the parameter-dependent density of individuals of size = at time ¢.

Therefore, Q(t;0) = / p(x,t;0)dx provides the total population at time ¢

Tmin

which depends on the vector of parameters 6 = (g, 1, 3). The functions g and
represent the individual growth and mortality rates, respectively. It is assumed
that individuals may be recruited into the population at different sizes with
O(z,y,t, Q) representing the rate at which an individual of size y gives birth to
an individual of size x. Henceforth, we will call the model (1) Distributed Size
Structured Model and abbreviate it as DSSM.

The main goal of this paper is to develop a least-squares approach for esti-
mating the parameter 6 from population data and to provide convergence results
for the parameter estimates. The paper is organized as follows. In Sect. 2, we set
up a least-squares problem and present finite difference schemes for comput-
ing an approximate solution to this least-squares problem. In Sect. 3 we provide
convergence results for the computed parameters. In Sect. 4, numerical examples
showing the performance of the least-squares technique and an application to a
set of field data on green tree frogs are presented.

2 The Least-Squares Problem and Approximation
Schemes

Let ]D)l = [Iminaxmax] X [OyT] X [0,00) and ]D)Q = [mminaxmaz] X [Iminyxmaz} X
[0, 7] x [0,00) throughout the discussion. Let B = C}(Dy) x Cp(Dy) x Cp(D2),
where Cp(£2) denotes the Banach space of bounded continuous functions on (2
endowed with the usual supremum norm and C}(£2) is the Banach space of
bounded continuous functions with bounded continuous derivatives on {2 and
endowed with the usual supremum norm. Clearly, B is a Banach space when
endowed with the natural product topology. Let ¢ be a sufficiently large positive
constant and assume that the admissible parameter space @ is any compact
subset of B (endowed with the topology of B) such that every 8 = (g, 1, 3) € ©
satisfies (H1)—(H4) below.
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(H1) g € C}(Dy) with g, (z,t, Q) and gg(z,t, Q) being Lipschitz continuous in
with Lipschitz constant ¢, uniformly in ¢ and Q. Moreover, 0 < g(z,t,Q) <
¢ for © € [Tmin, Tmaz) and g(Timaz, t, @) = 0.

(H2) p € Cp(DDy) is Lipschitz continuous in « and @ with Lipschitz constant c,
uniformly in ¢. Also, 0 < u(x,t,Q) <c.

(H3) B € Cp(Dg) is Lipschitz continuous in Q with Lipschitz constant ¢, uni-
formly in z, y and ¢. Also, 0 < B(x,y,t,Q) < ¢ and for every partition
{x:}Y of [Tmin, Tmax), Wwe have

sup Z |ﬁ xuy)t Q) /B(l‘i—lay7t7Q)| S C.

(¥t Q) E[Tmin,Tmax] X [0,T]x[0,00) =7

(H4) p° € BV ([min, Tmaz)), the space of functions with bounded total variation
on [Tomins Tmaz), and p®(z) > 0.

We now define a weak solution to the model (1).

Definition 21. Given 0 € O, by a weak solution to problem (1) we mean a
function p(-,+;0) € L®°([Zmin, Tmaz] X [0,T]), p(-,t;0) € BV ([Xmin, Tmaz]) for
t € 10,71, and satisfies

[ 0o 0de - [ @0, 0)ds

Imz Tmin

/ /xm‘“ (z,7;0)[¢r (x,7) + g(x, 7, Q(7;0)) = (x, T) — px, 7, Q(7;0))p(x, 7)|dxdT

Lmin

/ / m/ " By, 7. QU 0)ply, 73 0) 0, 7)dyded

Tmin Tmin

(2)

for every test function ¢ € C((Tmin, Tmaz) X (0,T)) and t € [0,T].

We are interested in the following least-squares problem: given data Xy which
corresponds to the number of individuals at time t;, s = 1,2,---,5, find a
parameter 0 = (g, p,3) € O such that the weighted least-squares cost functional

F9) = Z [W(Q(ts:0)) — W(X,)|? is minimized over the admissible parameter
space 9 i. e find 6* such that

S

0* = arg min F(f) = arg min Z (W (Q(ts:0)) — W(X,)|?, (3)
€O 0co o—1

where W € C([0, 00)) is a weight function.

In order to numerically approximate the solution to the minimization prob-
lem (3), we first need to approximate the solution of model (1). To this end, we
utilize similar finite-difference approximation schemes as those developed in [5].
Suppose that the intervals [Zin, Tmae] and [0,T] are divided into N and L
subintervals, respectively. The following notations will be used throughout the
pater: Ax = (Zymaz — Tmin)/N and At = T/L. The discrete mesh points are
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given by x; = Tyin + 1Az, t, = kAt for ¢ = 0,1,--- N, k = 0,1,---, L.
For ease of notation, we take a uniform mesh with constant sizes Ax and At.
More general nonuniform meshes can be similarly considered. We shall denote by
Pk () and Q*(6) the finite difference approximation of p(z;,tx;0) and Q(t;0),
respectively. For convenience we will also use the notation p¥ and Q* without
explicitly stating their dependence on 6. We also let g¥ = g(w;,t, Q), uf =

M(xiatkak)v {f] :5(%‘»%’7751@7@ ) Here Qk ZpkA‘r

We define the ¢!, £> norms and TV (total varlatlon) seminorm of the grid
functions p* by

N
k k k k k
Pl = IpflAz,  [p¥e = max |pF,  TV(F) =" |k, —pfl,

0<i<N

and the finite difference operators by
A =pF —pf, 0Si<N—1, A pf=pf—pf  1<i<N.

Throughout the discussion, we impose the following CFL condition concerning
Az and At:

(H5) 4L+ Ar<i.

We discretize model (1) using the following first order explicit upwind finite
difference scheme (FOEU):

k41

kpk_ gk ok
plo o Zglp“lz—u?pﬁrzxifjpmx 1<i<N, 0<k<M-1,

=0, 0<k<M,
PP (i), 0<i<N.

9

“OO?T
|| S

(4)

We could write the first equation in (4) equivalently as

At At
Pt = gl + <1 - .0 —u’“ﬂt> Zﬂfgp’%x At,
1<i<N, 0<k<M—1. (5)

It is easy to check that under assumptions (H1)-(H4) FOEU scheme con-
verges to a unique weak solution of system (1) as proved in [5]. The above
approximation can be extended to a family of functions {pas ac(z,t;0)} defined
by pazai(z,t;0) = pF(0) for (x,t) € [wio1,2;) X [th1,tk), i = 1,2,--- , N, k =
1,2,--- , M.

Since the parameter set is infinite dimensional, a finite-dimensional approx-
imation of the parameter space is mnecessary for computing minimizers.
Thus, we consider the following finite-dimensional approximations of (3): Let
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Tmax

Qaz,ac(t; 0) = Paz At(x,t;0)dr denote the finite difference approxima-

Tmin
tion of the total population and consider the finite dimensional minimization
problem

S

arg min Fa, 4¢(0) = arg min > [W(Qaz,ai(ts:0)) — W(X)[*.  (6)

0€6,, 0€EOm

Here, 6,, C O is a sequence of compact finite-dimensional subsets that approx-
imate the parameter space O, i.e., for each § € O, there exist a sequence of
0 € ©,, such that 6, — 0 in the topology of B as m — cc.

Remark 22. If the compact parameter space © is chosen to be finite dimen-
sional, then the approximation space sequence can be taken to be ©,, = 6.

Since the FOEU (4) scheme is first order it would require a large number of grid
points to achieve high accuracy. Thus, we next propose a second order minmod
finite difference scheme based on MUSCL schemes [5,15,18] to approximate the
solutions of the DSSM model (1) in the least-squares problem. We begin by using
the following second order approximations for the integrals:

N * 1 N-1 1
Q" =) piAv=pfdut Y pidr+ opi A
=0 i=1

and

s,

N * 1 N-1 ]
Y. BhpyAv = Sl Ar + Y B0l A + o Bl npk Az,
j=0 j=1

Then we approximate the model (1) by

pht1_pk ff-;-l_fz‘k—l Kok o * k pk i

A 241. 2:*Hipi+2:0 ﬁi,jijx’Z:LZ“”N’ k=0,1,---,L—1,
j=

ggpg:o, k:071,"'7L7

p?:p0($z)a Z:0a17 7N

Here, the limiter is defined as
o [ormr 4 598 — 90)p) + ggrmm(Aspf, App) i =2, N =2,
its gfpi-ﬂ 1=0,1,N —-1,N,
ign(a)+sign(b) )
where mm(a, b) = ZHLT2IE2 min(|al, [b]).

3 Convergence Theory for the Parameter Estimation

Problem Using FOEU

The results in this section pertain to the case when (1) is approximated by the
FOEU scheme (4). Our future efforts will focus on extending these theoretical
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results to case when the model (1) is approximated by the higher order SOEM
scheme (7). We establish the convergence results for the parameter estimation
problem using an approach based on the abstract theory in [8]. To this end, we
have the following theorem:

Theorem 31. Let 0" = (¢",u",8") € O. Suppose that 0" — 6 in O and
Azx,, At, — 0 as v — 00. Let pag,. e, (x,t;07) denote the solution of the finite
difference scheme with parameter 0" and initial condition p°, and let p(x,t;6)
be the unique weak solution of the problem with initial condition p°(z) and
parameter 0. Then paz, At (407) — p(-,t;0) in LY (Tmin, Tmaz), uniformly
inte[0,T].

Proof. Define pf’T = pF(67). From the fact that © is compact and using similar
arguments as in [5], there exist positive constants ¢, ca,c3 and ¢4 such that
PPl < ety IP57 oo < c2, TV (P™T) < ¢3 and

>

i=1

m,r n,r
b —D;

At Az, < cq4(m —n),

where m > n. Thus, there exist p € BV([Tmin,Tmaz]) such that
Az, At (5 607) — p(,t) in LY(Tmin, Tmae) uniformly in ¢. Hence, from the
uniqueness of bounded variation weak solutions which can be established using
similar techniques as in [5], we just need to show that p(z,t) is the weak solution
corresponding to the parameter 6.

In order to prove this, let ¢ € C* ([Zmin, Tmaz] X [0,T]) and denote the value
of ¢(z4,t1) by ¢F. Multiplying Eq. (5) by (bf“ and rearranging some terms we
have

k+1,r  k+1 k, koo k+1 ko k, k+1 k+1
p; r¢-+ —P; r(bf:pi r(¢i+ _¢f) [gz Tlpz 71(¢i+ _¢ij—1)

ko koo ok ko ki ok
—(g i — g sz Torth) 9)

O AL+ _Z BT er ! Avat.
j:

Z ?

Multiplying the above equation by Ax, summing over ¢ = 1,2,--- N, k =
0,1,---,M — 1, and applying pk = 0 and gjkv = 0 we obtain,

N
> (pf (bo) Az = Z Z b 807 —0F A:UAt
=t ]V(} 11}\/ 1 k+1
+r % 91”1 i”ﬁ’—“A At
M N (10)

lff Tpf r¢k+1AxAt

[

M%EM
||M2‘E

7]] 7'

N
Z kr k,r k+1A(EAtASU
k j=1

Using the fact that 6" — 6 as r — oo in ©, passing to the limit in (10) we find
that p(x,t) is the weak solution corresponding to the parameter 6.
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Since W is a continuous on [0, 00), as an immediate consequence of Theorem 31,
we obtain the following.
Corollary 32. Let pag, at.(x,t;07) denote the numerical solution of the finite
difference scheme with parameter 0" — 0 in © and Ax,, At, — 0 as r — oo.
Then

Fag,. A, (07) = F(0), as r — .
In the next theorem, we establish the continuity of the approximate cost func-
tional in the parameter 6 € © (a compact set), so that the computational prob-
lem of finding an approximate minimizer has a solution.

Theorem 33. Let Az and At be fized. For each 6 € O, let pag at(z,t;0) denote
the solution of the finite difference scheme and 6" — 6 as r — oo in ©; then
PAzAt(507) = pagai(,t0) as v — oo in LY (Tmin, Tmaz) uniformly in t €
[0,T].

Proof. Fix Ax and At. Define pf’m and pf’e to be the solution of the finite

difference scheme with parameter 6" and 6, respectively. Let v = pf 0 pf’e

Then vf’a satisfy the following

k+1,0 _ A k0 k@ k07 k0 A k0" k0 k0
v; L (gl = )+ = b = 4L (6P e - gb )

N
k0" k0 k0 k07 k07 k,0 k.0
= At pr " = ) + 2 (ﬂi,j p;" = Biypy )Al’At,
=

1<i<N, 0<k<M-—1,

v = =t =, 0<k<M-1.
(11)
Here, QM = Zp A;v, gf’er = g% (2i,t, Q*?") and similar notations are

used for ui’ o and ﬁ ". Using the first equation in (11) and assumption (H5)
we obtain

N kt16
v,
22:31| ¢

N
< [1—Atuf’9 (z e Am) At} [vF?| Az Atz ( "ok
=1

, k0 k0 k07 k,0\ k0

gz 1 |U ) + At Z | (9171 _91‘71) Pi—1— (Qi —9; )pi |

+At _21 i = P A + At Z Z 185" — B I} AwAw.
1= Z_ ]

(12)
By assumption (H1), and (11)

N
k.07 k,0 k0", k.0
> (gi v | = 91 1 |U |) = (QN luy

i=1

S ) =0 (13)

By assumptions (H2) and (H3) we have

N
3 [1 " At + (Zﬁ Ax) At] [uf | Az < (14 c(Tmax — Tmin) At) [[0"°])1.
=1

(14)
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By assumption (H1),

N k0" k,0\ k0 k0" E,0\ k.0
le(gl 19t )pz 1 (9,» ~9i )pi |
=

( P )6 ) ko,

k,0"
< sup; |gi— Qz 1| Z ‘P

k0" k0" k,60 k.0 1
9; —9;-1 (gz 791‘,—1)

Az <

98 (raioy + (1= 7)ai te, QM)

0
RV L _ , k.0

gzl (T.”L':,l + (1 T)xhtk:u Q )‘ dT (16)
+/ 9% (roic1 4+ (1 = 7)zi, t, QMY)
S+ (1= )i b, Q)] dr
Assumption (H1), (15) and (16) yield

N . -
(o — gt phy = (o = g ) o] < supy g — ol 1|Elp — i
N 1
£/
i=1 LJo
—g (tzic1 + (1 — 7)xy, ti, Qk’e)‘ dr

1
+/ 92 (Toic1+ (1 - T):ri,tk,Qk’e)

0
—gb(rwio + (1= 1)z, e, QV0)| dr] pl* A

ngl(T$i71 + (1 - T)'Th tk7 kagr)

(17)
Note that
N N
|Qk,9 Qk 0| _ Z( k or S Z |UZI-€79 (18)
=1 =
By the assumption (H1) and the equation above, (17) yields
N
k67 kO, k0 L AN X
Z‘(gz 1~ 9i— )pz 1 (91 -9 )pi
k.0 k,0 . Yoo k,0 (19)
<sup; |61 — gl [TV ER) + (el |l +sup; [ |gd (@, th, @)
0
793:(:5% tka Qk’e | dI) ”pkﬁ”la
where #; = 7x;—1 + (1 — 7)z;. By assumption (H2)
N .
ko 0 k.0
Zl |1 D0py? Aw < sup; [ — | [IpE01- (20)
And from assumption (H3) we obtain
N N
k 9 k: 6 gh
> > 18 Azdz < sup, ;|85 = 85 |IPH - (21)

)
-

% Jj=1
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Using (13)—(21) we arrive at

Hvk—H’QHl < (14 c(Tmax — xmin)At”lvk’eHl

k,0" k.0
+A¢ [sup, [ = NP+ sup

k0" k,0
ﬁi,j —ﬂi,j Hpkﬁ”l
1
k0" T
+sup; |92 = gi TV (p"0) + ( ello™], +supi/ gy (@, tr, Q")
0
_gz(fivtkanﬁ |d$) ||pk)0||1:| .

(22)
Note that
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*Mo(xiatkak’e)L ) )

gz 1 —gl 1 g 901‘—1, k& ) =g (Ti-1,1k, & 9 \Ti-1,1k, &
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=% (wi—1, tr, QF9)],

k,0" k,0 r r r

i,  Mig = iy gy Uk - iy Yjr Uk
1857 = B | < 1B (o, vyt QF07) — B (w4, 5, tr, Q0]
+|ﬁ0 (xivyj7tk7Qk79) _ﬁe(xivyjatkanﬁ”'

k0" k.0
;" —

(23)
Thus, by assumptions (H1)-(H4) and the Egs. (23) (18), we have

k(f" kG 0"
sup; Iu | < cl|o®1 + sup; |u (@4t @%0) — pb (24, th, Q%)
sup; |91 1 T_gz 1\ < cllo® 197 (wim1, e, QF9) — g% (25—, 1, QF9)],
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_/Be(xi7yjatkan,9)|
gzr (fiv tka Qk’e) - gz (fia tk7 Qk’e)‘ dﬂ?) + sup, |g0T (mifla tka Qk,@)
0
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1
o, |

Then we have
[ < (1 e(@max — Tamin) A V501 + At(pf, + 0 [0l (24)
Since for each k, pj, — 0 as r — oo, the result follows from (24).

Next, we establish subsequential convergence of minimizers of the finite dimen-
sional problem (6) to a minimizer of the infinite dimensional problem (3).

Theorem 34. Suppose that ©,, is a sequence of compact subsets of ©. More-
over, assume that for each 6 € ©, there exist a sequence of 0,, € ©,, such that
0 — 0 as m — oo. Then the function Fagz ¢ has a minimizer over 6,,. Fur-
thermore, if 0), denotes a minimizer of Fag, at, over O, and Ax,, At, — 0,
then any subsequence of 0), has a further subsequence which convergence to a
minimizer of F.

Proof. The proof here is a direct application of the abstract theory in [10], base
on the convergence of Fay, . (67) — F(0).
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4 Numerical Results

In this section we present several numerical simulations to demonstrate the per-
formance of the parameter estimation methodology. Although the theory pre-
sented here applies for the case of infinite dimensional parameter space ©, for
simplicity we restrict the unknown parameter space to finite-dimensional in the
examples below.

4.1 Convergence of Parameter Estimates Computed by FOEU
and SOEM in the Least-Squares Problem

In this example, we test the performance of the parameter-estimation technique
using both FOEU and SOEM approximation schemes. As a first step in gen-
erating data, we choose Ax = 0.0100, At = 0.0025, i, = 0, Tppae = 1, T =
L0, g, t,Q) = (1—)/2, Blz,y,t,Q) = 10sin(4t)+10, p(z, 1, Q) = 1/4exp(Q),
and the initial condition

0.8,0.25 <z <0.45,

P(x) = 2.5,0.45 < z < 0.65,
0.7,0.65 < z < 0.8,
0, else.

We then solve system (1) with this choice of parameters in MATLAB using
SOEM discretization and collect the resulting total population Q(tF) =

1
/ p(x,t*)dx for t* = k/20, k = 1,---,20. Observe that while p(z,t) is dis-
0

continuous because p°(x) is, Q(t) is a smooth function.

Assume all parameters are known except for ;1 = bexp(Q) with b being an
unknown parameter to be estimated. In our parameter estimation simulations,
we fixed Ax = 0.005, At = 0.0025 for FOEU scheme. As for the SOEM scheme,
the mesh sizes were chosen to be four times larger, that is, Az = 0.020 and
At = 0.010. We began with the above-mentioned data without noise in the
least-squares problem described in Sect. 2. We then modified the data by adding
normally distributed noise with mean zero and standard deviation ¢ = 0.05, 0.10,
and 0.15, respectively, to the data. To solve the least-squares minimization prob-
lem we set 6§ = b and use the goal function

S

F(e) = Z |Q(ts;0> - Xs|27

s=1

i.e., W = 1. For each data set the least-squares minimization process was per-
formed to estimate b using both numerical schemes. Our simulation results cor-
roborate the convergence results of computed parameters. Figure 1 demonstrates
the agreement of best fit model solutions obtained using FOEU and SOEM
schemes in solving DSSM with the corresponding data sets with no noise as well
as with different noise levels. A comparison of the two finite difference methods
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Fig. 1. (a) Comparison of data sets without noise and the corresponding best fit model
solution using FOEU and SOEM schemes in solving DSSM. (b) (c) (d) Comparison of
data at different noise levels (¢ = 0.05,0.10,0.15) and the corresponding best fit model
solutions using FOEU and SOEM schemes in solving DSSM.
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performing in the least-squares parameter estimation process was provided in
Table 1. It can be seen that using the SOEM scheme for approximating DSSM
in the least-squares problem one could obtain a similar estimated value b (where
the least-squares errors are at the same scale) with less than 10% of the CPU
time compared to that using the FOEU scheme.

Table 1. Performance comparisons of FOEU and SOEM schemes in least-squares
parameter estimates process

Without noise With noise

o =0.05 o =0.10 o=0.15
FOEU | SOEM |FOEU |SOEM |FOEU | SOEM | FOEU | SOEM
Estimated value of b 0.2507 | 0.2503 |0.2674 | 0.2768 | 0.2853 | 0.2837 | 0.3033 | 0.3028
Least-squares error 6.33-04 | 3.85e-04 | 0.0838 | 0.1871 | 0.3112 | 0.2857 | 0.6583 | 0.6473
CPU time (in minutes) | 285.48 | 20.67 264.59 | 16.45 | 367.49 | 22.47 |368.71 | 15.33

4.2 Fitting DSSM Model to Green Tree Frog Population Estimates
from Field Data

In this example, we fit DSSM to a set of green tree frog population estimates
obtained from capture-mark-recapture (CMR) field data during years 2004-2009
(as shown in Fig.2 (Left) [3]. The purpose is to estimate individual level vital
rates for adult green tree frogs, and then use these parameter estimates to gain
understanding of the dynamics of this population. In [3,4] the authors developed
a model (referred to as JA model hereafter) to describe the dynamics of green
tree frog population by dividing individuals into two stages, juveniles and adults,
and set a least-squares problem to obtain the best fitted parameters to the CMR
field data. With those estimated parameter values, they obtained the adult frog
population curve (see Fig.2 (Left)). Due to the relative short duration for the
tadpole stage and the lack of other information regarding tadpoles, the authors
in [3] simply assumed constant vital rates for tadpole stage. To circumvent this
issue, we consider the short duration of juvenile stage as part of the reproduc-
tion process and adopt the DSSM to describe the adult frog dynamics. Here,
B(x,y,t,Q) in DSSM represents the rate at which an adult frog of size y gives
birth to tadpoles that survive to metamorphose into frogs of size x.

As in [3], we take ¢ = 0 to be the first week in January 2004. We chose
At = 1/52. Since there are 52 weeks every year At represents one week. Let X,
s=1,2,---,136, denote the observed number of frogs which was estimated sta-
tistically from CMR experiment data for 136 weeks during the breeding seasons
in this six year experiment. The growth rate and mortality rates are assumed to
take the same forms as in [3]:

g(mvth) = 041(6 - l’),
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and
az(1 = 1)+ azt) (1+0.00343Q) exp(as), 0<t<2,
,LL(SL',t, Q) = a3(2 - %) + Ck4(% - 1)) (1 + 000343Q) exp(a5x), 2<t< 47
(a(3 = %) +3.093(% —2)) (1 +0.00343Q) exp(asz), 4 < ¢ < 6.

Here, the mortality rate was assumed to depend linearly on density as well as
time since frogs hibernate during winter time. By monitoring program [16] the
breeding season begins around the middle of April and ends in early August.
Thus, similar to [3] the birth rate function was assumed to be

ﬁj_s’y(x,ow,ag), 03<t<0.6,3<y<6,

%’y(m,a%ag), 03—ec<t<03,27+t<y<6,
B(z,y,t,Q) = %’y(m,amag), y—27<t<3.6—9,03—¢c<y<0.3,

%y(z,a%as), 0.6<t<06+4¢c36—t<y<6,

0, else.

Here, the gamma distribution density function with the shape parameter ar
and scale parameter ag, y(z, a7, ag), was chosen to model the size distribution
of newly metamorphosed frogs. The constant € is a positive small number that
allows 3 to be extended to (z,y,t) € [1.5,6] x [1.5,6] x [0,1] and to satisfy the
smoothness properties in (H4). We then also extend 3 periodically over one year
intervals [t,t +1],t=1,2,--- ,5.

We have «g,---,ag as unknown constants to be estimated (i.e., § =
(a1,--+ ,a8)). We chose the initial condition in DSSM to be p(z,0) =
615.96 exp(—0.752) which implies Q(0) = 257.2 (cf. [3]). To solve the least-
squares minimization problem, similar to [3], we set the goal function to be

S
F(0) = [log(Q(ts;0) + 1) — log(X, + 1)|.

s=1

To guarantee that the estimated parameter values are biologically relevant, we
set appropriate upper and lower bounds for each «;. That is, oy < oy < @1 =
1,---,8. Using the vital rates determined by estimated «;, ¢ = 1,---,8 given
in Table 2, we simulated DSSM and compared the resulting adult frog popula-
tion approximations to the data as well as the population estimates from the
JA model in [3]. The comparison results are demonstrated in Fig.2 (Left). It
shows clearly that DSSM model output agrees with the population estimates
resulting from field observations better than the JA model. Specifically, DSSM
is more accurate in capturing the population dynamics when adult frog numbers
are relatively low. Also, the DSSM fitting bears a smaller least-squares error of
33.5 compared to the JA model fitting which yielded an error of 37.8. Further-
more, the v distribution that provided the best fit as presented in Fig. 2 (Right)
indicates that the newly metamorphosed frogs have body length between 1.5 cm
and 2cm and approximately 99.6% of adult frogs give birth to tadpoles that
eventually metamorphose into frogs of size between 1.5 cm and 2.0 cm.



56 A.S. Ackleh et al.

Table 2. Parameter estimation values and corresponding standard deviation

[e%} Qo Qs Qg Qs e (6%4 ag
Estimated value 0.486 | 2.973 |0.0085|2.376 |0.000 47.061 |6.740 |1.849
Standard deviation | 0.0183 | 0.7044 | 0.1164 | 1.6373 | 0.125 | 2.8295|0.8000 | 1.4763
1500 r
N 4 Data
= = = JA Model

1000

Q)

500

= DSSM

0.16

t (years)

0.14

0.12F

o

Y(x,6.74,1.849)
o
&

Fig. 2. Left: A comparison of the total population resulting from CMR field data to
the total population resulting from model (1) and the JA model in [3]. Right: The
probability density function that an adult frog gives birth to tadpoles that eventually

metamorphose into frogs of size x.

We also applied a statistically based method to compute the variance in the

estimated model parameters 6 = (aq,---

,ag) similar to the work in [3] using

standard regression formulations [12]. Table 2 provides the standard deviation

for as estimated above.
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Abstract. In this work we are interested in the modelling and control
of opinion dynamics spreading on a time evolving network with scale-
free asymptotic degree distribution. The mathematical model is formu-
lated as a coupling of an opinion alignment system with a probabilistic
description of the network. The optimal control problem aims at forc-
ing consensus over the network, to this goal a control strategy based on
the degree of connection of each agent has been designed. A numerical
method based on a model predictive strategy is then developed and dif-
ferent numerical tests are reported. The results show that in this way it
is possible to drive the overall opinion toward a desired state even if we
control only a suitable fraction of the nodes.

Keywords: Multi-agent systems - Consensus dynamics -+ Scale-free
networks - Collective behavior + Model predictive control

1 Introduction

Graph theory has emerged in recent years as one of the most active fields of
research [1,7-10,24]. In fact, the study of technological and communication net-
works earned a special attention thanks to a huge amount of data coming from
empirical observations and more recently from online platforms like Facebook,
Twitter, Instagram and many others. This fact offered a real laboratory for
testing on a large-scale the collective behavior of large populations of agents
[16,17,20] and new challenges for the scientific research has emerged. In partic-
ular, the necessity to handle millions, and often billions, of vertices implied a
substantial shift to large-scale statistical properties of graphs giving rise to the
study of the so-called scale-free networks [8,18,24].

In this work, we will focus our attention on the modelling and control of opin-
ion dynamics on a time evolving network. We consider a system of agents, each
one belonging to a node of the network, interacting only if they are connected
through the network. Each agent modifies his/her opinion through a compromise
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function which depends both on opinions and the network [3-5,13,14,19,21,23].
At the same time new connections are created and removed from the network
following a preferential attachment process. For simplicity here we restrict to
non-growing network, that is a graph where the total number of nodes and the
total number of edges are conserved in time. An optimal control problem is then
introduced in order to drive the agents toward a desired opinion. The rest of
the paper is organized as follows. In Sect.2 we describe the alignment model
for opinions spreading on a non-growing network. In order to control the tra-
jectories of the model we introduce in Sect.3 a general setting for a control
technique weighted by a function on the number of connections. A numerical
method based on model predictive control is then developed. Finally in Sect. 4
we perform numerical experiments showing the effectiveness of the present app-
roach. Some conclusion are then reported in the last Section.

2 Modelling Opinion Dynamics on Networks

In the model each agent ¢+ = 1,...,N is characterized by two quantities
(wi,¢;),i =1,..., N, representing the opinion and the number of connections of
the agent ith respectively. This latter term is strictly related to the architecture
of the social graph where each agent shares its opinion and influences the inter-
action between individuals. Each agent is seen here as a node of a time evolving
graph GV = GN(¢),t € [to,ts] whose nodes are connected through a given set of
edges. In the following we will indicates the density of connectivity the constant
v = 0.

2.1 Network Evolution Without Nodes’ Growth

In the sequel we will consider a graph with both a fixed number of nodes N and
a fixed number of edges E. In order to describe the network’s evolution we take
into account a preferential attachment probabilistic process. This mechanism,
known also as Yule process or Matthew effect, has been used in the modeling
of several phenomena in biology, economics and sociology, and it is strictly con-
nected to the generation of power law distributions [8,24]. The initial state of the
network, GV (0), is chosen randomly and, at each time step an edge is randomly
selected and removed from the network. At the same time, a node is selected
with probability

¢+« ¢+«

I, (c;) = i=1,...,N, (1)

among all possible nodes of GV, with a > 0 an attraction coefficient. Based
on the probability (1) another node is chosen at time ¢ and connected with the
formerly selected one. The described process is repeated at each time step. In this
way both the number of nodes and the total number of edges remains constant
in the reference time interval. Let p(c,t) indicates the probability that a node is
endowed of degree the ¢ at time t. We have
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Zp(c, t)=1, Zc ple,t) = . (2)
The described process may be described by the following master equation [6]

Sp(et) =3 e+ Dplet1,0) = eple, )] “
b g [l =1+ a)ple—1,6) = (c+a)ple, )]

where D > 0 characterizes the relaxation velocity of the network toward an
asymptotic degree distribution p(c), the righthand side consists of four terms,
the first and the third terms account the rate of gaining a node of degree ¢ and
respectively the second and fourth terms the rate of losing a node of degree
¢. The equation (3) holds in the interval ¢ < FE, whereas for each ¢ > E we
set p(c,t) = 0. While most the random graphs models with fixed number of
nodes and vertices produces unrealistic degree distributions like the Watts and
Strogatz generation model, called small-world model [22], the main advantage
of the graph generated through the described rewiring process stands in the
possibility to recover the scale-free properties. Indeed we can easily show that
if y = 2E/N > 1 with attraction coefficient o < 1 then the stationary degree
distribution ps(c) obeys a power-law of the following form

pul) = (2) 2 (1)

c

When a > 1 we loose the features of the preferential attachment mechanism,
in fact high degree nodes are selected approximately with the same probabil-
ity of the nodes with low degree of connection. Then the selection occurs in a
non preferential way and the asymptotic degree distribution obeys the Poisson
distribution
e~
Poo(€) = —7° (5)
c!

A simple graph is sketched in Fig.1 where we can observe how the ini-
tial degree of the nodes influences the evolution of the connections. In order
to correctly observe the creation of the new links, that preferentially connect
nodes with the highest connection degree, we marked each node with a number
i = 1,...,20 and the nodes’ diameters are proportional with their number of
connections.

2.2 The Opinion Alignment Dynamics

The opinion of the ith agent ranges in the closed set I = [—1,1], that is w; =
w;(t) € I for each ¢t € [to,ts], and its opinion changes over time according to the
following differential system

; 1 .
wi:@jezspij(wj_wi)’ 221,...7N (6)
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Fig. 1. Left: initial configuration of the sample network G° with density of connec-
tivity 4 = 5. Right: a simulation of the network G2° after 10 time steps of the prefer-
ential attachment process. The diameter of each node is proportional to its degree of
connection.

where S; indicates the set of vertex connected with the ith agent and reflects
the architecture of the chosen network, whereas ¢; = |S;| < N stands for the
cardinality of the set .S;, also known as degree of vertex . Note that the number
of connections ¢; evolves in time accordingly to the process described in Sect. 2.1.
Furthermore we introduced the interaction function P;; € [0,1], depending on
the opinions of the agents and the graph GV which can be written as follows

Pij = P(wi,w]—; QN) (7)
A possible choice for the interaction function is the following
P(wi,w;; GV) = H(wi, wj) K(GY), (8)

where H(-,-) represents the positive compromise propensity, and K a general
function taking into account statistical properties of the graph G. In what follows
we will consider K = K (¢;, ¢j), a function depending on the vertices’ connections.

3 Optimal Control Problem of the Alignment Model

In this section we introduce a control strategy which characterizes the action of
an external agent with the aim of driving opinions toward a given target wy.
To this goal, we consider the evolution of the network GV (t) and the opinion
dynamics in the interval [tg,ts]. Therefore we introduce the following optimal
control problem

ty N
Znellfll J(w,u) = % /to {% ;(wj(s) —wg)? + VU(S)Q}dS, (9)
subject to
1
W = Z Pij(wj —w;) +ux(c; >c), w;(0) =w;, (10)
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where we indicated with U the set of admissible controls, with v > 0 a regu-
larization parameter which expresses the strength of the control in the overall
dynamics and wy € [—1, 1] the target opinion. Note that the action of the control
u is weighted by an indicator function x(:), which is active only for the nodes
with degree ¢; > ¢*. In general this selective control approach models an a-priori
strategy of a policy maker, possibly acting under limited resources or unable to
influence the whole ensemble of agents. For example we can consider a varying
horizon control acting on a fixed portion of connected agents.

The solution of this kind of control problems is in general a difficult task,
given that their direct solution is prohibitively expensive for a large number of
agents. Different strategies have been developed for alignment modeling in order
to obtain feedback controls or more general numerical control techniques [2-5,11,
12,15]. To tackle numerically the described problem a standard strategy makes
use of a model predictive control (MPC) approach, also referred as receding
horizon strategy.

In general MPC strategies solves a finite horizon open-loop optimal control
problem predicting the dynamic behavior over a predict horizon ¢, < tf, with
initial state sampled at time ¢ (initially ¢ = ¢p), and computing the control on a
control horizon ¢, < t,. The optimization is computed introducing a new integral
functional Jy (-, -), which is an approximation of (9) on the time interval [t,t+t,],
namely

T (w, i) = % /t o {% S (s) — wa)? + vyin(s)? }ds (1)

j=1

where the control, @ : [t, t+t,] — U, is supposed to be an admissible control in the
set of admissible control ¢/, subset of R, and v, a possibly different penalization
parameter with respect to the full optimal control problem. Thus the computed
optimal open-loop control @(-) is applied feedback to the system dynamics until
the next sampling time ¢ + ¢, is evaluated, with ts < t., thereafter the procedure
is repeated taking as initial state of the dynamics at time ¢t 4+ t; and shifting
forward the prediction and control horizons, until the final time ¢; is reached.
This process generates a sub-optimal solution with respect to the solution of the
full optimal control problem (9)—(10).

Let us consider now the full discretize problem, defining the time sequence
[to,t1,...,tam], where t,, —t,_1 = ts = At > 0 and ty := MAt = ty, for all
n = 1,..., M, assuming furthermore that t. = t, = pAt, with p > 0. Hence
the linear MPC method look for a piecewise control on the time frame [to, ta],
defined as follows

M-1

() = Y 8" Xt tp] (1): (12)

n=0
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In order to discretize the evolution dynamics we consider a Runge-Kutta scheme,
the full discretized optimal control problem on the time frame [t,, ¢, +pAt] reads

min J,(w, @) := ;/t: e {% iv:(w](s) —wg)? + Vpu2}ds (13)

aeUu

subject to

W =) -‘rAtZalk( (t + OpAt, W("))—&-U,g")Qi(t—s—ekAt)),
k=1

5 _ 15
Wit = wl + AY by (F(t + 00, W)+ O Qi + emt)) : (15)
=1

foraln=1,...,p—1;1=1,...,s;t,..., N and having defined the following
functions

F(t,w;) = Z Pij(w; —w;),  Qi(t) = x(ei(t) > ).

| ‘ ) JESi(t)
The coefficients (azx)ik, (b); and (6;);, with [,k = 1,...,s, define the Runge-

0
Kutta method and (U("))l,(Wé?))l are the internal stages associated to
u(t), w;(t) on time frame [t,,t,41]-

3.1 Instantaneous Control

Let us restrict to the case of a single prediction horizon, p = 1, where we dis-
cretize the dynamics with an explicit Euler scheme (a1, =61 = 0 and by = 1).
Notice that since the control % is a constant value and assuming that the net-
work, GV remains fixed over the time interval [t,, ¢, + At] the discrete optimal
control problem (13) reduces to

N
a™) = i n+1 2 —n\2
i o) = At 3 ) —wa)* b} (6)
with
Wt = w4 At (F(tn, wl) +@"QF),  wl = wy(ty). (17)

In order to find the minima of (13) is sufficient to find the value @ satisfying
Ondp(w, @) = 0, which can be computed by a straightforward calculation

1
"= — ZQ” (w} — wa) +AtZQ"F t, w}')
NV+AtZg 1(Qn j=1 j=1

(18)

where we scaled the penalization parameter with v, = Atv.
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t

(a) ¢ =10

Fig. 2. Evolution of the constrained opinion dynamics with uniform initial distribution
of opinions over the time interval [0, 50] for different values of ¢* = 10, 15, 30 with target
opinion wg = 0.8, control parameter x = 0.1, At = 10~2 and confidence bound A = 0.4.

4 Numerical Results

In this section we present some numerical results in order to show the main
features of the control introduced in the previous paragraphs. We considered a
population of N = 100 agents, each of them representing a node of an undirected
graph with density of connectivity v = 30. The network G'°° evolves in the time
interval [0, 50] with attraction coeflicient o = 0.01 and represents a single sample
of the evolution of the master equation (3) with D = 20. The control problem
is solved by the instantaneous control method described in Remark 3.1 with
At =5 1072 In Fig. 3 we present the evolution over the reference time interval
of the constrained opinion dynamics. The interaction terms have been chosen as
follows

K(cie)=e M (L—eP9),  H(wi,wy) = x(Jw; —wy| < 4),  (19)

where the function H(-,-) is a bounded confidence function with A = 0.4, while
K(-,-) defines the interactions between the agents ¢ and j taking into account
that agents with a large number of connections are more difficult to influence and
at the same time they have more influence over other agents. The action of the
control is characterized by a parameter x = 0.1 and target opinion wg = 0.8. We
present the resulting opinion dynamics for a choice of constants A = 1/100, 6 = 1
in Fig. 2. We report the evolution of the network and of the opinion in Fig. 3, here
the diameter of each node is proportional with its degree of connection whereas
the color indicates its opinion. As a measure of consensus over the agents we
introduce the quantity

N
1
Vg = = > _(wilty) — wa)?, (20)
N -1 P
where w;(ty) is the opinion of the ith agent at the final time ¢¢. In Fig.4 we

compare different values of V,,,, as a function of ¢*. Here we calculated the size of
the controlled agents and the values of V,,, both, starting from a given uniform
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Fig. 3. Evolution of opinion and connection degree of each node of the previously
evolved graph G'°°. From left to right: graph at times ¢t = 0,25,50. From the top:
opinion dynamics for threshold values ¢* = 10, 20, 30. The target opinion is set wqg = 0.8
and the control parameter x = 0.1. (Color figure online)

initial opinion and the same graph with initial uniform degree distribution. It
can be observed how the control is capable to drive the overall dynamics toward
the desired state acting only on a portion of the nodes.
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-+ Vi,
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s
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Fig. 4. Left: the red squared plot indicates the size of the set of controlled agent at
the final time ¢ in dependence on ¢* whereas the blue line indicates the mean square
displacement V,,,. Right: values of the control u at each time step for ¢* = 10, 20, 30.
In the numerical test we assumed A = 0.4, At =5 1072,k = 0.1. (Color figure online)

Conclusions and Perspectives

In this short note we focus our attention on a control problem for the dynamic
of opinion over a time evolving network. We show that the introduction of a
suitable selective control depending on the connection degree of the agent’s node
is capable to drive the overall opinion toward consensus. In a related work we
have considered this problem in a mean-field setting where the number of agents,
and therefore nodes, is very large [6]. In future works we plan to concentrate on
the model predictive control setting, where the evolution of the control is based
on the evolution of the network, and on the case with varying prediction horizon
acting on a given portion of the agents.

Acknowledgments. GA acknowledges the support of the ERC-Starting Grant
project High-Dimensional Sparse Optimal Control (HDSPCONTR).
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Abstract. We study the approximation of optimal control problems via
the solution of a Hamilton-Jacobi equation in a tube around a reference
trajectory which is first obtained solving a Model Predictive Control
problem. The coupling between the two methods is introduced to improve
the initial local solution and to reduce the computational complexity
of the Dynamic Programming algorithm. We present some features of
the method and show some results obtained via this technique showing
that it can produce an improvement with respect to the two uncoupled
methods.

Keywords: Optimal control - Dynamic Programming - Model
Predictive Control - Semi-Lagrangian schemes

1 Introduction

The numerical solution of partial differential equations obtained by applying the
Dynamic Programming Principle (DPP) to nonlinear optimal control problems
is a challenging topic that can have a great impact in many areas, e.g. robot-
ics, aeronautics, electrical and aerospace engineering. Indeed, by means of the
DPP one can characterize the value function of a fully—nonlinear control prob-
lem (including also state/control constraints) as the unique viscosity solution
of a nonlinear Hamilton—Jacobi equation, and, even more important, from the
solution of this equation one can derive the approximation of a feedback control.
This result is the main motivation for the PDE approach to control problems
and represents the main advantage over other methods, such as those based on
the Pontryagin minimum principle. It is worth to mention that the characteriza-
tion via the Pontryagin principle gives only necessary conditions for the optimal
trajectory and optimal open-loop control. Although from the numerical point of
view the control system can be solved via shooting methods for the associated
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two point boundary value problem, in real applications a good initial guess for
the co-state is particularly difficult and often requires a long and tedious trial-
and-error procedure to be found. In any case, it can be interesting to obtain
a local version of the DP method around a reference trajectory to improve a
sub-optimal strategy. The reference trajectory can be obtained via the Pontrya-
gin principle (with open-loop controls), via a Model Predictive Control (MPC)
approach (using feedback sub-optimal controls) or simply via the already known
engineering experience. The application of DP in an appropriate neighborhood
of the reference trajectory will not guarantee the global optimality of the new
feedback controls but could improve the result within the given constraints.

In this paper we focus our attention on the coupling between the MPC app-
roach and the DP method. Although this coupling can be applied to rather
general nonlinear control problems governed by ordinary differential equations
we present the main ideas of this approach using the infinite horizon optimal
control, which is associated to the following Hamilton—Jacobi-Bellman equation:

Mv(z) + rl?eagf({—f(x,u) -Du(z) — (x,u)} =0, forz € R%

For numerical purposes, the equation is solved in a bounded domain 2 C R¢,
so that also boundary conditions on 02 are needed. A rather standard choice
when one does not have additional information on the solution is to impose
state constraints boundary conditions. It is clear that the domain {2 should
be large enough in order to contain as much information as possible. It is, in
general, computed without any information about the optimal trajectory. Here
we construct the domain {2 around a reference trajectory obtained by a fast
solution with a Model Predictive Control (MPC). MPC is a receding horizon
method which allows to compute the optimal solution for a given initial condition
by solving iteratively a finite horizon open-loop problem (see [5,7]).

2 A Local Version of DP via MPC Models

Let us present the method for the classical infinite horizon problem. Let the
controlled dynamics be given by the solution of the following Cauchy problem:

{zgg)) ::J;Ey(t),u(t))v t>0, (1)

where z,y € R4, v € R™ and v € U = {u : Ry — U, measurable}. If f
is Lipschitz continuous with respect to the state variable and continuous with
respect to (z, u), the classical assumptions for the existence and uniqueness result
for the Cauchy problem (1) are satisfied. To be more precise, the Carathéodory
theorem (see [2]) implies that for any given control u(-) € U there exists a unique
trajectory y(-;u) satisfying (1) almost everywhere. Changing the control policy
the trajectory will change and we will have a family of infinitely many solutions
of the controlled system (1) parametrized with respect to the control w.
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Let us introduce the cost functional J : Y — R which will be used to select
the optimal trajectory. For the infinite horizon problem the cost functional is

nul) = | " by(s),uls))e o ds, (@)

where A > 0 is a given parameter and ¢ is typically Lipschitz continuous function
(although this is not strictly necessary to define the integral). We remark that
for the numerical simulations we are working on a compact set and, in order
to apply the error estimates for approximation (as in [3,4]), we will just need
{ locally Lipschitz continuous in both arguments. The function ¢ represents the
running cost and A is the discount factor which allows to compare the costs at
different times rescaling the costs at time 0. From the technical point of view,
the presence of the discount factor guarantees that the integral is finite whenever
¢ is bounded, i.e. ||{||cc < My, where ||{||o is defined as the supremum norm in
R? x U. In this section we will summarize the basic results for the two methods
as they are the building blocks for our new method.

2.1 Hamilton—Jacobi—Bellman Equations

The essential features will be briefly sketched, and more details in the framework
of viscosity solutions can be found in [2,4].
Let us define the value function of the problem as

v(x) = inf Jy(u()). 3

@ = inf Jo(u()) ®)

It is well known that passing to the limit in the Dynamic Programming

Principle one can obtain a characterization of the value function in terms of the
following first order non linear Bellman equation

Av(z) + rl?ea[}{{—f(x,u) - Du(z) — (x,u)} =0, for z € RY (4)

Several approximation schemes on a fixed grid G have been proposed for
(4). To simplify the presentation, let us consider a uniform structured grid with
constant space step k := Az. We will use a semi-Lagrangian method based on a
Discrete Time Dynamic Programming Principle. A first discretization in time of
the original control problem [2] leads to a characterization of the corresponding
value function v" (for the time step h := At) as

o () = minfe o, (o + R (2,)) + he (2, 0)}. (5)

Then, we have to project on the grid and reconstruct the value
vp (x+ hf (z,u)) by interpolation (for example by a linear interpolation).
Finally, we obtain the following fixed point formulation of the DP equation

w(z;) = Iréi(rjl{e_)‘hw (x; + hf (zi,uw) + bl (z5,u)}, for x; € G, (6)
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where w(z;) = v™¥(z;) is the approximation of the value function at the node
x; (see [3,4] for more details). Under appropriate assumptions, v"* converges
to v(x) when (At, Ax) goes to 0 (precise a-priori-estimates are available, e.g. [3]
for more details). This method is referred in the literature as the value iteration
method because, starting from an initial guess for the value function, it modifies
the values on the grid according to the foot of the characteristics. It is well-
known that the convergence of the value iteration can be very slow, since the
contraction constant e~ *4? is close to 1 when At is close to 0. This means that
a higher accuracy will also require more iterations. Then, there is a need for an
acceleration technique in order to cut the link between accuracy and complexity
of the value iteration. One possible choice is the iteration in the policy space
or the coupling between value iteration and the policy iteration in [1]. We refer
the interested reader to the book [4] for a complete guide on the numerical
approximation of the equation and the reference therein. One of the strength of
this method is that it provides the feedback control once the value function is
computed (and the feedback is computed at every node even in the fixed point
iteration). In fact, we can characterize the optimal feedback control everywhere
in 2
u* () = argmin{—f(z,u) - Do)~z )}, v € 2,

where Dv is an approximation of the value function obtained by the values at
the nodes.

2.2 Model Predictive Control

Nonlinear model predictive control (NMPC) is an optimization based method
for the feedback control of nonlinear systems. It consists on solving iteratively
a finite horizon open loop optimal control problem subject to system dynamics
and constraints involving states and controls.

The infinite horizon problem, described at the beginning of Sect. 2, turns out
to be computationally unfeasible for the open-loop approach. Therefore, we solve
a sequence of finite horizon problems. In order to formulate the algorithm we
need to introduce the finite horizon cost functional:

) = [ tas)uls)eas

to

where N is a natural number, t)Y = ty + NAt is the final time, N At denotes
the length of the prediction horizon for the chosen time step At > 0 and the
state y solves y(t) = f(y(t),u(t)), y(to) = yo, t € [to,t)’) and is denoted by
y(-, to;u(-)). We also note that yo = z at t = 0 as in Eq. (1). The basic idea of
NMPC algorithm is summarized at the end of sub-section.

The method works as follows: we store the optimal control on the first subin-
terval [tg,to + At] together with the associated optimal trajectory. Then, we
initialize a new finite horizon optimal control problem whose initial condition
is given by the optimal trajectory y(t) = y(t;to,u™ (t)) at t = to + At using
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the sub-optimal control u™ (t) for ¢ € (to,to + At]. We iterate this process by
setting tg = to + At. Note that (7) is an open loop problem on a finite time
horizon [tg,to + N At] which can be treated by classical techniques, see e.g. [6].
The interested reader can find in [5] a detailed presentation of the method and
a long list of references.

In general, one can obtain a better feedback approximation increasing the
prediction horizon, but this will of course make the CPU time grow. Typically
one is interested in short prediction horizons (or even horizon of minimal length)
which can guarantee stabilization properties of the MPC scheme. The problem
is that when the horizon N is too short we will lose these properties (see [5]
Example 6.26). Estimates on the minimum value for N which ensures asym-
potitic stability are based on the relaxed dynamic programming principle and
can be found in [5] and the references therein. The computation of this minimal
horizon is related to a relaxed dynamic programming principle in terms of the
value function for the finite horizon problem (7).

MPC Algorithm

Start: choose At >0, NeN, A >0.

for n=20,1,2,...

Step 1: Compute the state y(t,) of the system at ¢, = nAt,

Step 2: Set tg = t, = nAt, yo = y(t,) and compute a global solution,

u (1) = argmin I3 (u(to). (7)

Step 3: Define the MPC feedback value u™(t), t € (to,to + At]
and use this control to compute the associated
state y = y(t;to,u” (t)) by solving (1) in [to,to + At].

end for

end

2.3 Coupling MPC with Bellman Equation

The idea behind the coupling is to combine the advantages from both methods.
The Dynamic Programming approach is global and gives information on the
value function in a domain, provided we solve the Bellman equation. It gives the
feedback synthesis in the whole domain. Model Predictive control is local and
gives an approximate feedback control just for a single initial condition. Clearly
MPC is faster but does not give the same amount of information.

In many real situations, we need a control to improve the solution around a
reference trajectory starting at x, 7, (-), so we can reduce the domain to a neigh-
borhood of 7, (+). Now let us assume that we are interested in the approximation
of feedbacks for an optimal control problem given the initial condition z. First
of all we have to select a (possibly small) domain where we are going to compute
the approximate value function and to this end we need to compute a first guess
that we will use as reference trajectory.
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MPC can provide quickly a reasonable reference trajectory 7,.(-) := yM (.
but this trajectory is not guaranteed to be globally optimal (or have the required
stabilization properties as we said in the previous section). In our approach, we
can choose a rather short prediction horizon in order to have a fast approximation
of the initial guess. This will not give the final feedback synthesis but will be
just used to build the domain {2, where we are going to apply the DP approach.
It is clear that MPC may provide inaccurate solutions if N is too short but its
rough information about the trajectory y™¥¢ will be later compensated by the
knowledge of the value function obtained by solving the Bellman equation. We
construct {2, as a tube around yMPC defining

)

Q, = {z € 0 : dist(x,y"") < p} (8)

This tube can be actually computed via the Eikonal equation, i.e. solving the
Dirichlet problem

|Vo(z)| =1, ze€RM\T, withv(z)=0, z€T, (9)

where the target is 7 := {yMF(¢),t € [0, T]}. We just want to mention that for
this problem several fast methods are available (e.g. Fast Marching [8] and Fast
Sweeping [9]) so this step can be solved very efficiently. The interested reader
can find in [4] many details on numerical approximation of the weak solutions
to the eikonal equation.

Solving the eikonal Eq.(9) (in the viscosity sense) we obtain the distance
function from the target. Then, we choose a radius p > 0 in order to build the
tube §2,. In this way the domain of the HJB is not built by scratch but takes
into account some information on the controlled system. To localize the solution
in the tube we impose state constraints boundary conditions on 92, penalizing
in the scheme (6) the points outside the domain. It is clear that a larger p will
allow for a more accurate approximation of the value function but at the same
time enlarging p we will lose the localization around our trajectory increasing the
number of nodes (and the CPU time). Finally, we compute the optimal feedback
from the value function computed and the corresponding optimal trajectories in
{2, The algorithm is summarized below:

Localized DP algorithm (LDP)

Start: Inizialization

Step 1: Solve MPC and compute yiV[PC starting at x

Step 2: Compute the distance from inPC via the Eikonal equation
Step 3: Select the tube {2, of radius p centered at yMPC

Step 4: Compute the constrained value function v'“*¢ in 2, via HJB
Step 5: Compute the optimal feedbacks and trajectory using ptube
End
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3 Numerical Tests

In this section we present two numerical tests for the infinite horizon problem to
illustrate the performances of the proposed algorithm. However, the localization
procedure can be applied to more general optimal control problems.

All the numerical simulations have been made on a MacBook Pro with 1
CPU Intel Core i5 2.4 GHz and 8 GB RAM. The codes used for the simulations
are written in Matlab. The routine for the approximation of MPC is provided
in [5].

Test 1: 2D Linear Dynamics. Let us consider the following controlled dynamics:

(g enn

where u = (ug,us) is the control, y : [0,7] — R? is the dynamic and z is the
initial condition. The cost functional we want to minimize is:

To(u) = / T min{ly(tu) — PR y(tu) — QP —2) e Mdr (1)

where A > 0 is the discount factor.

In this example, the running cost has two local minima in P and Q. We set
P :=(0,0) and @ := (2,2) so that the value of the running cost is 0 at P and
—2 at . Note that we have included a discount factor A, which guarantees the
integrability of the cost functional J,(u) and the existence and uniqueness of
the viscosity solution. The main task of the discount factor is to penalize long
prediction horizons. Since we want to make a comparison we introduce it also
in the setting of MPC, although this is not a standard choice. As we mentioned,
MPC will just provide a first guess which is used to define the domain where we
are solving the HJB equation.

In this test the chosen parameters are: u € [—1,1]%, p = 0.2, 2 = [—4,6]?,
Atpyrpe = 0.05 = Aty yp, Axg s = 0.025, A7 = 0.01 (the time step to integrate
the trajectories). In particular, we focus on A = 0.1 and A = 1. The number of
controls are 212 for the value function and 32 for the trajectories. Note that
the time step used in the HJB approach for the approximation of the trajectory

MPC SOLUTION MPC SOLUTION

N[

Fig. 1. Test 1: MPC solver with A = 0.1 (left) and A =1 (right)
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(Ar) is smaller than the one used for MPC: this is because with MPC we want
to have a rough and quick approximation of the solution. In Fig. 1, we show the
results of MPC with A = 0.1 on the left and A = 1 on the right. As one can
see, none of them is an accurate solution. In the first case, the solution goes to
the local minimum (0,0) and is trapped there, whereas when we increase A the
optimal solution does not stop at the global minimum y5. On the other hand
these two approximations help us to localize the behavior of the optimal solution
in order to apply the Bellman equation in a reference domain {2,.

In Fig. 2, we show the contour lines of value function in the whole interval
2 for A = 1 and the corresponding value function in (2,. Finally, the optimal
trajectories for A = 1 are shown in Fig. 3. On the right we propose the optimal
solution obtained by the approximation of the value function in {2 whereas, on
the left we can see the first approximation of the MPC solver (dotted line), the
tube (solid lines) and the optimal solution via Bellman equation (dashed line).
As you can see in the pictures, the solutions provided from the DP approach
in {2 and {2, are able to reach the global desired minimum y». In Table1, we
present the CPU time and the evaluation of the cost functional for different
tests. As far as the CPU time is concerned, in the fourth column we show the
global time needed to get the approximation of the value function in the whole
domain and the time to obtain the optimal trajectory, whereas the third column
shows the global time needed to compute all the steps of our LDP algorithm: the
trajectory obtained via MPC, to build the tube, to compute the value function
in the reduced domain and to compute the optimal trajectory. As we expected,
the value of the cost functional is lower when we compute the value function
in the whole domain (just because {2, C (2). It is important to note that the
approximation in {2, guarantees a reduction of the CPU time of the 62.5%.

CONTOUR LINES - TUBE . CONTOUR LINES - FULL DOMAIN

Fig. 2. Test 1: contour lines of the value function in the tube 2, (left) and in 2 (right).

Test 2: Van der Pol Dynamics. In this test we consider the two-dimensional
nonlinear system dynamics given by the Van Der Pol oscillator:

—a(t)*)y(t) — x(t) + u(t) (12)
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MPC & HJB TRAJECTORY IN THE TUBE HJB TRAJECTORY - FULL DOMAIN

Fig. 3. Test 1: optimal trajectory via MPC (dotted line) and via HJB (dashed line) in
the tube (solid lines) (left), optimal trajectory via HJB in (2 (right).

Table 1. A comparison of CPU time (seconds) and values of the cost functional.

A=1 MPCN=5 |HJBin 2, HIB in 2
CPU | 165 239 638
Ja(u) | 5.41 5.33 5.3

The cost functional we want to minimize with respect to u is:

Iz (u) = /Ooo(x2 +y2)e M dt. (13)

We are dealing with a standard tracking problem where the state we want to
reach is the origin. The chosen parameters are: A = {0.1,1}, u € [-1,1], p = 0.4,
2= [—6,6]2, Atyrpe = 0.05 = Aty g, Azgyp = 0.025, A7 = 0.01, o = —3,
yo = 2. We took 21 controls for the approximation of the value function and 3
for the optimal trajectory. In Fig. 4, we present the optimal trajectory: on the
right, the one obtained solving the HJB equation in the whole domain, on the
left, the one obtained applying the algorithm we propose.

In Table 2 we present the CPU time and the evaluation of the cost functional
with A = 0.1 and A = 1. In both cases we can observe that the algorithm we
propose is faster than solving HJB in the whole domain and the cost functional
provides a value which improves the one obtained with the MPC algorithm.

MPC & HJB TRAJECTORY IN THE TUBE HJB TRAJECTORY - FULL DOMAIN

Fig. 4. Test 2: optimal trajectory via MPC (dotted line) and via HJB (dashed line) in
the tube 2, (left) and in {2 (right) for A = 0.1.
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Table 2. Test 2: a comparison of CPU time (seconds) and values of the cost functional

for A = {0.1,1}.
A=0.1 MPC N=10 HJB in £, HJIB in 2
CPU | 79s 1555 228’
Je(u) 1431 13.13 12.41
A=1 MPCN=10 HJBin £, HIBin 2
CPU | 23s 495 63s
Jo(u) 6.45 6.09 6.07

4 Conclusions

We have proposed a local version of the dynamic programming approach for the
solution of the infinite horizon problem showing that the coupling between MPC
and DP methods can produce rather accurate results. The coupling improves
the original guess obtained by the MPC method and allows to save memory
allocations and CPU time with respect to the global solution computed via
Hamilton-Jacobi equations. An extension of this approach to other classical con-
trol problems and more technical details on the choice of the parameters A and
p will be given in a future paper.
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Abstract. The paper deals an investment timing problem appearing
in real options theory. The present values from an investment project
are modeled by general diffusion process. We find necessary and suf-
ficient conditions under which the optimal investment time is induced
by a threshold strategy. We study also conditions for optimality of the
threshold strategy (over all threshold strategies) and discuss the connec-
tion between the solutions to the investment timing problem and the
free-boundary problem.

Keywords: Real options - Investment timing problem - Diffusion
process - Optimal stopping - Threshold stopping time - Free-boundary
problem

1 Introduction

One of the fundamental problems in real options theory concerns the determi-
nation of the optimal time for investment into a given project (see, e.g., the
classical monograph [6]).

Let us think of an investment project, for example, a founding of a new firm in
the real sector of economy. This project is characterized by a pair (X;,¢ > 0, I),
where X; is the present value of the firm founded at time ¢, and I is a cost of
investment required to implement the project (for example, to found the firm).
The input and the output production prices are assumed to be stochastic, so
Xi,t > 0 is considered as a stochastic process, defined on a general filtered
probability space (£2, F, {F;,t > 0}, P). This model assumes that:

— at any moment, a decision-maker (investor) can either accept the project
and proceed with the investment or delay the decision until he obtains new
information;

— investment are considered to be instantaneous and irreversible so that they
cannot be withdrawn from the project any more and used for other purposes.

The investor’s problem is to evaluate the project and determine an appro-
priate time for the investment (investment timing problem). In real options the-
ory investment times are considered as stopping times (adapted to the flow of
o-algebras {F;,t > 0}).
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Published by Springer International Publishing AG 2016. All Rights Reserved
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In real options theory there are two different approaches to solving investment
timing problem (see [6]).

The project value under the first approach is the maximum of the net present
value from the implemented project over all stopping times (investment rules):

F:mTaXE(XT —DNe 7, (1)

where p is a given discount rate. An optimal stopping time 7* in (1) is viewed
as the optimal investment time (investment rule).

Within the second approach an opportunity to invest is considered as an
American call option — the right but not obligation to buy the asset on predeter-
mined price. The exercise time is viewed as an investment time, and the option
value is accepted as the investment project value. In this framework a project is
spanned with some traded asset, whose price is completely correlated with the
present value X; of the project. In order to evaluate the (rational) value of this
real option one can use methods of financial options pricing theory, especially,
contingent claims analysis (see, e.g., [6]).

In this paper we follow the approach that the optimal investment timing deci-
sion can be mathematically determined as the solution of an optimal stopping
problem (1). Such an approach originated in the well-known McDonald-Siegel
model (see [6,11]), in which the underlying present value’s dynamics is modeled
by a geometric Brownian motion. The majority of results on this problem (opti-
mal investment strategy) has a threshold structure: to invest when the present
value of the project exceeds a certain level (threshold). At a heuristic level this
is so for the cases of geometric Brownian motion, arithmetic Brownian motion,
mean-reverting process and a few others (see [6]). However the following gen-
eral question arises: For which underlying processes the optimal decision in the
investment timing problem will have a threshold structure?

Another investment timing problem (with additional restrictions on stop-
ping times) was considered by Alvarez [1], who established sufficient (but not
necessary) conditions for optimality.

In this paper we focus our attention on finding of necessary and sufficient con-
ditions for optimality of threshold strategies in the investment timing problem.
Since this problem is a special case of the optimal stopping problem, a simi-
lar question may be addressed in the general optimal stopping problem: Under
what conditions (on both process and payoff function) the optimal stopping time
will have a threshold structure? Some results in this direction (in the form of
necessary and sufficient conditions) were obtained in [2,3,5] under additional
assumptions on underlying process and/or payoffs.

The paper is organized as follows. After a formal description of the investment
timing problem and the assumptions on the underlying process (Sect.2.1), we
turn to study the threshold strategies in this problem. Since the investment tim-
ing problem by threshold strategies is reduced to one-dimensional maximization
problem, then a related problem is to find the optimal threshold. In Sect. 2.2 we
give necessary and sufficient conditions for the optimal threshold (over all thresh-
olds). Solving a free-boundary problem (based on smooth-pasting principle) is
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the most commonly used method (but this is not the only method, see, e.g.,
[12]) that allows to find a solution to the optimal stopping problem. In Sect. 2.3
we discuss the connection between solutions to the investment timing problem
and the free-boundary problem. Finally, in Sect. 2.4 we prove the main result on
necessary and sufficient conditions under which the optimal investment time is
generated by a threshold strategy.

2 Investment Timing Problem

Let I be the cost of investment required for implementing a project, and X;
the present value from the project started at time ¢. As usual the investment is
supposed to be instantaneous and irreversible, and the project—infinitely-lived.
At any time a decision-maker (investor) can either accept the project and
proceed with the investment or delay the decision until she/he obtains new infor-
mation regarding its environment (prices of the product and resources, demand
etc.). The goal of a decision-maker in this situation is to use the available infor-
mation and find the optimal time for investing in the project (investment timing
problem), i.e., find a time 7 that maximizes the net present value from the
project:
T o —pT
E*(X: —1)e "lircoey — max . (2)
Here E” is the expectation for the process X; starting from the initial state x,
1,4 is indicator function of the set A, and the maximum is taken over all stopping
times 7 from a certain class M of stopping times!.
We treat the interesting case I < r; otherwise the optimal time in (2) will be

+00.

2.1 Mathematical Assumptions

Let X;,t > 0 be a diffusion process with values in the interval D C R! with
boundary points [ and r, where —oco <[ < r < 400, open or closed (i.e. it may
be (I,r), [I,r), (I,r], or [I,7]), which is the solution to the stochastic differential
equation:

dX; = a(Xy)dt + o(Xy)dwe, Xo =, (3)

where w; is a standard Wiener process, a : D — R! and ¢ : D R}r are the
drift and the diffusion coeflicients, respectively. Denote Z = int(D) = (I, 7).
The process X; is assumed to be regular; this means that, starting from an
arbitrary point € Z, this process reaches any point y € 7 in finite time with
positive probability.
It is known that the following local integrability condition:

/”E 1+ la(y)
)

! We consider stopping times which can take infinite values (with positive probability).

dy < oo for some € > 0, (4)
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at any « € 7 guarantees the existence of a weak solution of equation (3) and its
regularity (see, e.g. [10]).
The process X; is associated with the infinitesimal operator

1
Lf(x) = a@)f (@) + 50* (@) " (). ()
Under the condition (4) there exist (unique up to constant positive multipli-
ers) increasing and decreasing functions ¥ (z) and p(x) with absolutely contin-
uous derivatives, which are the fundamental solutions to the ODE

Lf(p) =pf(p) (6)

almost sure (with respect to Lebesque measure) on the interval Z (see, e.g. [10,
Chap. 5, Lemma 5.26]). Moreover, 0 < ¥(p), ¢(p) < oo for p € Z. Note, if the
functions a(x), o(z) are continuous, then v, p € C?(Z).

2.2 Optimality of Threshold Strategies

Let us define 7, = 7,(z) = inf{t > 0 : X; > p}—the first time when the process
X, starting from z, exceeds level p. The time 7, is said to be a threshold stop-
ping time generated by a threshold strategy—to stop when the process exceeds
threshold p. Let My, = {7,, p € I} be a class of all such threshold stopping
times.

For the class My, the investment timing problem (2) can be written as
follows:

(p—I)E®e """ — max . (7)
pe(l,r)

Such a problem appeared in [7] as the heuristic method for solving a general
investment timing problem (2) over the class of all stopping times.

We say that the threshold p* is optimal for the investment timing problem
(7) if the threshold stopping time 7, is optimal in (7). The following result gives
necessary and sufficient conditions for the optimal threshold.

Theorem 1. Threshold p* € T is optimal in the problem (7) for all x € I, if
and only if the following conditions hold:

p—I _p -1 . *.
()< D) if p<p”; (8)

p—1
P(p)

where P(p) is an increasing solution to the ODE (6).

does not increase for p > p*, (9)

Proof. Let us denote the left-hand side in (7) by V(p;z). Obviously, V(p;z) =
x — I for z > p.

Along with the above stopping time 7, let us define the first hitting time to
the threshold p: T, = inf{¢t > 0: X, = p}, pe (I,r).
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For z < p, clearly, 7, = T, and using known formula E*e™"Tr = (x)/4)(p)
(see, e.g., [4,9]) we obtain:

p—1I

Vp’x = p_I Eweipr]- T o} = p_I EweipTP =
(psz) =(p—1) frp<ooy = (0 = 1) o)

¢(z).  (10)

Denote h(z) = (z — I)/v(x).

(i) Necessity. Let p* € Z be an optimal threshold in the problem (7) for all
x € Z. Then for p < p* we have

V(pip) =p—1<V(p*p) =

i.e. (8) holds. If p* < py < pg, then

V(p2;p1) = h(p2)¥(p1) < V(p*;p1) = p1 — I = h(p1)Y(p1),

and it follows that (9) is true.

(ii) Sufficiency. Now, suppose that conditions (8) and (9) hold.
Let p < p*. If x > p*, then V(p;z) =2 — I = V(p*; x).
It p< 2 < p*, then, due to (8), Vp(z) = = — T = h(z)p(z) < h(p*)p(x) =
V(p*;z).
Finally, if < p, then, using (8) and (10), we obtain:
Vi(pix) = h(p)Y(x) < h(p")v(x) =V (p*; 2).
Consider the case p > p*. If x > p, then V(p;x) =2 — I =V (p*; ).
Whenever p* < x < p, then, due to (9), V(p;z) = h(p)y(z) < h(x)yp(z) =
x—I=V(p*;x).
When z < p*, then V(p;z) = h(p)y(z) < h(p*)p(x) = V(p*;z), since
h(p) < h(p").
Theorem is completely proved.

Remark 1. The condition (9) is equivalent to the inequality

(p—1)Y'(p) > (p) for p>p*.

This relation implies, in particular, that the optimal threshold p* must be strictly
greater than the cost I (because the values ¥(p*), ¢'(p*) are positive).

Remark 2. Assume that log () is a convex function, i.e. ¢’(z)/¢(z) increases.
In this case there exists a unique point p* which satisfies the equation

(p* = DY'(p*) = ¥(p*). (11)

This value p* constitutes the optimal threshold in the problem (7) for all z € Z.
Indeed, the sign of the derivative of the function (p — I)/1(p) coincides with the
sign of ¥ (p) — (p — I)¥'(p). Therefore, in the considered case the conditions (8)
and (9) in Theorem 1 are true automatically.
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There are a number of cases of diffusion processes X; which are more or less
realistic for modeling the present values of a project. Some of them are listed
below.

(1) Geometric Brownian motion (GBM):
dXt = Xt (Oédt + wat). (12)

In this case ¢(z) = 2P, where (3 is the positive root of the equation %0‘25(5—

+aB—p=0.
(2) Arithmetic Brownian motion (ABM):

dX; = x + adt + odwy. (13)

In this case 1 (x) = e’*, where 3 is the positive root of the equation 3 Lo252 4
af —p=0.
(3) Mean-reverting process (or geometric Ornstein—Uhlenbeck process):

dXt = O[(i'—Xt)Xtdt-’—O'Xt dwt. (14)

2 2
In this case ¥(z) = P Fy (ﬁ, 20+ — ar. am), where [ is the positive root
" o2

of equation 2023(8—1)+azB—p = ()7 and 1F (p, ¢; x) is the confluent hyper-
geometric function satisfying Kummer’s equation zf”(z) + (¢ — x) f'(z) —
pf(z) =

(4) Square-root mean-reverting process (or Cox—Ingersoll-Ross process):

dXt :Ol(f—Xt)dt-f—O'\/ Xt dwt. (15)
. p 2ar 2«
In this case ¢¥(z) = 1F} ( . a:)

The above processes are well studied in the literature (in connection with
real options and optimal stopping problems see, e.g., [6,8]).

For the first two processes, (12) and (13), Theorem 1 gives explicit formulas
for the optimal threshold in the investment timing problem:

p* = 76 I for the GBM, andp*=1+— 3 fOY the ABM.

8 —
On the contrary, for mean-reverting processes (14) and (15) the function ¢ (x)
is represented as an infinite series, and the optimal threshold can be find only
numerically.

So, Theorem 1 states that optimal threshold p* is a point of maximum for the
function h(z) = (z — I)/+(z). This implies the first-order optimality condition
K (p*) =0, i.e. the equality (11), and smooth-pasting principle:

!/ * _
Vx(p ax)|3¢=p* - ]'
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In the next section we discuss smooth-pasting principle and appropriate free-
boundary problem more closely.

2.3 Threshold Strategies and Free-Boundary Problem

There is a common opinion (especially among engineers and economists) that
the solution to a free-boundary problem always gives a solution to an optimal
stopping problem.

A free-boundary problem in the case of threshold strategies in the investment
timing problem can be formulated as follows: find the threshold p* € (I,r) and
a twice differentiable function H(z), | < x < p*, such that

LH(z) = pH(z), l<x<p% (16)
H(p*—0)=p"—1, H'(p"-0)=1. (17)

If ¢(x) is a twice differentiable function, then the solution to the problem
(16) and (17) has the form

p*—1
Y(p*)

Here () is an increasing solution to the ODE (6) and p* satisfies the smooth-
pasting condition (11). We call such p* a solution to a free-boundary problem.

According to Theorem 1 the optimal threshold in problem (7) must be the
point of maximum of the function h(x) = (z — I)/1(x). However the smooth-
pasting condition (11) provides only a stationary point for h(x). Thus, we can
apply standard second-order optimality conditions to derive relations between
the solutions to the investment timing problem and the free-boundary problem.

Let p* be a solution to the free-boundary problem (16) and (17). If p* is
also an optimal threshold in the investment timing problem (7), then, of course,
h'’(p*) < 0. This means that

RN (et) + 20 (M) 7). Tt )e")
h(p*) h(p*)
Thus, the inequality ¥ (p*) > 0 may be viewed as a necessary condition for a

solution of the free-boundary problem to be optimal in the investment timing
problem. The inverse relation between solutions can be stated as follows.

H(x)= P(z), l<x<p” (18)

P (p") =

Statement 1. If p* is the unique solution to the free-boundary problem (16)
and (17), and ¢"(p*) > 0, then p* is an optimal threshold in the problem (7)
forallx € T.

Proof. Since h'(p*) = 0 and 9" (p*) > 0 then h'’(p*) = —h(p*)¥" (p*) /¥ (p*)<0.
Therefore, h'(p) strictly decreases at some neighborhood of p*.

Then, it is easy to see that h/(p) > 0 for p < p* and h'(p) < 0 for p > p*.
Otherwise h'(¢) = 0 for some ¢ # p*, that contradicts the uniqueness of the
solution to the free-boundary problem (16) and (17). Therefore, conditions (8)
and (9) hold and Theorem 1 gives the optimality of threshold p*.
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The following result concerns the general case when the free-boundary prob-
lem has several solutions.

Statement 2. Let p* and p be two solutions to the free-boundary problem (16)
and (17) such that " (p*) > 0 and (x—1)/¢Y(x) < (p*—=1I)/Y(p*) forl < z < p*.
If p > p* is such that v (p) = 0,k = 2,...,n — 1 and ™ (p) > 0 for some
n > 2, then p* is an optimal threshold in the problem (7) for all x € T.

Proof. Let us prove that h'(p) < 0 for all p > p*. The inequality " (p*) > 0
implies (as above) that h”(p*) < 0, and, therefore, h'(p) < 0 for all p* < p < py
with some p;. If we suppose that h/(p2) > 0 for some py > p*, then there
exists po € (p1,p2) such that h'(pg) = 0 and A'(p) > 0 for all pg < p < pa.
Therefore, py would be another solution to the free-boundary problem (16)—
(17). The conditions of the Statement imply that h(*)(po) =0, k=2,...,n—1,
h(™ (py) < 0 for some n > 2, which contradicts the positivity of h'(p) for py <
p < pa2.

Hence, h'(p) < 0 for all p > p* and conditions (8) and (9) hold. Thus,
according to Theorem 1, p* is an optimal threshold in the problem (7).

2.4 Optimal Strategies in the Investment Timing Problem

Now, let us return to the ‘general’ investment timing problem (2).

A specific version of the investment timing problem (2) over the class Mg of
stopping times 7 such that 7 < 7(0) = inf{¢t > 0 : X; < 0} was considered by
Alvarez [1]. He derived sufficient conditions under which an optimal investment
time in (2) over the class Mg will be a threshold stopping time. However these
conditions are not necessary.

In this section we give necessary and sufficient conditions (criterion) for opti-
mality of the threshold stopping time in the investment timing problem (2) over
the class of all stopping times.

To reduce some technical difficulties we assume below that the drift a(z) and
the diffusion o(z) of the underlying process X; are continuous functions.

Theorem 2. The threshold stopping time T,=, p* € I, is optimal in the invest-
ment timing problem (2) for all x € T if and only if the following conditions
hold:

(p—Dy((p*) < (" —D(p) for p<ph (19)
Y(p*) =" = DY'(p"); (20)
a(p) < p(p—1I) forp>p". (21)

Here 1(x) is an increasing solution to the ODE (6) and a(p) is the drift coeffi-
cient of the process X;.

Proof. Define the value function for the problem (2) over the class M of all
stopping times as follows:

V(z) = sup B (X; —I)e "1 co0y-
TEM
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(i) Sufficiency. Let conditions (19)—(21) hold. Take the function

pr—1
N ——(x), for xz < p*,
o@) = V(pria) = 9 ) ’
x—1, for x > p*.

Obviously, @¢(x) > 0 (due to condition (20)) and V(z) > &(z) for all x € T.
On the other hand, condition (19) implies
p*—1T xz—1
7*1#(%) > —Y(z) =z 1.
¥(p*) (x)
Therefore &(x) > x — I for all z € (I,r), i.e. &(x) is a majorant of the specific
payoff function = — I.
For any stopping time 7 € M and a real number N > 0 put 7 = 7 AN. From
It6-Tanaka—Meyer formula (see, e.g. [10]) we have:
E°®(X:)e PT = &(x) + E“/ (L® — p®)(X;)e Ptdt
0

+ %ff?(p*)[@’(p“ro) — ' (p"—0)|E” / L), (22)
0

where L;(p*) is the local time of the process X; at the point p*.
By definition and in view of condition (20) we have

pr—1
Y(p*)

Denote T1 = {t : 0 <t <7, Xy <p*}, To ={t: 0<t <7, X; >p*}. We
have:

P'(p*+0)-d'(p'-0)=1- Y'(p*) = 0.

]:;(;*;- (]U/J(Xt) - Pw(Xt)) =0 forteT,

L@(Xt) — p@(Xt) = a(Xt) — p(Xt — I) < 0 forte TQ.

Lo(X:) — p@(Xy) =

These relations follow from the definition of the function ¢ (z) and in view of
condition (21). Then

E'®(Xz)e T < O(x) + E” (]/ (L& — p@)(Xe)e "dt + / (L — p@’)(Xt)eptdt)
< &(x). 1 :

Since ®(X;)e T 2% D(X;)e P"1{rco0y when N — o0, then due to Fatou’s
Lemma: E*@(X;)e " 1,0y < @(z) for all 7 € M and o € Z. Therefore,
&(x) is a p-excessive function, which majorates the payoff function x — I. Since,
by Dynkin’s characterization, the value function V(z) is the least p-excessive
majorant, then V(z) < @(x).
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Therefore, V(z) = &(z) = V(p*;x), i.e. 7~ is the optimal stopping time in
problem (2) for all .

(ii) Necessity. Now, let 7,- be an optimal stopping time in the problem
(2). Note, that 7, will be also an optimal stopping time in the problem (7).
Therefore, Theorem 1 implies conditions (19) and (20), since p* is a point of
maximum for the function (x — I)/¢(z).

Further, assume that inequality (21) is not true at some point pg > p*, i.e.
a(p) > p(p — I) in some interval J C (p*,r) (by continuity). For some & € J
define 7 = inf{t > 0 : X; ¢ J}, where the process X; starts from the point Z.
Then for any N > 0 from Dynkin’s formula

TAN
E* (X, ay — e PN = 5 — [ + B7 / [a(X:) — p(X¢ — D]e Ptdt > & — 1.
0

Therefore, V(Z) > & — I which contradicts the relation V(z) = V(p*; z) = g(&),
since T > p*.

Ezample 1. Let the process X; be the geometric Brownian motion (12). Then
Theorem 2 implies that the threshold stopping time 7,- will be optimal in the
investment timing problem (2) over all investment times if and only if p* =
I3/(B — 1), where (3 is the positive root of the equation %UZﬁ(ﬁ—l)—i—aﬁ—p =0.
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Abstract. This paper provides expressions for the boundary potential
that provides the best electrostatic potential approximation of a given
L? vector field on a nice bounded region in R . The permittivity of the
region is assumed to be known and the potential is required to be zero on
the conducting part of the boundary. The boundary potential is found by
solving the minimization conditions and using a special basis of the trace
space for the space of allowable potentials. The trace space is identified
by its representation with respect to a basis of X-Steklov eigenfunctions.

Keywords: Boundary control - Trace spaces - Best approximation -
Steklov eigenproblems
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1 Introduction

Quite often in physical applications one wishes to produce electrostatic fields in
a region of known permittivity e(x) that approximate a prescribed (given) field
F'. Such fields are determined by their boundary values, so a natural question is
what imposed potentials on the boundary provide good approximations, in an
energy norm, to F? Very often the boundary includes surface patches that are
conductors as well as patches where nonzero potentials may be imposed. This
may be regarded as a problem of stationary control or approximation.

The difficulty with such problems has been how to work with the control
space of allowable boundary conditions as it will be a trace space of allowable
H' functions. The standard Lions-Magenes description of trace spaces is not
amenable to nice constructions of solutions for problems of this type. This prob-
lem is treated here using methods based on the spectral characterization of trace
spaces as described in Auchmuty [3,4] which provides constructive methods and
explicit bases for the traces. The allowable trace space is characterized as being
isomorphic to a class of weak solutions of a linear elliptic equation and a basis
of X-Steklov eigenfunctions of this space is identified.
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Here an explicit expression for the best approximation in terms of the data is
found. Moreover boundary data that is close in a boundary norm to this optimal
solution will provide good approximations to the field F in an energy norm on 2.
The analysis described here is described for quite general N-dimensional regions
since the results are essentially independent of the dimension N > 2 and the
methods may be of interest for other approximation questions.

2 Definitions and Requirements

To analyze this problem, standard definitions, terminology and assumptions will
be used as in Attouch et al. [1]. All functions in this paper will take values
in R := [—00,00], derivatives should be taken in a weak sense and N > 2
throughout.

A region is a non-empty, connected, open subset of R™V. Its closure is denoted
2 and its boundary is 902 := 2\ £2. Let L?(£2), H(£2) be the usual real Lebesgue
and Sobolev spaces of functions on 2. The norm on LP({2) is denoted |||, and

the inner product on L?(£2) by (.,.). The basic requirement on {2 is

(B1): £2 is a bounded region in RN whose boundary 012 is the union of a finite
number of disjoint closed Lipschitz surfaces; each surface having finite surface
area.

The region {2 is said to satisfy Rellich’s theorem provided the imbedding of
H(2) into LP(§2) is compact for 1 < p < pg where pg(N) := 2N/(N —2) when
N >3, or ps(2) = co when N = 2.

The trace map is the linear extension of the map restricting Lipschitz con-
tinuous functions on {2 to 2. When (B1) holds, this map has an extension to
WLL(£2) and then the trace of u on 942 will be Lebesgue integrable with respect
to o, see [5], Sect.4.2 for details. The region (2 is said to satisfy the compact
trace theorem provided the trace mapping v : H'(2) — L?(9£2,do) is compact.
We will use the inner product

[u,v]y = /Q Vu(z) - Vo(z) dx + /89 ~v(u) y(v) do (2.1)

on H'(£2) and the associated norm is denoted ||ul|,. This is an equivalent inner
product to the usual inner product when {2 obeys (B1) - see [2] for a proof. Here
Vu := (Dyu,...,Dyu) is the gradient of the function w.

Our interest is in a problem that arises in electrostatics where part of the
boundary Y is a conductor and a potential can be imposed on the complementary
part of the boundary ¥ := 912 \ ~. Mathematically our requirements are

(B2): X' is an nonempty open subset of 92, X and Y have strictly positive
surface measure and o(0X) = 0.

A function u € H'(£2) is said to be in HL,(£2) provided v(u) = 0, ca.e. on
2. This is equivalent to requiring that

/ yw)y(v) do =0 forall ve Xy (2.2)
FYe)
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Let X be the space H'(£2) N C(£2) and X be the subspace of functions in
X with suppv N 92 C X. The space Hi,(§2) is a closed subspace of H!(2)
that contains Hg (£2).

3 The Boundary Control Problem

The problem to be studied here is given a vector field F on {2 to find the
potential ¢ that provides the best L2-approximation when the region (2 has
known permittivity tensor €(.) and part of the boundary X' is a conductor held
at zero potential. That is we want to find the function ¢ that minimizes

| eV —F |3 := / eV —F|? dx over all ¢ € Hi,(2). (3.3)
Q

with |.| is the Euclidean norm on RY. Since F is known this reduces to minimizing
the functional

E(p) = /Q [(A(z)Vy) - Vo —2G - V] dx over all ¢ € Hi,(2). (3.4)

where A(z) := e(z)T €(z) is real symmetric, G(x) := e(x)TF(x) on §2 and the
superscript T denotes the vector transpose. The following will be assumed.
(A1): A(z) = (ajx(x)) is a real symmetric matrix whose components are

bounded Lebesgue-measurable functions on {2 and there exist constants cg, ¢y
such that

co|€)? < ETA(x)E < ey € forall £¢eRY, zen. (3.5)

Existence uniqueness and extremality conditions for this problem may be
obtained using standard methods. The problem is a convex quadratic minimiza-
tion problem on a Hilbert space so the existence may be stated as follows.

Theorem 3.1. Assume that (A1), (B1), (B2) hold and F € L?(£2:RY) is
given, then there is a unique minimizer ¢ of € on Hy,(12).

The functional &£ also is G-differentiable so the minimizers satisfy the
following.

Theorem 3.2. Assume that (A1), (B1), (B2) hold and F € L?(£2:RY) is
given, then the minimizer ¢ of € on Hyy(2) satisfies the equation

/Q (A(x)Vo —G)-Vip dx =0 for all € Hiy(2). (3.6)

To obtain further results about this problem a decomposition of the space
H3.,(£2) will be used. Consider the bilinear form a : H},(2) — R defined by

o) = fus vl i= [

(AVu) - Vv dVz —|—/~ v(u) y(v) do (3.7)
7 b
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This bilinear form defines the a-inner product on Hi.(£2) and is equivalent to
the 0-norm (2.1) when A satisfies (Al).
Observe that a function w € H,(£2) is a-orthogonal to Hg(§2) if and only if

/Q (AVw) -Vodr =0 forall ve H(92). (3.8)

That is y(w) is zero on X and L qw(x) := div (AVw)(z) = 0 in a weak sense
on 2. The space of all such functions will be denoted N (L 4, X) so we have the
orthogonal decomposition

Hi(02) = Hy(2) @ N(L 4, 5) (3.9)

where @, indicates that the a-inner product is used.

In light of this result, the minimizer ¢ has a decomposition of the form
@ = o + b where g is the minimizer of £ on HJ(2) and ¢, € N(L 4,%) is
the solution of

/ (Ach)~V¢dx:/ (G—AVyy) -V dx forall ¢ e N(La,X). (3.10)
Q Q

The fact that g is a solution of the extremality condition on H{ (£2) implies
that div (AVyy — G) = 0 on 2 in a weak sense so this last equation may be
written

/ (/1V<,0)~V1,/}d:17:/~ Y (G—=AVpo) v do forall ¢ € N(La,X). (3.11)
2 X

This is the weak form of the equation £ 4o = 0 on {2 subject to the boundary
conditions

©(z)=0 on X and AVyp-v=(G—AVyg)-vr on . (3.12)

The solution of the problem for ¢q is a standard Dirichlet boundary value
problem and it is worth noting that the value of £(pg) = 0 if and only if div G =
0 on {2 in a weak sense. In this case the general problem reduces to that of solving
(3.10) or (3.11) alone.

Our interest is in the problem of finding an expression for the boundary
trace of ¢ or ¢, on Y. That is what boundary data gives the best approximating
potential for the given field F on 27

4 Bases and Representations of N (L 4, X))

To find the boundary data that provides the best L2-approximation to the field
F, an orthogonal basis of the space consisting of certain Steklov-type eigenfunc-
tions of L 4 is constructed and used. This will yield a spectral representation of
p as described in Theorem 5.1 below.
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An a-orthonormal basis of N(L 4,%) may be found using the algorithm
described in Auchmuty [4]. In the notation of that paper take V.= N(L 4,X),a
as above and

m(u,v) := /E y(u)vy(v) do. (4.13)

A function x € N(L 4,X) is said to be a X-Steklov eigenfunction of £ 4 on
{2 provided it is a solution of

/ (AVX) - Vipdr = A/ Y(x) (%) do for all ¢ € Hyy(R2). (4.14)
Q b5

This problem has the form of Eq. 2.1 of [4] and the bilinear forms a, m satisfy
conditions (A1)—(A4) of that paper. Moreover condition (A5) there holds with
H = L[*(%,do).

Define A(x) = a(x,x), M (x) := m(x,x) and C; to be the closed unit
ball in H},(£2) with respect to the a-norm. Consider the variational problem of
maximizing M on Cp. This problem has maximizers +x; that have a-norm 1
and are solutions of (4.14) associated with an eigenvalue A\; > 0. Moreover one
has the coercivity inequality

Alx) > (M +1) /S v(x)* do for all x € Hyy(92). (4.15)

Using the construction of Sect.4 of [4], a countably infinite a-orthonormal
basis B := {x; : j > 1} of N(£ 4, X) may be constructed using a sequence of
constrained maximization problems for M.

These eigenfunctions also are m-orthogonal so that m(x;, xx) = 0 when j #
k. Define \; := xj/+/N; + 1 then B := {~(x;) : j > 1} will be an m-orthonormal
basis of L?(X,do) from theorem 4.6. Since these functions constitute bases of
the various Hilbert spaces, there is a spectral representation of functions ¢ €
N(L 4,X) in terms of their boundary values. Namely when ¢ € N(L 4, %) then,

x) = Z ¢; Xj(2) on {2 with ¢; :=m(p, X;) (4.16)

and this series converges strongly in H %0(9) Thus these constructions yield the
following result.

Theorem 4.1. Assume that (A1), (B1), (B2) hold and B,B are defined as
above. If ¢ € N(L 4,X%) then (4.16) holds and the series converges in a-norm.
Moreover a(p, p) = Zj‘;l (14 X)) ¢

Let HY?(Y) be the subspace of L2?(X,do) of all functions with
Z;’;l 1+ )\j)c? < oo. It will be a Hilbert space with respect to the inner
product

(@)1 /25 Zlm m(é, x;) m(¥, x;) (4.17)
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In particular this yields an isomorphism between functions in N(L£ 4, ) and
functions in H/2(X). Thus H'/?(X) may be regarded as the boundary trace
subspace (on X) of functions in N (L 4, %) and this is an isometry with a(p, ¢) =

2
<<’0’(p>1/2,2'

5 The Best Approximating Potential

We are now in a position to specify the boundary data for the potential that
minimizes (3.3). The preceding analysis enables the derivation of an explicit
representation of the solution ¢ of (3.10) or (3.11). Equation (3.10) implies
that ¢, satisfies

a(‘Pbaij) = gj 1:/ (G—AV¢O)~V>ZJ- dx for j>1.
2

Note that the g; depend onlds only on the data, the eigenfunction x; and the
solution ¢y of the zero-Dirichlet variational problem. Then the eigenfunction
equation (4.14) yields that the solution is
s} gj 3
= —=— y,(x). 5.18
GRS o) V@ (5.18)

Jj=1

Thus the boundary trace on Y of the best approximation is given by the bound-
ary trace of this right hand side. That is imposing Dirichlet boundary data ~¥(»)
on X given by (5.18) yields the minimizing potential ¢ of £.

Theorem 5.1. Assume that (A1), (B1), (B2) hold and B,g; are defined as
above. Then the potential ¢ that minimizes the norm in (3.3) or € on Hyq(£2)
is given by @ = o + @ where po minimizes & on H(2) and ¢y is given by
(5.18). When div G =0 on 2, then F = eV on (2.

Proof. This is a restatement of the preceding results. Note that when div G =0
on {2, then ¢y = 0 so the last sentence holds.

Moreover when the boundary potential ¢ is a good approximation of this ¢y
in the norm of H'/2(X) then the fact that the a-norm and the norm on H'/?(X)
are isometric implies that such potentials ¢ will provide a good approximation
of F on {2 in any equivalent norm on Hi.(£2).
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Abstract. We continue our efforts on modeling of the population
dynamics of herbivorous insects in order to develop and implement effec-
tive pest control protocols. In the context of inverse problems, we explore
the dynamic effects of pesticide treatments on Lygus hesperus, a common
pest of cotton in the western United States. Fitting models to field data,
we consider model selection for an appropriate mathematical model and
corresponding statistical models, and use techniques to compare models.
We address the question of whether data, as it is currently collected, can
support time-dependent (as opposed to constant) parameter estimates.

Keywords: Inverse problems - Generalized least squares -+ Model
selection - Information content - Residual plots + Piecewise linear splines -
Hemiptera - Herbivory - Pesticide

1 Introduction

When addressing questions in fields ranging from conservation science to agri-
cultural production, ecologists frequently collect time-series data in order to
better understand how populations are affected when subjected to abiotic or
biotic disturbance [12,13,22]. Fitting models to data, which generally requires a
broad understanding of both statistics and mathematics, is an important compo-
nent of understanding pattern and process in population studies. In agricultural
ecology, pesticide disturbance may disrupt predator-prey interactions [27,28] as
well as impose both acute and chronic effects on arthropod populations. In the
past several decades, the focus of many studies of pesticide effects on pests and
their natural enemies has shifted away from static measures such as the LC50,
as authors have emphasized population metrics/outcomes [17-19,26,29]. Simple
mathematical models, parameterized with field data, are often used to then pre-
dict the consequences of increasing or decreasing pesticide exposure in the field.
Accuracy in parameter estimation and quantification of uncertainty in fitting
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data to models, which has recently received increasing attention in ecological
circles [20,21], depends critically on the appropriate model selection. In most
cases, this includes selection of both statistical and mathematical models
in fits-to-data — something that is not always fully explicitly addressed in the
ecological literature. We first addressed this gap in [1,3] using data from pest
population counts of Lygus hesperus Knight (Hemiptera: Meridae) feeding on
pesticide-treated cotton fields in the San Joaquin Valley of California [23].

In particular, in [1,3] we investigated the effect of pesticide treatments on the
growth dynamics of Lygus hesperus. This was done by constructing mathematical
models and then fitting these models to field data so as to estimate growth rate
parameters of Lygus hesperus both in the absence and in the presence of pesti-
cide application. Overall, compelling evidence was found for the untreated fields,
using model comparison tests, that it may be reasonable to ignore nymph mor-
tality (i.e., just count total number of L. hesperus and not distinguish between
nymphs and adults). This would greatly simplify the models, as well as the data
collection process.

In the present effort we further examine the importance of model selection
and demonstrate how optimal selection of both statistical and mathematical
models is crucial for accuracy in parameter estimation and uncertainty quantifi-
cation in fitting data to models. This report further investigates these issues by
testing different data sets from the same database as in [1,3] but with a varied
number of pesticide applications in treated fields.

2 Methods

The data used came from a database consisting of approximately 1500 replicates
of L. hesperus density counts, using sweep counts, in over 500 Pima or Acala
cotton fields in 19972008 in the San Joaquin Valley of California. This data is
described more fully in [3]. We selected subsets to analyze using the following
criteria:

— In each replicate (corresponding to data collected during one season at one
field) we considered data that was collected by pest control advisors (PCAs)
between June 1 and August 30.

— We considered data which had the pesticide applications that targeted beet
armyworms, aphids, mites as well as Lygus.

— We used only replicates where adult and nymph counts were combined into a
total insect count.

— No counts were made on the days of pesticide applications.

— Superposition of pesticide applications has not been incorporated in the algo-
rithm, so we chose samples with at least a week gap between consecutive
pesticide applications.

We consider inverse or parameter estimation problems in the context of a
parameterized (with vector parameter ¢ € £2"¢ C R"2) N-dimensional vector
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dynamical system or mathematical model given by

dx

2 ) =g(t,2(t).q), (1)

with scalar observation process
f(t;0) = Cx(t;0), 3)

where 0 = (qT,:EOT)T € N7 c RatN = R N < N, and the observation
operator C maps RY to R!. The sets 29 and £2"° are assumed known restraint
sets for the parameters.

We make some standard statistical assumptions (see [7,8,16,24]) underlying
our inverse problem formulations.

— (A1) Assume &; are independent identically distributed i.7.d. with E(&;) =0
and cov(&;, &) = 03, where i = 1,...,n and n is the number of observations or
data points in the given data set taken from a time interval [0, T].

— (A2) Assume that there exists a true or nominal set of parameters 6y € 2 =
e,

— (A3) £2 is a compact subset of Euclidian space of R®® and f(¢, 0) is continuous
on [0,T] x £2.

Denote as @ the estimated parameter for 8y € £2. The inverse problem is
based on statistical assumptions on the observation error in the data. If one
assumes some type of generalized relative error data model, then the error is
proportional in some sense to the measured observation. This can be represented
by a statistical model with observations of the form

Y, = f(ti;00) + f(t:;00)7E;, v €[0,2], (4)
with corresponding realizations
Yi = f(ti;00) + f(ti;00)7 €, v €10,2], (5)

where the €; are realizations of the &, i =1, ..., n.
For relative error models one should use inverse problem formulations with
Generalized Least Squares (GLS) cost functional

J"(Y;0) = z_; (Yf&f g)i;e)) : (6)

The corresponding estimator and estimates are respectively defined by

(Y- ()
Ogrs = arGgGH.(llln; (JW) , v €10,2], (7)

with realizations
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N - (v — [(ti;0) °
Ocrs = a%gengn; (]W) , 7 €1[0,2]. (8)

GLS estimates 6" and weights {w; }""_; are found using an iterative method as
defined below (see [7]). For the sake of notation, we will suppress the superscript
~ AT

n (i.e., GGLS = GGLS)'

1. Estimate O by 6" using the OLS method ((8) with v = 0). Set k = 0.

A (k
2. Compute weights w; = f_QV(tj,H( )).

N ~(k+1

3. Obtain the k + 1 estimate for Ogrs by 0( ) = argminzyzld)j[yj —
f(t;, 0).

4. Set k := k 4+ 1 and return to step 2. Terminate when the two successive

estimates for O g are sufficiently close.

3 Mathematical Models

Our focus here is on the comparison of two different models for insect (L. hespe-
rus) population growth/mortality in pesticide-treated fields. The simplest model
(which we denote as model B) is for constant reduced growth due to effects of pes-
ticides versus an added time-varying mortality (denoted by model A) to reflect
this decreased total population growth rate. Model B is given by

dx

—~ —nx

a (9)
l‘(tl) = 2o,

where x( is defined as initial population count at time ¢; of initial observation
and 7 is the reduced population growth rate in the presence of pesticides.
Model A is given by

dx
i E(t)x (10)
I(tl) = Xy,

where ¢ is again the time of the first data point, and k(t) is a time dependent
growth rate
kt) = {77+p(t) te P je{l,234}
n otherwise.

Here p(t) is composed of piecewise linear splines as described below, and
Pj = [ty ,tp, +1/4],j = 1,...5" with ¢, as the time point of the 4t pesticide
application. Observe that these ¢, are not the same as the observation or data
points ¢;. Also note that |P;| = 1/4 which is approximately the length of time
of one week when t is measured in months. This reflects the general assumption
that pesticides are most active during the 7 days immediately following treat-
ment. Clearly, n is a reduced constant growth rate of the total population in the
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presence of pesticides. In addition, t = 0 refers to June 1 (as no data is present
before June 1 in our database).

Piecewise linear splines [25] were used to approximate p(t) as follows. Con-
sider m linear splines

m
p(t) = > Nili(t),
i=1
where
t—ti1 ti1 <t<t
L) =1/ tizy —t t; <t <ti
0 otherwise,
where h is the step size, h = %. Piecewise linear spline representations are

simple, yet flexible in that they allow the modeler to avoid assuming a cer-
tain shape to the curve being approximated. Incorporating a time-dependent
component such as p(t) is useful when modeling a system with discontinuous
perturbations (such as the removal of a predator, or the application of an insec-
ticide). The addition of more splines (m > 3) provides a finer approximation,
but demands more terms in the parameter estimates. We assume here that it
is likely that m = 3 is sufficient. (Our subsequent findings suggest that per-
haps even m = 2 is sufficient!). In our analysis, we first estimated the initial
condition xg using model B (as this data point precedes any pesticide applica-
tions and provides a good estimate for zg), and then fixed this parameter in all
subsequent parameter estimates. Therefore, the parameters to be estimated in
model A are 8 = q = {n, \1, A2, A3} whereas for model B we must only esti-
mate 8 = ¢ = {n,0,0,0} since model A reduces to model B when applying the
constraint p(t) =0, i.e. \; =0 for i = 1,2, 3.

4 Parameter Estimation

Using the model information provided in [3] we try to estimate parameters for
new data sets and determine whether the fit-to-data provided by model A does
provide a statistically significantly better fit than the fit provided by model B.
A big part of the parameter estimation process is the minimization of the respec-
tive cost functions for both model A and model B. The constrained nonlinear
optimization solver in Matlab, fmincon was initially being used for minimiza-
tion of GLS cost functionals in model A while fminsearch was being used for
minimization of cost functionals for model B. We later switched to lsqnonlin
which gave faster and better results. Since model A is stiff in nature, Matlab
solver odelbs was used whereas for model B ode45 was used. Both fmincon and
fminsearch require an initial guess of parameters. While for model B fminsearch
was able to find a minimum fairly quickly, the initial guess of @ = {n, A1, A2, A3}
for model A involved a fairly detailed process given below:

1. Create a trial file of data selected based on a specific set of rules.

2. Choose a parameter space £2 = [¢, K] x [-K, —¢3.
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3. Choose a constant v € [0,1.5]. (Note that best way to choose (see [7,8])
gamma is to consider the plot of residuals using both residual vs time and
residual vs model plots to ascertain whether the scatter of the error appears
to violate the statistical assumption of being i.i.d.).

4. Choose an initial condition xy to the exponential model by considering the
plot of the data and model and visually estimating xy. We observe that this
did not produce acceptable results so we eventually solved a separate inverse
problem to estimate intrinsic growth rate ignoring the effects of pesticides
and initial condition.

5 Model Comparsion: Nested Restraint Sets

Here we summarize the use of statistically based model comparison tests. These
residual sum of squares model comparison tests as developed in [5], described in
[7,8] and extended in [9] to GLS problems is used in the same manner as used in
[1,3]. This test is used to determine which of several nested models is the best
fit to the data; therefore, this test can be applied to the comparison of models A
and B. In these examples below we are interested in questions related to whether
the data will support a more detailed or sophisticated model to describe it. In
the next section we recall the fundamental statistical tests to be employed here.

5.1 Statistical Comparison Tests

In general, assume we have an inverse problem for the model observations f(t, )
and are given n observations. As in (6), we define

o o S (Yi— f(t:6) ?
J(Y’e)_;< f(ti;0) )

where our statistical model has the form (4). Here, as before, 6y, is the nominal
value of @ which we assume to exist. We use £2 to represent the set of all the
admissible parameters 8. We make some further assumptions.

— (A4) Observations are taken at {t;}7_; in [0,7]. There exists some finite
measure p on [0,7] such that

1o r
w2 — RO

as n — oo, for all continuous functions h.
— (A5) Jo(@ fo f(t;00) — f(t;0))%du(t) = 0% has a unique minimizer in 2
at 00

Let O™ = O 4(Y) be the GLS estimator for J" as defined in (7) so that

cs(Y) = argmin J*(Y; 0)
0c2
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and
015 = argmin J" (y; 0),
6en
where as above y is a realization for Y.
One can then establish a series of useful results (see [5,7,9] for detailed
proofs).

Result 1: Under (A1) to (A5), 1@" = 1@, 4(Y) — 6y as n — oo with
probability 1.

We will need further assumptions to proceed (these will be denoted by (A7)
(A11) to facilitate reference to [5,7]). These include:

— (A7) 2 is finite dimensional in RP and 6 € int{2.

— (A8) f: £2 — C[0,T) is a C? function.

- (A10) J = %(00) is positive definite.

- (A11) 2y = {6 € N2|HO = c} where H is an r x p matrix of full rank, and ¢
is a known constant.

In many instances, including the examples discussed here, one is interested in
using data to question whether the “nominal” parameter 8y can be found in a
subset £2y C §2 which we assume for discussions here is defined by the con-
straints of assumption (A11). Thus, we want to test the null hypothesis Hy:
0y € 2y, i.e., that the constrained model provides an adequate fit to the data.
Define then
O%(Y) = argmin J"(Y; 0)
0y
and .,
0, = argmin J"(y; 0).
0y

Observe that J"(y,éZ) > J"(y;én). We define the related non-negative test
statistics and their realizations, respectively, by

T.(Y)=J"Y;0%) —J*(Y;0™)

and

~ AN AT
T, = Tn(y) = Jn(y70H) - ‘]n(yaa )

One can establish asymptotic convergence results for the test statistics
T,,(Y)—see [5]. These results can, in turn, be used to establish a fundamen-
tal result about much more useful statistics for model comparison. We define
these statistics by

nT,(Y)
Up(Y) = —2— 11
with corresponding realizations
U = Up(y).

We then have the asymptotic result that is the basis of our analysis-of-
variance-type tests.
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Results 2: Under the assumptions (A1)—(A5) and (A7)—-(A11) above and assum-
ing the null hypothesis Hy is true, then U,(Y") converges in distribution (as
n — o0) to a random variable U(r), i.e.,

U, = U(r),

with U(r) having a chi-square distribution y?(r) with r degrees of freedom.

In any graph of a x? density there are two parameters (7, a) of interest. For
a given value 7, the value « is simply the probability that the random variable
U will take on a value greater than 7. That is, Prob{U > 7} = « where in
hypothesis testing, « is the significance level and 7 is the threshold.

We then wish to use this distribution U,, ~ x2(r) to test the null hypothesis,
Hy, that the restricted model provides an adequate fit to represent the data. If
the test statistic, @, > 7, then we reject Hy as false with confidence level (1 —
a)100%. Otherwise, we do not reject Hy. For our examples below, we use a x?(3)
table, which can be found in any elementary statistics text, online or the partial
summary below. Typical confidence levels of interest are 90%, 95%, 99%, 99.9%,
with corresponding («, 7) values given in Table 1 below.

To test the null hypothesis Hy, we choose a significance level o and use x?
tables to obtain the corresponding threshold 7 = 7(a) so that Prob{x?(r) >
7} = a. We next compute i, = 7 and compare it to 7. If 4,, > 7, then we reject
Hyj as false; otherwise, we do not reject the null hypothesis Hy.

We use a x?(3) for our comparison tests as summarized here.

Table 1. Chi-square table: x*(3)

ol .10 | .05 .01 .001
T 16.251|7.815|11.345|16.266

We can then formulate the null and alternative hypotheses:

Hy: The fit provided by model A does not provide a statistically significantly
better fit to the data than the fit provided by model B.

H 4: The fit provided by model A does provide a statistically significantly better
fit to the data than the fit provided by model B.

We considered such comparison tests for a number of data sets with a varying
no. of pesticides applications among the fields. These included

— Replicate number 296 (1 pesticide application at t = 0.5 months)

— Replicate number 350 (2 pesticide applications at times t = 1 and t = 1.7
months)

— Replicate number 277 (3 pesticide applications at t = .4, .7, 1.9 months)

— Replicate number 178 (4 pesticide applications at t = .13, .77, 1.9, 2.27
months)

— Replicate number 174 (4 pesticide applications at t = .13, .77, 1.83, 2.27
months)
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We carried out multiple inverse problems with varying values of + for these
data sets (see [2]). We visually examined the resulting residual plots (residual
vs time and residual vs observed output) and determined whether the scatter
of the error appear to be i.i.d. On examining the plots for a wide range of v we
observed that the statistical i.i.d. assumptions were approximately satisfied for
~ values ranging around 0.7 to 0.8. We therefore used these values of v in the
results reported here and in [2].

We note here that one could, as an alternative to use of residual plots, include
the parameter v as a parameter to be estimated along with 6 as often done in
statistical formulations [16] for the joint estimation of 8 = (6,), or one could
attempt to estimate the form of the statistical model (i.e., the value of y directly
from the data itself as suggested in [6]. Both of these methods offer some advan-
tages but include more complex inverse problem analysis. We have therefore
chosen here to use the simpler but less sophisticated analysis of residuals in our
approach.

6 Results

We examine the importance of model selection and how optimal selection of
both statistical and mathematical models is crucial for accuracy in parameter
estimation and fitting data to models testing different data sets from the same
database with varied number of pesticide applications. Tables 2, 3 and 4 contain
summaries of the results for the investigated replicates.

Table 2. Parameter estimates for models A and B

Replicate no. | No. of pest. apps | Par. Est. for model A Par. Est. for model
(m, A1, A2, Az) B (n, A1, A2, A3)
296 (n=19) |1 (1.3551, —7.8782, —7.1632, —9.9904) | (0.3548, 0, 0, 0)
350 (n=19) |2 (3.0150, —16.7393, —17.9356, —8.580) | (0.7683, 0, 0, 0)
277 (n=19) |3 (3.1255, —3.5165, —6.2870, —7.1868) | (1.7284, 0, 0, 0)
178 (n=22) |4 (1.8201, —6.6352, —2.5786, —4.1605) | (0.6335, 0, 0, 0)
174 (n=20) |4 (2.8600, —7.9867, —13.2780, —4.6992) | (0.4110, 0, 0, 0)

Table 3. Cost functional values for models A and B

Replicate no. | Cost functional | Cost functional | Range of « values | xg
model A model B

296 3.9577 7.3663 0.5 to 1.0 0.39

350 7.4100 18.223 0.5 to 0.8 0.28

277 5.5290 8.075 0.7 t0 0.9 0.05

178 5.7596 8.371 0.7 to 1.0 0.37

174 6.7480 9.390 0.0 to 0.8 0.34
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Table 4. Statistical comparison test results for degrees of freedom r = 3

Replicate no. | Test statistic | Threshold | Signif. level | Null hyp. (Ho) | Confid. level
Un, T « accept or reject

296 16.36 16.26 0.001 Rejected 99.9%

350 27.73 16.26 0.001 Rejected 99.9%

277 8.7458 7.815 0.05 Rejected 95%

178 9.9715 7.815 0.05 Rejected 95%

174 7.8281 7.815 0.05 Rejected 95%

7 Concluding Remarks

The above results strongly support the notion that time varying reduced
growth /mortality rates as opposed to constant rates provide substantially bet-
ter models at the population levels for the description of the effects of pesticides
on the growth rates. It is interesting to note that our findings hold consistently
across the differing levels of pesticide applications, even in the case of only one
pesticide application. Another interesting observation is that this is consistent
even when one uses total pest counts as opposed to individual nymph and adult
counts. This, of course, has significant implications for data collection proce-
dures. The model comparison techniques employed here are just one of several
tools that one can use to determine aspects of information content in support of
model sophistication/complexity. Of note are the use of the Akiake Information
Criterion (AIC) and its variations [1,4,10,11,14,15] for model comparison.
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Abstract. In this work we introduce a novel operator A, ., as an
extended family of operators that generalize the p-Laplace operator. The
operator is derived with an emphasis on image processing applications,
and particularly, with a focus on image denoising applications. We pro-
pose a non-linear transition function, coupling p and ¢, which yields a
non-linear filtering scheme analogous to adaptive spatially dependent
total variation and linear filtering. Well-posedness of the final parabolic
PDE is established via pertubation theory and connection to classi-
cal results in functional analysis. Numerical results demonstrates the

applicability of the novel operator A, 4.
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1 Introduction
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A well known inverse problem in image processing is image denoising [4]. In
the last decades the energy functional approach together with its corresponding
Euler-Lagrange (E-L) equation has attracted great attention in solving inverse
problems applied to image reconstruction. One important case of E-L equations

is the one which involves the p-Laplace operator
Apu = div(|VulP2Vu), p>1,
associated with the evolution equation of p-Laplacian
O — Apu =0, in 2x(0,T)
u(0) = ug, in 2
Opu =0, on 012 x (0,T)
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where 2 is a bounded domain in R? and ug : 2 — R is a given degraded
image [5,7,13] and Vu is the gradient. The degenerate parabolic Eq. in (2) has
been studied by many authors and we limit ourselves here to refer the reader to
[10]. It is well known that the case p = 2 gives the linear Gaussian filter, which
however, impose strong spatial regularity and therefore image details such as
lines and edges are oversmoothed. p = 1 is often refereed to as the method of
total variation [13] and p = 0 is an instance of the so called balanced forward
backward evolution [9].

In this work we study a decoupled form of the p-Laplace operator, expressed
as a non-linear combination of the A; and A, operators, introduced below.
We call our new operator 4, ;). Via established existence theory we show that
the corresponding perturbed parabolic equation is well-posed and close to the
original operator.

In Sect. 2 we review some of the properties of the p-Laplace operator applied
in image denoising and compare it with Perona-Malik models. Our main contri-
bution is in Sect.3 where we extend the p-Laplace operator to a new operator
A(p,q) With focus on image denoising. We consider the corresponding variable
version A (z),q(z)) in Sect. 4. Finally, in Sect.5 we demonstrates the applicabil-
ity of A, ) by numerical results.

2 p-Laplacian for Image Denosing

An important feature in any evolution process for image denoising is preservation
of certain geometrical features of the underlying image. In the case of image
restoration these features include edges and corners. It is straight-forward to
express the p-Laplace operator (1) as

Apu = [VulP~ Ayu+ (p — 1)|VulP~? Asu, (3)
\% \% \Y%
where Aju = div(ﬁ), A = ﬁ . (D%)ﬁ and D?u is the Hessian of

u. However, an intuitive way to represent A,, giving direct interpretation of the
diffusivity directions is to express A, by using Gauge coordinates (z,y) — (1, &):

Apu = [VulP~? (uge + (p = Dugy) (4)
where N
Vu V-+u
T == 5
and
uge = |Vu|Au, Upy = Aol (6)

From (4) it is now clear that A, imposes the same diffusivity strength in both
directions ¢ and 7 independent of the magnitude of the gradient. In an attempt to
resolve this drawback, Perona and Malik (P-M) [12] proposed to replace |Vu|P 2
with g(|Vu|?) in (1). The idea is that the weight should satisfy g(s) — 0, s — oo
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Fig. 1. Synthetic test image with 20 standard deviations of noise (left) and the obtained
results for TV (green/thick) and the A(,(s),q(x))-0perator (red/dashed). We see that
both error measures improve with our operator and we get less staircasing artifacts
while preserving corner points and edges as shown in the detailed images. (Color figure
online)

and g(s) — 1, s — 0. P-M studied weights like g = k/(k 4+ s) and g = e~ **
and demonstrated the advantages of these weight functions for edge preservations.
Rewriting the operator given by the P-M method in Gauge coordinates, we obtain

div(g(|Vul*)Vu) = g(|Vul*)uee + o (| Vul*)upy, (7)

where ¢(s) = (sg(s))’. Thus the diffusion in the direction n differs from the
diffusion in the direction &. Since ¢(s) is negative for large s, the evolution
will be of backward diffusion effect near edges. This backward evolution cause
problem for the well-posedness of the model and could also lead to staircasing
problem [17].

The Perona-Malik PDE is a forward-backward type equation, and the diffu-
sion is forward in the region {|Vu| < k} and is backward and hence ill-posed
in the region {|Vu| > k}. From evolution point of view, the forward-backward
type equation may have infinitely many solutions and from variational minimiza-
tion perspective the energy functional may have infinitely many minima [17]. To
overcome the ill-posedness in the P-M model the authors in [17] introduced a
regularization and proposed the following model

Owu = div(g(|VGy * ul)Vu),

where G, is a Gaussian function with standard deviation o. A similar but time
dependent variance o(t) was used in [16]. However, it’s rather tricky to choose
o(t) since it should neither decay too fast nor too slow during the evolution.

3 Extending the p-Laplace Operator

3.1 Anisotropic Decomposition via Constant Coeflicients

The p-Laplace operator in (1), is an isotropic operator and expanding the diver-
gence we obtain the equivalent form

Ap = 0,([(050)? + (Byu)*)" = 0pu) + 0, ([(0a)? + (9,u)?] "= Dyu).  (8)
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An anisotropic behavior of the Ap-operator is induced by suppressing mixed
derivatives, i.e., we define

Lppyu= 0 (|0pulP~20pu) + 8y(|6yu|p_28yu)v I<p<oo. 9)

In the case p = 1, (8) is known as isotropic TV and (9) is anisotropic TV [§].

By decoupling the exponents in (9) one obtains the operator L, p,)

L(Phpz)u = 8$(|awu|p1_28wu) + 5y(\3yu|p2_23yU)7 1 < p1,p2 < o0, (10)

which has previously appeared in fluid mechanics and we refer to [2,3].
Next, to see how the diffusion appears in the operator (10) we reformulate it
in Gauge coordinates (5) by making the following definition.

Definition 1. The L, p,)-operator is given by
Lpy oyt = O (|0¢ul" ~20cu) + 0y (|0,u"* 0yu), (11)
where 1 < p1,pa < 00.

The above operator L, ,,) is in fact a generalization of several known operators.
We have

1. The case p; = p2 = 2. The operator Ly 9) in (11) is the Laplacian, by now
well studied. Due to the Laplacian’s rotation invariance property we get

L oyu = 0¢(Ogu) + 0n(Ongu) = At = Uy + Uyy. (12)
2. The case p; = 2 and p, = 1. The operator L, ,,) in (11) is then given by
L(gyl)u = 35(8511) + 8n(|6nu|_18,,u). (13)

Since we have |9,u|""d,u = 1, it follows that L(s1yu = uge. In Cartesian
coordinates this corresponds to

Lqyu = |Vu|Ayu, (14)

i.e. the mean curvature equation (see e.g., [6]). The corresponding regularized
(weighted) mean curvature equation is given by

Ou = g(|VGy * u|)|VulAru (15)

previously studied in the context of image analysis, see e.g., [1].
3. The case p; =2 and ps = p € (1,2). It follows from (11) that

L(27p)u = 855u + 8n(\8nu|p_26nu) = 85§u + (- 1)ug_2um} (16a)
= |VulAju+ (p — 1)|VulP 2 Asu (16b)

i.e. a mean curvature operator (14) with a second order term correspond-
ing to (3). Note that the second order term induce invariant smoothing of
the image data. Since (16) is merely a special case of (3), we further relax
the mean curvature term next to better reflect the trade-off between edge-
preservation and obtained smoothness. Although this modification appears
straight-forward, its implications are non-trivial, however.
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The anisotropic L(s ) operator is given by

Definition 2. The operator A, 4 is
A= |Vu|TAyu+ (p - D|VulP2Apu, pell,2], ¢>0. (17)

Remark 1. Definition 2 is a straight-forward relaxation of the exponents in (3),
motivated by the discussion in above point 3. The introduction of ¢ in (17),
defines an additional degree of freedom, allowing us to control the trade-off
between A, and A, i.e., a trade-off between edge preservation and smoothness.

The corresponding evolution problem of the operator A, , is

Definition 3. The evolution problem of A, 4 is given by

Ou—Apgpu=0, pell,2], ¢>0
u(0) = ug (18)
Opu=0

We point out that ¢ = 0,p = 1 yields the familiar isotropic TV regularizer
and ¢ = 1,p = 2 results in the heat equation, i.e., isotropic filtering. In the
next section, we propose to couple p and ¢ via a smooth non-linear transition
function such that A, ,y can be thought of a spatially variant TV and isotropic
regularizer.

4 Variable Coefficients

4.1 Coefficient Coupling

In the previous section we motivated the A, ;) operator and advocated to intro-
duce variable coefficients, depending on the image data. The behavior of the
operator A (z),q(x)) that we seek, is the edge-preserving effect of TV leading to
Ap(a),a(z)) — A(1,0) (the case of TV) as [Vu| — co. In regions with small gradi-
ents we define the (p(x), ¢(x))-coeflicients such that the operator is a linear filter
leading t0 A(p(a),q(x)) — A(2,1) = A (the case of isotropic diffusion) as [Vu| — 0.
To see how the diffusion appears in A, 2) q(x)) We rewrite the operator in Gauge
coordinates.

Lemma 1. The operator A, 4 in (17) can be written as

Ayt = [Vt (5T<D2u>s . 1>|w|“1nT<D2u>n). (19)

Proof. Using the relations in (6) and by rotation invariance of Laplacian, we
obtain
Au = uge + upy = Asou + [Vu|Aqu. (20)

Now we observe that the operator Aju can be expanded as

A — Uy Uz — 2Uallylay + Uty _ (Viu) T (D*u)Viu (21)
! |Vul? [Vul? ’
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and using this in (20) gives
Ao = |Vu?Au — (V*Hu) T (D?*u)VEu = VT u(D?*u) Vu. (22)
Thus, the A, 4y operator in (17) reformulates to
At = [VulT3 (V) T (D*u)VEu + (p — 1)|VulP~*V Tu(D*u) Vu
= |Vu|? T (D) + (p — 1)Vl ~*n T (D*u)n,
which shows the result. O

Next, we couple p and ¢ via the relation
p(IVul) = 1+ ¢(|Vul) (23)

and from which we derive the following result.

Lemma 2. If p(z) = 1+ q(z), then

A ga) gyt = | V|17 <£T(D2U>€ + q(m)nT(DQU)’?> : (24)

Proof. The proof follows immediately from Lemma 1. O

In this study, we couple p and ¢ via the negative exponential function
(although other selections are possible), i.e., we set

q(|Vul) = kz exp (—=|Vul/k1), (25a)
p(IVul) = 14 q(|Vul), (25b)

where k1 > 0 and 0 < ky < 1. Under this selection we form the following
parabolic PDE

By — |21V~ (H(D%)f n q<w|>nT<D2u>n) —0. (20)

One easily checks that (26) describes a smooth transition between total variation
and linear filtering for the selection of p,q in (25). By using |Vu|Aju = Au —
Asou, the operator A4 4) becomes

q([Vul) -1

A4q,qt = |Vu|q<|v“|)*1 (TT(Dzu) + Vul?

il (DQU)VU> . (27)

Remark 2. The operator A4, ) is non-linear and have unbounded coefficients.
In this first study, we perturb the A4 q)-operator to obtain a regularized
version of the evolution problem (18). This regularization enables us to pose the
necessary conditions for well-posedness, introduced next.
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4.2 Regularity of Solutions

In order to set up the framework for numerical calculation, we define

Definition 4. Let 0 < &,0 <1 and q as in (25). Then

£,0
A (+q.q)Y
Vaul) — 1
(IVul? + 2)lalveb=1/2 ((1 +6)Tr(D%u) + %vﬁ(p%)vu). (28)

Thus we study the regularized evolution equation

,0 ,0
up = A?H%q)u = Z a3 (Vu)ug (29)

ij=1
where

a7 (Q) = (¢ + ) ID=D/2 [ (1 + 6o + |§'|§)+ EIGto] HEC)
and ¢ = Vu. Given u® | we obtain the next update w1

lowing, equivalent (see [15]), initial value problem iteratively

(k+1) Zaa 3 (T (k)) k41 in 0 x (0,7)
u(kH)(O) = Uo, in §2 ey
A, uttD) = 0, on 912 x (0,T)

by solving the fol-

Proposition 1. If the initial data u®) = 0 then the solution u™® to (31) exists
and is in C*° (2 x (0,T)).

Proof. Tf the initial guess u'®) = 0, then Z afj’.é(O)uij = (14 0)e?@~t Ay and
we deduce from Theorem4.31 in [10] that u™) exists and is C*(£2 x (0,T)).
Given u® € C*, then ||U(k)||CI(QX(O7T)) is bounded, (|¢|? + £2)lch=1/2 jg
bounded from below and afj’.(; are also C*°(§2x (0,T)). Hence, there are constants
c¢=c(g,d,k) and C = C(g,d,k) > 0, depending only on ¢, J, ||u(k)\|cl, such that

cl¢* < a5 (Vul) G < Cl¢f

It follows once again from Theorem4.31 in [10] that u* 1) exists and also is
C>(£2 x (0,7)). O

5 Evaluation

5.1 Implementation

The parabolic PDE is discretized by using finite differences and a simple forward
Euler scheme. We used a state of the art Split Bregman (SB) implementation
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Noisy A(1.75,0.75) A(1.5,0.5)
PSNR: 22.1 27.9 28.2
SSIM: 0.43 0.76 0.83

Original A1.25,0.25)

Alp(a),q(2))
PSNR: 28.9 27.2 29.2
SSIM: 0.86 0.83 0.87

Fig. 2. Example results for the A, ,y-operator where we stopped the filtering process
at the maximum SSIM value. “TV”-was obtained using the Split Bregman method [§].
We set k1 = ks = 0.1 in A(p(z)’q(z)). See text for details.

of total variation. For details on SB see [8]. The regularization parameter for
the SB was optimized in the range [0.01,1] in increasing steps of 0.11. The
regularization parameter of the Bregman-variables of SB was set to 1 and the
scheme was terminated as 107 > [[u® —u*=V||y/||[u*Y|| and we choose the
regularization parameter that produces highest SSIM value [14]. We also report
the peak signal-to-noise value (PSNR). For the (p(z), ¢(z))-operator we found
that k; = ky = 0.1 and the update stepsize as o = 107° and 7 = 0.5 works
well for the considered noise level of 20 standard deviations of additive Gaussian
noise. These values are ad-hoc and future work include methods for parameter
estimation.

5.2 Results

First we test our algorithm on a synthetic test image seen in Fig. 1. We see that
the result of the proposed operator appears smoother than the result of TV in
the center region, but yet preserves the corner point well. In Fig.2 (cropped
256 x 256 pixels of image 35049.jpg [11]) we compare the visual quality and the
SSIM-values for a range of p, g-values. As expected for A, 1y (isotropic filtering)
performs the worst whereas the operator produce improved result w.r.t. SSIM
as well as perceptual appearance. In the case of non-adaptive parameters, TV
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Alp(a),q(x))
Alp(a),q())

PSNR (P): 25.9 24.0
SSIM (S): 0.81 0.74

Fig. 3. Example denoising a grayscale image with 20 standard deviations of noise.
In the close-up images to the right it can be seen that TV (thick/green) produces
the characteristic staircasing effect while the operator A, o) (dashed/red) shows good
visual similarity with the noise free patch. TV shows good result in the sky (up right),
but oversmooths, e.g., the window tiles seen in the close-up down right. (Color figure
online)

performs the best. However, the operator with adaptive coefficients improve both
SSIM, PSNR values and produces less oversmoothing (down-right figure). We
also include the result from a grayscale image “Castle” (cropped 256 x 256 pixels
of image 102061.jpg [11]) in Fig. 3. In this image TV performs very well in the
sky (detail up right with green/thick frame) whereas the result from the A, g
operator appears less noisy and looks visually more crisp. In both examples the
proposed operator shows an improvement in PSNR as well as SSIM values.

6 Conclusion

In this paper we introduced a new family of operators, A, 4). Preliminary numer-
ical results indicate that there could be a relationship between p(z) and g(x)
that further improves the restoration effect. In forthcoming works we will inves-
tigate the operator A, 4) further regarding both regularity and different areas of
applications.
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Abstract. We are presenting a modification of the well-known Alternat-
ing Direction Method of Multipliers (ADMM) algorithm with additional
preconditioning that aims at solving convex optimisation problems with
nonlinear operator constraints. Connections to the recently developed
Nonlinear Primal-Dual Hybrid Gradient Method (NL-PDHGM) are pre-
sented, and the algorithm is demonstrated to handle the nonlinear inverse
problem of parallel Magnetic Resonance Imaging (MRI).

Keywords: ADMM - Primal-dual - Nonlinear inverse problems -
Parallel MRI - Proximal point method - Operator splitting - Iterative
Bregman method

1 Introduction

Non-smooth regularisation methods are popular tools in the imaging sciences.
They allow to promote sparsity of inverse problem solutions with respect to
specific representations; they can implicitly restrict the null-space of the for-
ward operator while guaranteeing noise suppression at the same time. The most
prominent representatives of this class are total variation regularisation [19] and
¢*-norm regularisation as in the broader context of compressed sensing [8,10].

In order to solve convex, non-smooth regularisation methods with linear oper-
ator constraints computationally, first-order operator splitting methods have
gained increasing interest over the last decade, see [3,9,11,12] to name just
a few. Despite some recent extensions to certain types of non-convex problems
[7,14-16] there has to our knowledge only been made little progress for nonlinear
operators constraints [2,22].
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In this paper we are particularly interested in minimising non-smooth, con-
vex functionals with nonlinear operator constraints. This model covers many
interesting applications; one particular application that we are going to address
is the joint reconstruction of the spin-proton-density and coil sensitivity maps
in parallel MRI [13,21].

The paper is structured as follows: we will introduce the generic problem
formulation, then address its numerical minimisation via a generalised ADMM
method with linearised operator constraints. Subsequently we will show connec-
tions to the recently proposed NL-PDHGM method (indicating a local conver-
gence result of the proposed algorithm) and conclude with the joint spin-proton-
density and coil sensitivity map estimation as a numerical example.

2 Problem Formulation

We consider the following generic constrained minimisation problem:

(G, 9) = argmin { H (u) + J(v) subject to F(u,v) = c}. (1)

U,v

Here H and J denote proper, convex and lower semi-continuous functionals, F'
is a nonlinear operator and c a given function. Note that for nonlinear operators
of the form F(u,v) = G(u) —v and ¢ = 0 problem (1) can be written as

= arginin {H(u) + J(G(u))}. (2)

In the following we want to propose a strategy for solving (1) that is based on
simultaneous linearisation of the nonlinear operator constraint and the solution
of an inexact ADMM problem.

3 Alternating Direction Method of Multipliers
We solve (1) by alternating optimisation of the augmented Lagrange function
)
Ls(u,v;p) = H(w) + J(0) + (u, F(u,0) =€) + S|P (w,0) = ell3. (3)

Alternating minimisation of (3) in u, v and subsequent maximisation of p via a
step of gradient ascent yields this nonlinear version of ADMM [11]:

uF*t1 € argmin {ZHF(u,vk) — c||§ + (uk,F(u, Uk)> + H(u)} , (4)

41 € angmin { P, 0) = el + G P o) + 0 9
,Ltk+1 _ Iuk: +45 (F(ukﬂ,v’Hl) . C) ) (6)

Not having to deal with nonlinear subproblems, we replace F(u,v*) and
F(u**t1,v) by their Taylor linearisations around u* and v*, which yields
F(u,v*) = F(uF,v*) + 0, F(u*,v%) (u — u*) and F(u**t 0) =~ F(u"T k) +
pF(uF+1 v*) (v — v*), respectively. The updates (4) and (5) modify to
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ka1 T k|2 k gk
u¥T" € argmin §HA u—cl||2+<u JAuy + H(u) ¢, (7)
u

)
v**1 € argmin {2 HBkv - c§||§ + (u*, B*v) + J(v)} , (8)

with A¥ := 9, F(uF,v*), B* := 0,F(u**T1,v%), b := ¢ + AFuPF — F(u¥,v¥) and
ek .= c+ BFvF — F(uF+1 vF). Note that the updates (7) and (8) are still implicit,
regardless of H and J. In the following, we want to modify the updates such
that they become simple proximity operations.

4 Preconditioned ADMM

Based on [23], we modify (7) and (8) by adding the surrogate terms [ju*+! —

uk||2Qk/2 and |[vF+! —vk\\QQk/Z, with ||w]|g = v/(Qw, w) (note that if Q is chosen
1 2

to be positive definite, || - || becomes a norm). We then obtain
. [0 12 ok 1
uF*! € argmin {2 [|AFu — cff“2 + (¥, ARu) + H(u) + §||u — uk||ék} ,
u 1
. [0 2 1
v € arg min {2 HBkv - c’f”z + (u*, B¥v) + J(v) + §||v - vk||2Q§} .

If we choose Q¥ := 7FT — §A** A* with 7§ < 1/||A*||? and Q% := 751 — §B** B*
with 756 < 1/||B*||? and if we define " := 2u* — u*~1 we obtain
WF = (1 FoH) T (uf - rf AP (9)
Pl = (I+ 7'2]“&])71 (vk — 7y Bk (uk +6 (F(uk+1,vk) —0))), (10)
with (I + @dFE)~(w) denoting the proximity or resolvent operator

(I + adF)™(w) := argmin {;u — w3+ aE(u)} .

The entire proposed algorithm with updates (9), (10) and (6) reads as

Algorithm 1. Preconditioned ADMM with nonlinear operator constraint
Parameters: H, J, F, c
Initialization: u°, v°, u°, &
2 = p°
while convergence criterion is not met do
AF = 9, F(u®, o)
Set 7f such that 7§35 < 1/||A%||?
W= (D ko) ! (uk - rE AR )
BF = 9, F(u*t! oF)
Set 74 such that 756 < 1/||B*||?
it = (I+ T§8J)_1 (vk — 1R BF* (,u,k +4 (F(uk+1,vk) —¢)))
NkJrl — N’k 4 6 (F(uk+17vk+1) _ C)
L = gkl k
end while
return uk7 Uk, uk, ﬁk
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5 Connection to NL-PDHGM

In the following we want to show how the algorithm simplifies in case the non-
linear operator constraint is only nonlinear in one variable, which is sufficient
for problems of the form (2). Without loss of generality we consider constraints
of the form F(u,v) = G(u) — v, where G represents a nonlinear operator in w.
Then we have A* = 7G(u*) (with JG(u*) denoting the Jacobi matrix of G at
uF), B¥ = —I and if we further choose 7§ = 1/6 for all k, update (10) reads

-1
Rt = <I+ ;&]) (G(ukH) + ;,uk) .
Applying Moreau’s identity [18] b= (I + %8(])_1 (b) + $(I 4 60J*)~1(b) yields

Pt = (1 +6007) 7" (uF + 6G(uFT)) .

If we further change the order of the updates, starting with the update for p,
the whole algorithm reads

Pt = (14 697%) 7" (uF + 6G(u"))
TARE NS LY
WB = (T4 rfOH) T (uf — 7 TG (b)) |

Note that this algorithm is almost the same as NL-PDHGM proposed in [22] for
0 = 1, except that the extrapolation step is carried out on the dual variable p
instead of the primal variable u. In the following we want to briefly sketch how
to prove convergence for this algorithm in analogy to [22]. We define

aJ* k+1 N /e k\, k+1 _ k
N(uk+1;uk+l) = ( 8F(I‘u(uk+)1) _’_jé?(u)lg)*'uk-i-lc ) )

ir  JGwk)

with ¢* := G(u¥) — JG(uF)u*. Now the algorithm is: find (¥, u¥*1) such that
N(pF bty 4 LR (it — gk bt — k) 5 0.

If we exchange the order of i and u here, i.e., reorder the rows of N, and the
rows and columns of L*, we obtain almost the “linearised” NL-PDHGM of [22].
The difference is that the sign of J G in L* is inverted. The only points in
[22] where the exact structure of L¥ (M« therein) is used, are Lemma 3.1,
Lemma 3.6 and Lemma 3.10. The first two go through exactly as before with
the negated structure. Reproducing Lemma 3.10 demands bounding actual step
lengths [|u* —u**1|| and ||u* — p*+1|| from below, near a solution for arbitrary e >
0. A proof would go beyond the page limit of this proceeding. Let us just point
out that this can be done, implying that the convergence results of [22] apply
for this algorithm as well. This means that under somewhat technical regularity
conditions, which for TV type problems amount to Huber regularisation, local
convergence in a neighbourhood of the true solution can be guaranteed.
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6 Joint Estimation of the Spin-Proton Density and Coil
Sensitivities in Parallel MRI

We want to demonstrate the numerical capabilities of Algorithm 1 by applying it
to the nonlinear problem of joint estimation of the spin-proton density and the
coil sensitivities in parallel MRI. The discrete problem of joint reconstruction
from sub-sampled k-space data on a rectangular grid reads

i
CAl ' 1 n ) n
€ argmin { =Y [SF(G(V)); — fll3 + aoRo(u) + Y a;Ri(es) ¢ s
v=(uc1men) | 2 =1 j=1
2

where F is the 2D discrete Fourier transform, f; are the k-space measurements
for each of the n coils, S is the sub-sampling operator and R; denote appropriate
regularisation functionals. The nonlinear operator G maps the unknown spin-
proton density u and the different coil sensitivities ¢; as follows [21]:

G(u,ci,...,cn) = (ucr, ucs, ..., ucy)". (11)

In order to compensate for sub-sampling artefacts in sub-sampled MRI it is
common practice to use total variation as a regulariser [6,17]. Coil sensitivities
are assumed to be smooth, cf. Fig. 1, motivating a reconstruction model similar
to the one proposed in [13]. We therefore choose the discrete isotropic total
variation, Ro(u) = ||Vull2,1, and the smooth 2-norm of the discretised gradient,
ie. Rj(c;) := ||V¢jl2,2, for all j > 0, following the notation in [4]. We further
introduce regularisation parameters A; in front of the data fidelities and rescale

all regularisation parameters such that ag + + (Z;;l A+ oq) =1.1In
order to realise this model via Algorithm 1 we consider the following operator
splitting strategy. We define F'(ug, ..., un, Vo, ..., V2p) as

G(”Oa"'aun) Vo
Vug 0 -+ 0
Fug, ... tn,v1,...,0,) = 0 Vu, - - v |,
: .0 :
0 --- 0 Vu, Von

set H(ug,...,up) = 0, and J(vo,...,v2,) = Z?ZOJJ'(’U]') with J;(v;) :=

A .

FSFv; — fi]3 for j € {0,...,n = 1}, Ju(vn) = aollvnllz1 and J;(v;) =
aj_pllvjll22 for j € {n+1,...,2n}. Note that with these choices of functions,
all the resolvent operations can be carried out easily. In particular, we obtain
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(I +m0H)  (w) = w,
.7:’LUj + TQk)\jSTfj
1+ Tri)\]dlag(STS)

(1 + 7o)~ (w) = F! ( ) for j e {0, —1},

(I +750J,) " (w) = i “’”H max (||w, |2 — agrs,0),
Wn,||2

(I +750J;) Hw) = ” ﬁ max (||w;]2,2 — Oéj_nTzk,O) forje{n+1,...,2n}.
wjll2,2

Moreover, as By = —I (and thus, ||[B¥|| = 1) for all k, we can simply eliminate

7¥ by replacing it with 1/6, similar to Sect. 5.

(a) Brain phantom (b) 25% sub-sampling

-

(c) 1st coil (d) 2nd coil (e) 3rd coil (f) 4th coil

-

(g) 5th coil (h) 6th coil (i) 7th coil (j) 8th coil

Fig. 1. (a) shows the brain phantom as described in Sect. 6.1. (¢)—(j) show visualisations
of the measured coil sensitivities of a water bottle. (b) shows the simulated, spiral-
shaped sub-sampling scheme used to sub-sample the k-space data.
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(a) Zero-filling (b) Reconstruction u

0

(c) 1st coil (d) 3rd coil (e) 5th coil (f) 7th coil

Fig. 2. Reconstructions for noise with low noise level ¢ = 0.05. Despite the sub-
sampling, features of the brain phantom are very well preserved. In addition, the coil
sensitivities seem to correspond well to the original ones, despite a slight loss of con-
trast. Note that coil sensitivities remain the initial value where the signal is zero.

6.1 Experimental Setup

We now want to discuss the experimental setup. We want to reconstruct the
synthetic brain phantom in Fig. 1a from sub-sampled k-space measurements. The
numerical phantom is based on the design in [1] with a matrix size of 190 x 190.
It consists of several different tissue types like cerebrospinal fluid (CSF), gray
matter (GM), white matter (WM) and cortical bone. Each pixel is assigned a
set of MR tissue properties: Relaxation times Ty (z,y) and Ta(x,y) and spin
density p(z,y). These parameters were also selected according to [1]. The MR
signal s(z,y) in each pixel was then calculated by using the signal equation of a
fluid attenuation inversion recovery (FLAIR) sequence [5]:

s(z,y) = pz,y)(1—2 efTI/T1(:v,y))(1 _ e*TR/Tl(IﬁU)) e~ TE/T2(z,y)

The sequence parameters were selected: TR = 10000 ms, TE =90 ms. TT was set
to 1781 ms to achieve signal nulling of CSF (TS log(2) with TS = 2569 ms).

In order to generate artificial k-space measurements for each coil, we pro-
ceed as follows. First, we produce 8 images of the brain phantom multiplied by
the measured coil sensitivity maps shown in Fig. 1c—j. The coil sensitivity maps
were generated from the measurements of a water bottle with an 8-channel
head coil array. Then we produce artificial k-space data by applying the 2D
discrete Fourier-transform to each of those individual images. Subsequently, we
sub-sample only approx. 25% of each of the k-space datasets via the spiral shown
in Fig. 1b. Finally, we add Gauflian noise with standard deviation o to the sub-
sampled data.
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(a) Zero-filling (b) Reconstruction u

| 1

0

(c) 1st coil (d) 3rd coil (e) 5th coil (f) 7th coil

Fig. 3. Reconstructions for noise with high noise level o = 0.95. Due to the large
amount of noise, higher regularisation parameters are necessary. As a consequence, fine
structures are smoothed out and in contrast to the case of little noise, compensation
of sub-sampling artefacts is less successful.

6.2 Computations

For the actual computations we use two noisy versions f; of the simulated k-
space data; one with small noise (¢ = 0.05) and one with a high amount of noise
(o0 = 0.95). As stopping criterion we simply choose a fixed number of iterations;
for both the low noise level as well as the high noise level dataset we have fixed
the number of iterations to 1500. The initial values used for the algorithm are
u(]? =1 with 1 € R™*! being the constant one-vector, for all j € {0,...,n}. All
0 0
)

other initial variables (v°, u°, 1i°) are set to zero.

Low Noise Level. We have computed reconstructions from the noisy data with
noise level o = 0.05 via Algorithm 1, with regularisation parameters set to A\; =
0.0621, ap = 0.0062 and a; = 0.9317 for j € {1,...,n}. We have further created
a naive reconstruction by averaging the individual inverse Fourier-transformed
images obtained from zero-filling the k-space data. The modulus images of the
results are visualised in Fig.2. The PSNR values for the averaged zero-filled
reconstruction is 10.2185, whereas the PSNR of the reconstruction with the
proposed method is 24.5572.

High Noise Level. We proceeded as in the previous section, but for noisy
data with noise level o = 0.95. The regularisation parameters were set to \; =
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0.0149, g = 0.0135 and a; = 0.9716 for j € {1,...,n}. The modulus images
of the results are visualised in Fig.3. The PSNR values for the averaged zero-
filled reconstruction is 9.9621, whereas the PSNR of the reconstruction with the
proposed method is 16.672.

7 Conclusions and Outlook

We have presented a novel algorithm that allows to compute minimisers of a
sum of convex functionals with nonlinear operator constraint. We have shown
the connection to the recently proposed NL-PDHGM algorithm which implies
local convergence results in analogy to those derived in [22]. Subsequently we
have demonstrated the computational capabilities of the algorithm by applying
it to a nonlinear joint reconstruction problem in parallel MRI.

For future work, the convergence of the algorithm in the general setting has
to be verified, and possible extensions to guarantee global convergence have to be
studied. Generalisation of stopping criteria such as a linearised primal-dual gap
will also be of interest as well. With respect to the presented parallel MRI appli-
cation, exact conditions for the convergence (like the exact norm of the bounds)
have to be verified. The impact of the algorithm - as well as the regularisation-
parameters on the reconstruction has to be analysed, and a rigorous study with
artificial and real data would also be desirable. Moreover, future research will
focus on alternative regularisation functions, e.g. based on spherical harmonics
motivated by [20]. Last but not least, other applications that can be modelled
via (1) should be considered in future research.
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Abstract. We deal with a regularized optimal control problem gov-
erned by a nonlinear hyperbolic initial-boundary value problem describ-
ing behaviour of a viscoelastic plate vibrating against a rigid obstacle.
A variable thickness of a plate plays the role of a control variable. The
original problem for the deflection is regularized in order to have the
uniqueness of a solution to the state problem and only the existence of
an optimal thickness but also necessary optimality conditions.

Keywords: Viscoelastic anisotropic plate - Variable thickness - Rigid
foundation - Regularization - Optimal control - Optimality conditions

1 Introduction

Shape design optimization problems belong to frequently solved problems with
many engineering applications. We deal here with a regularized optimal design
problem for a viscoelastic anisotropic plate vibrating against a rigid foundation.
A variable thickness of a plate plays the role of a control variable. The corre-
sponding state initial-boundary value contact problem represents one of the most
natural problem of mechanics not frequently solved because of the hyperbolic
character of the presented evolutional variational inequality. We deal here with
a plate made of short memory viscoelastic material. It characterizes construc-
tions made of concrete for example [7]. The dynamic contact for a viscoelastic
bridge in a contact with a fixed road has been solved in [3]. The similar optimal
control problems for the beams in a boundary contact are investigated in [1,4]
respectively.

Due to the variable thickness e and the contact between a bottom of the plate
and the obstacle represented by a function @ the equation for the movement
of the middle surface and the complementarity conditions have the form
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%pe(m)utt - %div [eg(x)grad U] + [eg(x)(Aijkéut,wwj + Bijketa,x; Nare
=F+G, 0<Glu—3e—@>0 in(0,7] x £2,

where I and G express a perpendicular force acting on the plate and an unknown
contact force respectively. In order to derive not only the existence of optimal
variable thickness e but also the necessary optimality conditions we regularize
the contact condition using the function

0 forw <0
w gs(w), gs(w) =4 Fw? — Zwl+ Zwdfor 0 <w < §
%w for w > 6.

in an analogous way as in [5], where the control problem for an elastic beam
vibrating against an elastic foundation of Winkler’s type was considered. We
remark that instead of the function g5 we can use any not negative nondecreasing
function g € C?(R) of the variable w vanishing for w < 0 and equaled to %w for
w > 6.

Solving the state problem we apply the Galerkin method in the same way
as in [1], where the rigid obstacle acting against a beam is considered or in
[2] where the problem for a viscoelastic von Kdrmén plate vibrating against a
rigid obstacle has been solved. The compactness method will be used in solving
the minimum problem for a cost functional. We apply the approach from [5] in
deriving the optimality conditions.

2 Solving the State Problem

2.1 Setting of the State Problem

We consider an anisotropic plate short memory viscoelastic plate with the middle
surface 2 C R2. The variable thickness of the plate is expressed by a positive
function z +— e(z), = € £2, the positive constant p is the density of the material,
Aijke, Bijre are the symmetric and positively definite tensor expressing the
viscoelastic and elastic properties of the material. The plate is clamped on its
boundary. Let F : (0,7] x 2 — R be a perpendicular load per a square unit
acting on the plate. Let ug, vg : 2 — R be the initial displacement and velocity,

and 1 2 2 2F
6/)7 Aijke P jkey Oijke P ijke f P

be the new mechanical and material characteristics. Then the vertical displace-
ment v : (0,7] x 2 — R is a solution of the following regularized hyperbolic
initial-boundary value problem
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1 .
e(x)uy — aﬁdlv [e3grad uge] + [63(x)(aijkgut,mﬂj + bijrete, ;)] ea,

- 95(%6(‘%) +@(x) - u) = f(tvx)v in (OvT] X £2.

“(tvf):%(t’g)zov te (0,T], £ €00 (2)
u(0,2) = up(x), u(0,2) = vo(z), = € 2. (3)

We introduce the Hilbert spaces
H=1I1,9), H'(Q)={yc H: D*yc H, |a| <k}, k€N
with the standard inner products (-, ), (-,-)x and the norms |- |o, || - ||x,
HY(2)={y e H () : y(€) =0, £ € N (in the sense of traces)}

and
_ %
T on

with the inner product and the norm

V=H*(2)={ye H*(2): y() (&) =0, £ € 012 (in the sense of traces)}

((y,2)) =/Q Yosa, () 20,0, () dz, |yl = ((y,9))'%, v, 2 € V.

We denote by V* the dual space of linear bounded functionals over V' with
duality pairing (F,y). = F(y), F € V*, y € V. It is a Banach space with a
norm || - [|«.
The spaces V, H, V* form the Gelfand triple meaning the dense and compact
embedings
V eses H eses V*,

We set I = (0,T), Q = I x {2. For a Banach space X we denote by L,(I; X)
the Banach space of all functions y : I — X such that ||y(-)||x € L,(0,T), p > 1,
by Loo(I; X) the space of essentially bounded functions with values in X, by
C(I; X) the space of continuous functions y : I +— X, I = [0,T]. For k € N we
denote by C*(I; X) the spaces of k-times continuously differentiable functions
defined on I with values in X. If X is a Hilbert space we set

d*v

HMNIX)={ve C*(I; X) : = € La(LX)}

the Hilbert spaces with the inner products

(u?,v7)x]dt, k € N.

IR

(w,0) rer.x) = / [(u,0)x +

1

J

We denote by w, w and w the first, the second and the third time derivative of
a function w : I — X. In order to derive necessary optimality conditions in the
next chapter we assume stronger regularity of data:
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ec By = {e € H*(2): 0 < emin < e(2) < emax V2 € 2, |le]l2 < é};
ug € VN H4(Q), ug(z) > %emax + &(x)Vx € £2; (4)
DecC(), D) <O0VECIN;, voeV, fe HY(I;H).

The symmetric and positively definite fourth-order tensors a;jre, bsjire fulfil

Qijke = Okeij = Qjikes Dijke = breij = bjike,
2X2
o >0, ao,eij€ij < aijrecijere < areigeij ¥V {eii} € Ry, (5)

Bo >0, Pocijeij < bijrecijere < Breijeij ¥ {eiz} € Ri;r?m

where the Einstein summation convention is employed and R2X2 is the set of

sym

all second-order symmetric tensors. For e, u,y € H?(£2) we define bilinear forms
A(e), Ble) by

A(e)(U,y) = egaijkéuijykﬁa B(e)(u,y) = €3bijkeuijykz~

Definition 1. A function u is a weak solution of the problem (1)—~(3) if i €
Lo(I; HY(2)), 1 € Lo(I; V), there hold the identity

/Q le(z)iiy + ae®(z)Vii - Vy + A(e; 0, y) + Ble;u, y)] dadt

(6)
= /Q [95(3e(@) + P(z) —u) + f(t,x)] ydadt Vy € Lo(I; V)

and the initial conditions

U(O) = Ug, 'LL(O) = 9. (7)

2.2 Existence and Uniqueness of the State Problem
We verify the existence and uniqueness of a weak solution.

Theorem 1. There exists a unique solution u of the problem (6) and (7) such
that we CH(I; V), i € La(I; V)N Loo(I; HY(2))NCYI; H), @ € Ly(I; H) and
there hold the estimates

lullo@vy I+ 1l vy + el o) (8)

< 00(060, a1, Bo, 1, €mins €max, €, Uo, Vo, f)7

lallo vy + il ea vy + Wl ) + 18 Ly )

S C'1(57 ), a17507 ﬁh €min; €max év”Oa’UOv f)
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Proof. Let {w; € VN H?*(£2); i € N} be a basis of V. We introduce the Galerkin
approximation u,, of a solution in a form

U () = iai(t)wi, a;(t) ER, i=1,...,m, meN,
/Q [e(@)iimw; + ae®(2) Vi, - Vw; + A(e)(ttm, w;) + B(e)(tm, w;)] do =

/ [gg(%e(x) +&(x) —um) + f(t)]wi de, i=1,...,m;
2
U (0) = o, Um(0) = Vom; Ugm — o in HA(£2), vom — v in V.

A solution originally existing only locally can be prolonged to the whole time
interval I with the a priori estimates

HUmHC(f,V) + [t o (1,v) + Ham”c(z’jp(m)

(10)
< 02(a070517507ﬂ15 €min, €max; €, U0, V0, f)

Better estimates can be achieved after differentiating the Galerkin equation with
respect to t:

limllcvy + ltimll Lo vy + lidmll oz, (o))

< 03(67 ag, a1, Bo, B1, €min, €max; €; U0, Vo, f)

(11)

We proceed with the convergence of the Galerkin approximation. Applying
the estimates (10) and (11), the Aubin-Lions compact imbedding theorem [9],
Sobolev imbedding theorems and the interpolation theorems in Sobolev spaces
[8] we obtain for a subsequence of {u,,} (denoted again by {u,,}) a function
we O(I,V) with @ € Loo(I, V), i € Loo(I, H'(£2)) and the convergences

i —* i in Leo(I, H'(£2)),

i — i in La(I, V),

Um —" U in Loo(L;V),

Uy — U in C(I;V),

Um — U in CY(I; H>¢(2)) V € > 0,
U — U in CY(I;C(92)).

(12)

The convergence process (12) implies that a function w fulfils for a.e. t € T

/ eiiw + ae®(2)Vii - Vw + A(e; i, w) + B(e;u,w)| dx
? (13)
= /Q [95(3e(z) + D(z) —u) + flwdz, Vw e V.

The identity (6) follows directly after setting w = y(t,-), y € La(I; V) in (13).
The estimate (10) together with the convergences (12) implies the estimate (8).
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Due to the differentiability of gs, f we obtain the third time derivative U €
Lo(I; H) fulfilling

/ (U (e(z)y — div (e*(2)Vy)) + Ale;ii,y) + Ble; i, y)] dwdt
N . (14)
= /Q [—gé(%e(m) +P(z) —uw)u+ f(t,x)} ydedt Vy € Lo(I; V).

The estimate (9) is then the consequence of (11) together with the convergences
(12) and the relation (14). The proof of the uniqueness can be performed in a
standard way using the Gronwall lemma.

Remark 1. The constant Cy(a, B, €min, €max; €, Uo, Vo, f,q) in the estimate (8)
does not depend on ¢ for § € (0,dp). It is possible to derive the existence of
a variational solution u of the original problem with the rigid obstacle in a simi-
lar way as in [2], where the method of penalization was applied. We can use the
limit of a subsequence of solutions {us, }, 6, — 0+ to the problem (6), and (7)
for § =4, n € N instead of the sequence of penalized solutions.

Let K be a closed convex set in Lo (I; V') of the form

K :={y € Lo(I;V); y € Lo(I; H'(2)), y > Le + o} (15)
A function u € K such that u € Ly(I; V) and u(0, -) = ug solves the initial value

problem for a nonstationary variational inequality

/Q (A(es i,y —u) + Ble;u,y — u) — ae®*Vi - V(y — ) — ei(y — ) dz dt

+ / (ae®Vi - V(y —u) + ety — u))(T, ) dx
‘ (16)
> /Q (aVug - (Vy(0,-) — Vug) + vo(y(0, ) — uo)) da

+/f(y—u)dxdt Yy € K.
Q

3 Optimal Control Problem

3.1 The Existence of an Optimal Thickness

We consider a cost functional J : Lo(I;V) x H?(2) — R fulfilling the
assumption

up = win Ly(I;V), en = e in H(2) = J(u,e) < liminf J(uy,e,)  (17)

and formulate
Optimal control problem P : To find a control e, € E,q such that
J(ulex), ex) < J(ule),e) Ve € Eqq, (18)

where u(e) is a (unique) weak solution of the Problem (1)—(3).
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Theorem 2. There exists a solution of the Optimal control problem P.

Proof. We use the weak lower semicontinuity property of the functional J and
the compactness of the admissible set E,q of thicknesses in the space C'(£2). Let
{en} C Eq4q be a minimizing sequence for (18). i.e.

lim J(u(e,);en) = inf J(u(e),e). (19)

n— 00 e€EFqq

The set E,q is convex and closed and hence a weakly closed in H?(§2) as the
closed convex set. Then there exists a subsequence of {e,} (denoted again by
{e,}) and an element e, € E,q such that

en — e, in H2(0), e, — e, in C(£2). (20)

The a priori estimates (8), Sobolev imbedding theorems and the Ascoli theorem
on uniform convergence on I imply the existence of a function u* € C(I; V') such
that @ € Loo(I; V)N C(I; HY(2)), ii € Loo(I; H'(£2)) and the convergences
ii(en) —* ii* in Loo(I; HY(2)),
w(en) —* 4" in Loo(I; V), (en) — @ in C(I; H'(£2)), (21)
Cl

u(en) =* u* in Lo (I; V), u(en) — u* in C(I;C*H(£2))

for a chosen subsequence. Functions wu, = u(e,) solve the initial value state
problem (6), and (7) for e = e,. We verify that u, solves the problem (6),
and (7) with e = e,. The previous convergences together with the Lipschitz
continuity of ¢gs imply

enily — exilye in Lo(Q), €3y — eZily in La(Q), i =1, 2;
€t i; — €3lj in Lo(Q), €3unj — 2uyy in La(Q), 4, j € {1,2};
95(3(en + D —up) = g5(5(ex + P —u) in La(Q).
Then u, = u(e,) and hence
u(en) = ules) in Lo(I; V), e, — e in H*(12).
Property (17) together with (19) then imply that

J(u(ex),ex) = min J(u(e),e)

e€EFE,q

and the proof is complete.

3.2 Necessary Optimality Conditions
We introduce the Banach space W = {w € H*(I;V) : 1 € Lo(I;V*)} with a

norm
lwlw = lwllzs vy + 191 Lo r2v)
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and operators A(e) : W — Lo(I; V*), B(e) : H*(£2) — La(I; V*) by

(A(e)z,y)) = / Hley — adiv (V)] de dt+
/ AW©)(,9) + B@)(z,y) + gh(w(e))zy] dadt,

((B(e)h,y)) = [ hli(e)y — 3adiv (e*Vy)] dzdt+

S— 3

(23)

[ n|aeen + ) - o] wa
Q

w(e) = %e + & —ule), y € Loy(I; V).
In a similar way as in [5] or [6] the following theorem about Fréchet differentia-
bility of the mapping e — u(e) can be verified.

Theorem 3. The mapping u(-) : Eqq — W is Fréchet differentiable and its
derivative z = z(h) = u/(e)h € W, h € H?(2) fulfils for every e € E,q uniquely
the operator equation

Ale)z = —B(e)h, z(0) = 2(0) =0 (24)

Proof. The existence of a solution z to the Eq.(24) can be verified using the
standard Galerkin method and its uniqueness by the Gronwall lemma.

We proceed with the differentiability of e — z(e) :

Let h € H?(2) with e+ h € E,q and

r(h) = u(e + h) —u(e) — z(h)

We have
A(e)r(h) = A(e)[u(e + h) — u(e)] + Ble)h,

and verify

=o(h) ie. lim r(h): z(h) =u'(e
r(h) = o(h) i.e. ||h1|\2—>0 P 0 = z(h) (e)h.

In order to derive necessary optimality conditions we assume that the cost
functional J(-,-): La(I; V) x H?(£2) — R is Fréchet differentiable.
The optimal control problem can be expressed in a form

.7(6*) = eIenEi'?dj(e)’ ](6) = J(u(6)7 6). (25)

The functional j in (25) is Fréchet differentiable and its derivative in e, € Eqq
has the form

(7' (ex), h) = ((Julu(es), ex),u' (e h)) + (Je(ules), ), h) 2, h € H?(£2) (26)

with the duality pairings ((-,-)), (,-)—2 between Lo(I;V)* and Lo(I;V),
(H?(2))* and H?(£2) respectively.
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The optimal thickness e, € E,q fulfils the variational inequality
(4'(ex), e — €x)—2 > 0 Ve € Eqq. (27)
which can be expressed in a form
((Ju(ules), ex), ' (ex) (e — €x))) + (Je(ules), ex)ye — ex)—o > 0 Ve € Eqq.  (28)

Applying Theorem 3 we obtain necessary optimality conditions in a form of
a system with an adjoint state p:

Theorem 4. The optimal thickness e, the corresponding state (deflection)

u* = u(es) and the adjoint state p* = p(e) are solutions of the initial value

problem
/ [ecui,y + ae®Vug, - Vy + A(e) (uy,y) + Ble)(u*,y)] dwdt
Q

Z/ [%(%e—i—@—u*)+f(t7x)]ydxdt Vy e Lo(I; V),
Q

u*(0) = ug, u;(0) = vy,
Ale)ps = —Ju(u”, e.); p™(T) = p;(T) =0,
((Blex)(e —es),p™)) + (Je(u*,es),e — ex)_o > 0 Ve € Equyq.

Remark 2. If the partial derivative e — J.(u(e),e) is strongly monotone i.e.
(Je(u(er),e1) — Je(u(ea), e2), e1 — ea)a > N|le||3 Ve, ea € H*(2), N >0,

then it is possible after using the variational inequality (28) to obtain for suffi-
ciently large N the uniqueness of the Optimal control e,.

Remark 3. We have mentioned in Remark 1 that there is a sequence {0,,}, §, —
0+ such that a corresponding sequence of regularized solutions us, of (6), and
(7) converges to a solution u of the original problem. If e, = e, (d,,) is a sequence
of optimal thicknesses tending to some €, € F,4 then it is an open question if
€x € E,q is a solution of the corresponding Optimal control problem connected
with the Problem (16). In this case there is no uniqueness of solutions and hence
this Optimal control problem has the form

Optimal control problem P : To find a couple {i, &, } € U x E,q such that
J(ﬂ*vé*) S J(ua 6) V{U,B} eU x Ead7

where
U={ueK; ue Ly(I;V), u(-,0) = up and (16) holds}.
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Abstract. In this paper, the abort landing problem is considered with
reference to a point-mass aircraft model describing flight in a vertical
plane. It is assumed that the pilot linearly increases the power setting
to maximum upon sensing the presence of a windshear. This option is
accounted for in the aircraft model and is not considered as a control.
The only control is the angle of attack, which is assumed to lie between
minimum and maximum values. The aim of this paper is to construct
a feedback strategy that ensures a safe abort landing. An algorithm for
solving nonlinear differential games is used for the design of such a strat-
egy. The feedback strategy obtained is discontinuous in time and space
so that realizations of control may have a bang-bang structure. To be
realistic, outputs of the feedback strategy are being smoothed in time,
and this signal is used as control.

Keywords: Aircraft model - Penetration landing - Abort landing -
Differential game - Hamilton-Jacobi equation - Grid method - Feedback
strategy + Optimal trajectories

1 Introduction

Many aircraft accidents are caused by severe windshears such as e.g. downbursts.
A downburst appears when a descending column of air hits the ground and
then spreads horizontally. This phenomenon is especially dangerous for aircrafts
during landing or take-off, because a headwind can be followed by a downdraft
and then by a tailwind at relatively low altitudes.

There are a large number of works devoted to the problem of aircraft control
in the presence of severe windshears. In particular, papers [1-8] address the
problem of aircraft control during take-off in the presence of windshears. In
works [1,2], the wind velocity field is assumed to be known. It is shown that
open loop controls obtained as solutions of appropriate optimization problems
provide satisfactory results for rather severe wind disturbances. Nevertheless, it

is clear that the spatial distribution of wind velocity cannot be measured with
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an appropriate accuracy, and therefore feedback principles of control design are
more realistic. Different types of feedback controls are proposed in papers [3-6].
In [3], the design of a feedback robust control is based on the construction of an
appropriate Lyapunov function. Robust control theory is used in [4] to develop
feedback controls stabilizing the relative path inclination and, in [5,6], for the
design of feedback controls stabilizing the climb rate. In papers [7,8], feedback
controls, which are effective against downbursts, are designed using differential
game approach (see e.g. [9]). The value function, which is a viscosity solution (see.
e.g. [10,11]) of an appropriate Hamilton-Jacobi equation, are computed using
dynamic programming techniques described in [12,13]. Both the case of known
wind velocity field and the case of unknown wind disturbance are considered.

An approach based on differential game theory is used in paper [14] in con-
cern with the problem of landing. A full nonlinear system of model equations is
linearized and reduced to a two-dimensional differential game using a transfor-
mation of variables. The resulting differential game is numerically solved, and
optimal feedback controls are constructed.

Paper [15] considers the penetration landing problem with reference to flight
in a vertical plane. The model is governed either by one control (the angle of
attack, if the power setting is predetermined) or two controls (the angle of attack
and the power setting). The wind field is simulated by a downburst, and an near-
optimal open-loop control is computed.

Works [16-20] refer to the abort landing problem. In paper [16], the opti-
mization problem, a Chebysbev problem of optimal control, is converted into
a Bolza problem through suitable transformations. The Bolza problem is then
solved employing the dual sequential gradient-restoration algorithm for optimal
control problems. Numerical results are obtained for several combinations of
windshear intensities, initial altitudes, and power setting rates. Papers [17-19]
are also concerned with a Chebysbev problem of optimal control. They utilize
a multiple shooting method to compute a near-optimal control maximizing a
performance index and providing necessary state constraints. Paper [20] deals
with the application of differential games theory to take-off and abort land-
ing problems. The same as in [1,16], nonlinear aircraft model describing flight
in a vertical plane is considered, the dynamics equations are linearized about
some reference trajectory, and the resulting differential game is reduced to a
two-dimensional one under the assumption that the performance index is being
computed at a fixed termination time and depends on two state variables. Feed-
back strategies are constructed in the form of switch lines that divide the reduced
two-dimensional state space into components where certain constant values of
control are prescribed. A careful tuning of this method, which includes the use of
a “sliding” termination time, allows the author to obtain trajectories comparable
with those from work [16].

The current paper concerns with the abort landing problem considered in
[20] in the framework of differential game theory. The difference consists in the
application of numerical methods described in [12,13] to the original nonlinear
model reported in [16]. Moreover, a performance index of Chebysbev type is
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used in the current paper. The optimal trajectories are comparable with these
obtained in [16,20]. It should be noted that the method described in the current
paper does not require fine tuning of parameters.

2 Model Equations

We use a simplified aircraft model describing flight in a vertical plane, see papers
[1,2,16]. Hence, the following system of four ordinary differential equations gov-
erning the horizontal distance x, the altitude h, the aircraft relative velocity V,
and the relative path inclination  is considered:

=V cosvy+ W,
h= Vsiny + W,
mV =T cos(a + 0) — D — mgsiny — mW, cosy — mWj, sin~,

(1)
mV+4 = Tsin(a + 8) + L — mg cosy + mW, siny — mW, cos~.

Here, « is the angle of attack; W, and W), are the longitudinal and vertical
components of the wind velocity, respectively; g is the acceleration of gravity;
m the aircraft mass; § the thrust inclination; T, D, and L are the thrust, drag,
and lift forces, respectively. The following definitions hold:

Bo + Bot, t €[0,t0]

T: ﬂ(t)(AQ +A1V+A2V2), ﬂ(t) = {1 te [tO tf] ’

1 1
D::icbpsv% Cp = By + Bia + Bya?, L::ichpsv%

C, o CO+0104; CYSCY**
L= Co+ Cra+ Co(a — aux)?, @ € [, il

where §(+) is a function that changes the power setting at time ¢y, upon sensing
the presence of a windshear; ¢y is the end time; and By, Bo, sy, Quys are given
constants. The attack angle « is considered as the control parameter constrained
by the inequalities 0 < a < ..
If the components W, (x, h) and Wj,(z, h) of the velocity field are known, the
derivatives W, and W), in model (1) are computed using the first two equations.
Two wind velocity field models are used in our simulations.

Wind Model 1. The first, downburst, model is borrowed from [3]:

0, r<a
_k, (x_a) CCSCL _k(h/h*)(('z:g)’ aS-TSC
We = _k+2k(b—a)’ asz<bh; W= —k(h/h*)(b—xg c<z<b
k, x> b. (b—c) "7

X
0, x>,
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where a, b, ¢, and k are parameters defining the location and the strength of the
downburst. It was set £ = 50, which corresponds to strong-to-severe windshears.

Wind Model 2. The second, double vortex model, is taken from [4]. It has
two cores of radius R located symmetric about the vertical line x = 1500. The
vortex motion of air about the centres of the cores occurs as follows. Inside of
each core, the tangential speed, Wy, of wind increases linearly from zero (at the
center) to a maximum value Wy (at the core boundary). Outside of the core,
Wy decreases in inverse proportion to the distance from the core. In the polar
coordinate system with the origin at the core center, the tangential speed of
wind is given by the formula

{WOT/R, 0<r<R,
Wy =

Wo R/r, r > R.
It was chosen Wy = 100, which corresponds to strong-to-severe windshears.
The conflict control problem is stated in the same way as in [20]:

mV =T cos(a+ 8) — D — mgsiny — mW, cosy — mWj, siny

mV+y = T'sin(a + 6) + L — mg cosy + mW, siny — mW, cosy @)
W, =—-k W, —v1)

Wh = —K (Wh — 7)2).

Here, v and vy are artificial disturbances that may have instantaneous jumps.
The wind components W, and W}, smoothly track v; and wve, respectively, with
a time lag depending on the parameter x (set £ = 0.2). The following constraints
are imposed (cf. [20]):

a €10,16] deg, |vi| <50 ft/s |vz| <20 ft/s. (3)

3 Problem Statement

Two problem statements will be considered. In both cases, the wind velocity
field is supposed to be unknown. Feedback controls will be constructed from the
corresponding conflict control problems.

P1. The objective of the control « in system (2) is to maximize a payoff func-
tional defined below, i.e.

J= min (V(7)siny(7) + Wy(7)) —» max min . 4
T€[07tf]( (7) siny(7) & )) al] vi(:),v2(-) @

It is easily seen that the expression in the parentheses of (4) is the climb rate
h(t). Besides, the maximum in (4) is taken over all feedback strategies a.

In this variant, the full four-dimensional differential game (2)—(4) will be
numerically solved.
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P2. In the second variant, the idea to derive an equation for the climb rate (see
[6]) is used. Computing h from system (2) yields the formulae

. T D L
h = —[cos (a + ) siny + sin (a + §) cosy] — — siny + — cosy — g,
m m m

% hocosy = \/1 — (h—Wy)2/v2.

Thus, the following system arises:

siny =

h=z 2= Z(z,a, V,Wp),

where the function Z is defined by the above formulae. Moreover, the payoff
functional is chosen the same as in P1:

J= min z(t) — max min
T€[0,t4] al] V(),Wa(")

It should be noted that the vertical wind velocity, W},, and the relative velocity,
V, are considered as disturbances. The same constraints as in [7,8] are imposed:

0<a<16 deg, Ve [‘/ref — 20, ‘/ref]v Wy € [71003 0]7 (5)

where Vier = 276ft/s is a reference value. It is worth to mention that only
negative deviations of V' and W), from their reference values are taken in (5),
because negative deviations are more dangerous.

4 Numerical Method

Let us shortly outline the solution method for problems P1 and P2. The descrip-
tion will be given in terms of general nonlinear differential games, which is similar
to that presented in [7,8].

4.1 Differential Game and Value Function

Consider a differential game defined as follows:
&= f(t,z,o,8), t€[0,t5], rt€ R*, o € ACRP, € BC R (6)

where x is the state vector, a and (3 are control parameters of the first and
second player, respectively. The sets A and B are given compacts. The game
starts at to € [0,ty] and finishes at ¢;. The objective of the first player (control
«) is to minimize the functional

J(z(-)) = min o(x(7)). (7)
TE[to, tf]
It is assumed that the first player uses pure feedback strategies, i.e. functions

of the form:
A: [0, tf] x R" — A.
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The second player (wind) uses feedback counter strategies:
B°:[0,tf] x R" x A— B.

Thus, it is assumed that second player can measure the current value of the
attack angle (“future” values are not available), which meets the concept of
guaranteeing control.

For any initial position (to, zo) € [0,¢7] xR™ and any strategies A and B¢, two
functional sets X (o, x0,.A) and Xa(tg, xo, B¢) are defined (see [9]). It is proven
in [9] that the differential game (6), (7) has a value function defined by:

V(to, x¢) = max min J(z(-)) = min max J(x(+))-
( 0 O) A z(- )X (to,x0,A) ( ( )) Be z(-)€Xa(to,x0,B°) ( ( ))

It is known (see [10-12]) that the value function is a viscosity solution of the

Hamilton-Jacobi equation:

Vi + H(t,x,V;) =0, where H(t,z,p) = glgggggm ftz,a,B).  (8)

4.2 Grid Method for Computing the Value Function

To compute viscosity solutions of (8), the following finite difference scheme can
be used (see [7,8,12,13]).

Let hq, ..., h, and 7 be space and time discretization steps, and F' an operator
defined on continuous functions by the relation

F;t,7)(x) = rélezii(gleigV(m—i-Tf(t,%mﬁ)) (9)

Set A=ts/T, ty=4Lr, £=0,..., A, and introduce the following notation:
Vz(l'il, ,xln) = V(t[,ilhl, ,Znhn), O'h(.’bil,...,xin) = J(ilhl, ,’thn)

The following backward in time finite-difference scheme yields an approxi-
mate solution:

V= ma { PV i) 0"} V=0t = 4411 (10)

Here, £; is an interpolation operator that maps grid functions to continuous
functions.

4.3 Control Design

During the performance of the algorithm (10), the optimal grid values of the
attack angle,

L
i1i2...1n,

. Y4
= arg max min LnV)(@irig..in, + T (e, Tiyin. in, 0, 8)),

[0

are stored on a hard disk for all /. The control at a time instant ¢, and the
current state z(t;) is computed as Lp[a](z(ts)), where a® denotes the grid

3 S
function of ,;, ;.
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5 Simulation Results

This section describes numerical results of simulations where optimal controls
obtained in problems P1 and P2 work against wind models 1 and 2. Numerical
values of parameters appearing in our considerations are the same as in [3,16,20].
The parameters correspond to Boeing-727.

In all simulations, ¢ € [0,40]s, and the initial values of the state variables are
chosen the same as in [16,20]: 2(0) = 0, 2(0) = 600ft, V(0) = 239.7 feet /s, and
~7(0) = —2.249 deg.

In all figures, the horizontal axes measure either the traveled distance (from
0 to 10700 ft) or the time of flight (from 0 to 40s).

The calculations are performed on a Linux SMP-computer with 8xQuad-Core
AMD Opteron processors (Model 8384, 2.7 GHz) and shared 64 GB memory. The
programming language C with OpenMP (Open Multiprocessing) support is used.
The efficiency of the parallelization is up to 80%.

Simulation 1. An optimal feedback strategy af] computed from problem P1
works up against wind models 1 and 2 in the simulation of model (1). When
solving problem P1, a 100 x 10 x 40 x 40 grid in the state space (V,~, W, W},)
is used. Another variant concerns the application of sparse grid techniques (see
e.g. [21]). Namely, the grid functions V* are stored on a sparse grid, and the
operator L is implemented as interpolation on this grid.

Simulation 2. An optimal feedback strategy a[-] computed from problem P2
works up against wind models 1 and 2 in the simulation of model (1). When
solving problem P2, a 400 x 200 grid in the state space (h, h) is used.

Figure 2A shows that the maximal attack angle guidance fails against wind
model 1. The reason is that the aircraft relative velocity drops just in the begin-
ning of the trajectory because of the large attack angle.

Figure 1A shows Simulation 1 in the case of wind model 1. It is seen that the
angle of attack is close to zero in the beginning of the trajectory. The aircraft
drifts down for a while and gains the relative velocity, which enables a safe abort
landing. Figure 1B shows the same but for wind model 2.

Figure 2B shows Simulation 1 for wind model 2 in the case where the differ-
ential game (2) is solved using sparse grid techniques.

Figure 3 shows the change of results if the output, @, of an optimal feedback
strategy found from the differential game (2) is being smoothed using the filter
& = —(a—a) when computing trajectories in model (1). Wind model 1 is used in
this simulation. It should be noted that a comparable divergence of trajectories
occurs when using wind model 2.

Figure 4 shows the difference of results in Simulations 1 and 2. Wind model 1
is used in both simulations. The solid line corresponds to Simulations 1, and the
dashed one stands for Simulation 2.

Note that our simulation results are in a good agreement with those of paper
[16] where an open loop control is designed for the aircraft dynamics given by (1).
Besides, our results are in conformity with those of paper [20] where a control
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Fig. 1. Simulation of system (1) with an optimal feedback control found from the
differential game (2). (A) wind model 1; (B) wind model 2.

A B
1000 1000
h h
500 500 U
0 0
0 3000 6000 9000 0 3000 6000 9000

Fig. 2. (A) Simulation of system (1) with wind model 1 and « = 16 deg. (B) Simulation
of system (1) with wind model 2 and an optimal feedback control found from the

differential game (2) using sparse grid techniques.
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2000 18

1000 0

\\\/

0 -18
0 20 40 0 20 40

Fig. 3. The change of results if the output of an optimal strategy found from the
differential game (2) is being smoothed with a filter. Wind model 1 is used. The dashed
line shows the case of smoothing.

800

500

0 20 40 0 20 40

Fig. 4. The difference of results in Simulations 1 and 2. Wind model 1 is used in both
simulations. The solid line corresponds to Simulation 1, and the dashed line stands for
Simulation 2.

based on the computation of switch lines in an appropriate two-dimensional
linear differential game is constructed.

6 Conclusion

The current investigation shows that methods based on the theory of differential
games can be successfully applied to nonlinear conflict control problems con-
cerned with aircraft maneuvers under windshear conditions. The paper demon-
strates that the approach based on the solution of nonlinear differential games
yields feedback controls that can work against strong-to-severe wind disturbances
in abort landing. It should be noted that this approach does not require spe-
cial adaptation of the controller to the problem, and, on the other hand, it is
competitive with other approaches based, e.g. on robust control theory.

Acknowledgements. This work was supported in part by the DFG grant TU427/2-1.
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Abstract. This paper concerns the problem of aircraft control during
the takeoff roll in the presence of severe wind gusts. It is assumed that
the aircraft moves on the runway with a constant axial acceleration from
a stationary position up to a specific speed at which the aircraft can go
into flight. The lateral motion is controlled by the steering wheel and
the rudder and affected by side wind. The aim of control is to prevent
rolling out of the aircraft from the runway strip. Additionally, the lateral
deviation, lateral speed, yaw angle, and yaw rate should remain in cer-
tain thresholds during the whole takeoff roll. The problem is stated as
a differential game with state constraints. A grid method for computing
the value function and optimal feedback strategies for the control and
disturbance is used. The paper deals both with a nonlinear and linearized
models of an aircraft on the ground. Simulations of the trajectories are
presented.

Keywords: Aircraft runway -+ Lateral runway model
Differential game * Grid method

1 Introduction

Control of aircraft on the ground is a very complicated problem because of
nonlinear effects playing a significant role in the dynamics of aircraft. Moreover,
severe wind gusts may lead to rolling out from the runway, especially during
high-speed roll.

The following investigations are devoted to the enhancement of aircraft-on-
ground models and to the development of controllers providing safe ground oper-
ations, including taxing and takeoff run.

In the report [1], a detailed explanation of essential requirements and basic
assumptions for aircraft modeling is given, including a description of various
elements needed in the model structure. The main focus lies on the description
of the interface between the aircraft and the runway pavement.
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In paper [2] a bifurcation analysis of steady-state solutions and a transient
analysis are applied to the study of the behavior of aircraft on the ground. A
general approach to assess an aircraft’s performance during taxiway manoeuvres
is introduced. This allows to the author to find maximal loads during taxiway
manoeuvres, which is important for assessing existing regulations for the certi-
fication of aircraft.

The work [3] presents results and interpretations from the analytical analysis
aimed to uncover the dominant directional characteristics of the aircraft. Three
mathematical models, of growing complexity, of the aircraft on the ground are
used. Some fundamental dynamic characteristics such as e.g. the yaw rate to
steering command transfer function are determined.

Paper [4] presents the study of a yaw rate control of the aircraft on the
ground. A highly nonlinear realistic model of the aircraft is used, and the con-
trol design is based on the feedback linearization technique aimed to design a
non-linear controller that forces the system output to follow a linear reference
behavior. This approach supposes that the linear reference model perfectly cor-
responds to the real system. It should be noted that wind disturbances are not
included into the study.

Paper [5] uses a simplified LFT (Linear Fractional Transformation) model
of an aircraft on the ground. In particular, the nonlinear lateral ground forces
are reduced to saturation-type nonlinearities. A robust anti-windup control tech-
nique is applied to the simplified model to improve lateral control laws to exclude
oversteer when working against lateral wind step inputs.

The works [6,7] are devoted to modeling of the takeoff and landing phases
for an unmanned aerial vehicle. The investigation is aimed to the development
of an automatic takeoff and landing control system reducing effects of human
pilot errors. The main attention is concentrated on the takeoff phase and, in
particular, on aircraft’s lateral motion during the takeoff roll. The authors apply
transfer function techniques to a linearized model of the aircraft on the ground
to design a controller. This approach does not provide safety against worst-case
disturbances.

Paper [8] concerns the application of differential game theory (see e.g. [9])
to the aircraft takeoff roll. A linearized model of aircraft’s lateral motion on the
runway is considered there, and a conflict control problem, differential game, is
formulated. It is assumed that the first player, autopilot, uses feedback strate-
gies to minimize the objective functional of the form J = U(y(T)7 y(T)), where
y is the lateral deviation, and T is a fixed termination time. The second player,
side wind, strives to maximize the objective functional using all possible con-
strained non-anticipative strategies. Thus, the lateral position and velocity of
the aircraft are evaluated only at the termination time T, which is insufficient
from the technical point of view. The reason to use such a simplified functional
is that the authors could solve only two-dimensional games that time, and this
simplification allowed the authors to reduce the original differential game to a
two-dimensional one using a variable transformation. The main result of this
paper is the construction of optimal feedback strategies of the autopilot in the
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form of switch lines that divide the reduced two-dimensional state space into
components where certain constant values of control are prescribed. A similar
representation of optimal strategies of side wind is also found.

The following limitations of this investigation should be mentioned. First,
the transformation reducing the original differential game to a two-dimensional
one is of course not invertible, and therefore imposing state constraints in the
original problem is impossible. Second, the strategies found from the linearized
model were not tested in the original nonlinear system. All these reasons give
rise to the motivation to investigate the problem with modern tools for solving
nonlinear state constrained differential games.

The current paper deals with the problem of aircraft control during the take-
off roll and enhances the work [8]. The modification consists in the application of
modern grid methods for solving nonlinear differential games (see [10,11]) to a
nonlinear lateral motion runway model derived in [6,7]. These methods allow us
to solve nonlinear differential games of a relative high dimension with accounting
for state constraints. Speaking more certainly, it is now possible to consider the
objective functional of the form J = max,¢[o 7] U(xl(T), ...,xn(r)), n=4orb5,
and therefore to constrain all state variables for all time instants. This allows
us to develop a control law that prevents rolling out of the airplane from the
runway.

The model parameters are fitted to the characteristics of Boeing-727.

2 Model Equations

Consider an aircraft during the takeoff roll (see Fig.1).

/ /

w

Fig. 1. Aircraft during the takeoff roll under wind gusts.

Let the state variables be defined as follows: y is the lateral deviation, V' the
lateral velocity, ¢ the yaw angle, and R the yaw rate. The model derived in [6]
reads:

y=V,
V =-UR+ (F, + F,)/m,

1/):Ra

R = (Mu + Ma)/IZ

(1)

Here, U = at is the axial velocity increasing linearly with time ¢ according
to the acceleration a; F,, and M, are the undercarriage forces and moments,
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respectively; F, and M, are aerodynamic forces and moments, respectively; m
is the aircraft mass, and I, is the z-axis moment of inertia. The expressions for
the forces and moments are given by the formulas

V+I,R .
F, = N,Cpa [arctan +T — 55} cos0s — Nypiysind,
V—-IL.R V—-Il.R
N aa L Nrcaa t 7771;
+ N;Cy arctan U+1.2R + arctan U—1./2R
2
V+ IR (2)

M, =1sN;Cpa [arctan — 65] cosds — lsNgpiysind,

V—-InR V—-I,R
— lleCaa arctan m - lmNT’COza arctan m,
Fo=q- S - (Cyﬂﬂ + b/(ZVa)CyTR + Oy5r5r)a
(3)
My=b-q-S - (CppB+b/(2V,)CprR + Cps,.0y).

Here, V, = /U? + (V —W)2 is the air speed, W the velocity of side wind;
q = 1/2pV? the dynamic pressure; 3 = arcsin ((V — W)/V,) the sideslip angle;
ds the steering wheel deflection; and ¢, the rudder deflection. It is assumed
that §; = 1/30, for balanced manoeuvres. The control variable, u, and the
disturbance, v, are introduced as follows:

w:=0, € [-25,25]deg, v:=W € [-17,17]m/s. (4)
The following notation for the components of the state vector is used below:
1=y, x9:=V, x3:=17, x4:=R. (5)

The coefficients appearing in (1), (2), and (3) are listed in Table 1. The model is
considered on the time interval ¢ € [0,T], where T' = 34s.
The linearized, non-stationary, model reads:

Ty = T2,

To = age(t)xa + ags(t)xs + aga(t)xs + ags(t)u + ca(t)v,

T3 = x4, (6)
&g = ag2(t)xa + ag3(t)xs + asa(t) x4 + ags(t)u + ca(t)v,

= —k(u—a).

Here, an artificial control « that may have instantaneous jumps is introduced.
The physical control u (= §,) smoothly tracks @ with a time lag depending on
the parameter k. The artificial control is constrained just as u in (4).
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Table 1. Model coefficients approximately corresponding to Boeing-727.

Notation | Name Value | Units
CG Center of gravity - -

I Coeflicient of kinetic friction 0.5 -

p Air density 1.207 | kg/m?
m Aircraft mass 288773 | kg

S Wing area 511 m?

b Wing span 60 m

I, z-axis moment of inertia 67.38¢e6 | kg - m?
ls Distance from CG to steering wheel along x 28.36  |m

lm Distance from CG to main wheels along = 1.64 m
I, Distance from CG to left/right main wheel along y |6 m

lw Distance between main wheels (L, = l; + I,) 12 m

lr, Distance from steering to main wheels (Ir, =I5 + l») | 30 m

N Normal reactions at steering wheel 154.863 | kN
Ni, N, Normal reactions at main wheels 1338.99 | kN
Caa Tire cornering coefficient 0.25 1/rad
Cyp Output of y-force due to sideslip angle -0.9 1/rad
Cyr Output of y-force due to yaw rate 0 1/rad
Cys. Output of y-force due to rudder deflection 0.120 |1/rad
Chp Output of yawing moment due to sideslip angle 0 1/rad
Chr Output of yawing moment due to yaw rate —0.280 |1/rad
Chs, Output of yawing moment due to rudder deflection | —0.1 1/rad

The coefficients appearing in (6) are defined by the formulas

)
)
)= —0.138 - 107 2(1 — 100/¢),
)=-02-10"%¢240.32-1071(1 — 0.01¢),

azp(t) = —0.132-107¢,  ags(t) = —0.464 - 1072 €2,

) =0.715-10"*(1 — 100/¢),

)= —0.164- 1072 &% — 0.3(1 — 0.01¢),

ca(t) = 0.345 - 1072¢,  ¢u(t) =0.132-107%, £:=t+1, k=4.

The model is considered on the time interval ¢ € [0, T], where T' = 34s.
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3 Numerical Method

Let us shortly outline the solution method that is applicable both to linear and
nonlinear problems. The description will be given in terms of general nonlinear
differential games, see [9,12,13].

3.1 Differential Game and Value Function

Consider the differential game
&= f(t,z,u,v), z€R", wePCRP, wveQ@CRI, (8)

where u and v are control parameters of the first and second player, respectively.
The sets P and @ are given compacts. The game starts at ¢y € [0, 7] and finishes
at T. The aim of the first (resp. second) player is to minimize (resp. maximize)
an objective functional of the form:

J(z(-)) = max {00 (z(T)), max cr(:c(T))} , (9)

TE[tQ,T]

where og and o : R™ — R are given functions.

The value function, W, is informally defined by the relation

W(t,z) = max min J(x(-)) = min max J(x(+)),
where the minimum is taken over all admissible feedback strategies of the first
player, and the maximum is computed over the so-called feedback counter-
strategies of the second player (see [9]). This means that the second player
(e.g. wind) can measure the current choice of the first player (e.g. the ruder
deflection), which makes the second player more dangerous.

It should be noted that the strong definition of the value function (see [9]) is
more complicated than that, because the strategies are in general discontinuous
functions of x, and therefore cannot be directly substituted into (8) in place of
u and v.

The value function plays a very important role, representing the guaranteed
result of the players. For example, let the game starts from a position (tg,xo),
and W(tg,zo) < 0. Then, there exists a feedback strategy U such that, for all
trajectories x(-) generated by U and any V¢, the inequalities o¢(z(7T)) < 0 and
o(z(t)) <0, t € [to, T], hold. This can be interpreted as obtaining a guaranteed
gain at the termination time 7" and keeping the object inside of prescribed state
constraints at any time instant. Moreover, as the Subsect. 3.3 shows, optimal
strategies of the players can be constructed in the course of computing the value
function. Besides, an optimal feedback counter-strategy of the second player is
directly derived from the value function.
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It is established, see [10,14,15], that the value function is a viscosity solution
of the following Hamilton-Jacobi equation:

Wi+ H(t, 2, W,) = 0, where H(t,x,p) = milrgmaé((f(t, Z,u,0),D). (10)
ueP ve

This correspondence has given rise to numerical methods for computing value
functions. The next subsection describes a grid method developed for computing
viscosity solutions of (10) and, therefore, value functions in the differential game

(8)-(9)-

3.2 Grid Method for Computing the Value Function
To compute the value function, the following finite difference scheme is used, see
[10-13)].
Let hq,..., hy,, and 7 be space and time discretization step lengths.
Set L=T/7, ty =41, £=0,1,..., L, and denote
Wz(a:il, [P ,xin) = W(KT,ilhl, .. ,inhn),

Ug(xil, e 7$in) = Uo(ilhl, . ,inhn), Uh(l‘il,. . .,l‘in) = U(ilhl, .. ,Znhn)

Let ¢ be a grid function. Assume that the variable x runs over all grid nodes and
define the following upwind operator:

n

F(cit, 7, by ey hn) () = i A+l
(Cv s Ty 1y eeey )(x) c(x)—’—ng}glgleagi:l(pz fz +pz i )7

where f; = fi(t,x,u,v) are the right hand sides of the control system, and
at =max{a,0}, a = min{a,0},
Pl = [c(xy, .o, + hiy ooy ) — (X1, oy Ty ooy T)] iy

P = 101, e @iy s ) = (@1, o — iy ey )] i

An approximate solution is the output of the following backward in time
finite-difference scheme:

WL = max {F(We;tg,T, hi, ...,hn),az}  WE =gl t=L,L—-1,..,0. (11)

This algorithm is proposed and analyzed in [10-13]. It was stated there that
its convergence rate is of order /7 if 7/h; = ¢,i = 1..n, where ¢ is a small
enough constant. This convergence rate is not improvable when applying grid
methods to Hamilton-Jacobi equations arising from differential games.
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3.3 Control Design

When running the algorithm (11), the minimizing grid values of the control,

n

0 _ : R o+ L p—

Uisiy iy, = AT M MAX E 1(pi I+ pi £,
-

are stored on a hard disk for each grid multi index i14s...7,, and each time sam-
pling index ¢. The control at a time instant ¢, and the current state x(ty) is
computed as Lp[u’](z(t,)), where uf denotes the grid function uf ; and Ly,
is an interpolation operator.

A counter-strategy of the second player is defined as follows. Let (tg, x(tg))
be the current position of the game, and a control u of the first player is chosen.
Then the second player chooses its control as

g

v = argmax LW (2(te) + 7f (te, x(te), u, v)),

v

where WY is the grid approximation of the value function at the time instant t,,
computed by formula (11).

4 Simulation Results

This section describes simulation results for the models (1)—(4) and (6)—(7). In
both cases, the objective functional of the form (9) with the functions

(o) — e {1 Ll sl Y ) o] el el
10" 5 10" 5 15° 5 15" 5

is used. Thus, the controls u and @, see (4) and the last equation of (6), strive
to satisfy the conditions

oo(z(T)) <0 and o(z(t)) <0, t € [0,T],

for any realization of the disturbance v constrained as in (4). In other words, u
(resp. @) strives to satisfy the conditions

y(T)] < 10m, [V(T)| < 5m/s, [W(T)| < 10deg, |R(T)| < 5deg/s
at the termination time T = 34s and to keep the state constraints
ly(t)] < 15m, [V(t)] <5m/s, [¢(t)| < 15deg, |R(t)| < 5deg/s

for all time instants. According to the problem statement, this is possible if the
value function, see Sect.3.1 and the explanation there, is non-positive at the
initial state {t =0,y =0,V =0, v =0, R = 0}.

Differential games (1)—(4) and (6)—(7) are solved using numerical methods
outlined in Sect.3. The calculations are performed on a Linux SMP-computer
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with 8xQuad-Core AMD Opteron processors (Model 8384, 2.7 GHz) and shared
64 Gb memory. The programming language C with OpenMP (Open Multi-
processing) support is used. The efficiency of the parallelization is up to 80%.

When solving the differential game related to the linear model (6)—(7), a
rectangular 40 x 20 x 40 x 20 x 30 grid is chosen. In the case of the nonlinear
model (1)—(4), a rectangular 40 x 20 x 40 x 20 is used.

Figure2 shows the simulation of the linear model (6)—(7) with an opti-
mal feedback control strategy and the corresponding optimal feedback counter-
strategy for wind. The horizontal axes measure the traveled distance in meter,
the vertical axes measure the lateral deviation y (meter), the yaw angle 1
(degree), the rudder deflection ¢, (degree), and the velocity of side wind
(meter/sec), respectively. The vertical bold bars, drawn to the right in the first
two graphs, show the admissible interval for the terminal values of y and v,
respectively. It is seen that the terminal and state constraints are satisfied for y
and 1. It should also be noted that the other two variables, V' and R (not shown
here), satisfy their terminal and state constraints too.

Figure 3 presents the simulation of the nonlinear model (1)-(4) using the
optimal feedback control strategy found for the linear model (6)—(7), whereas the
disturbance is formed using the optimal feedback counter-strategy for wind taken
from the nonlinear model. It is seen that the terminal and state constraints are

0 200 400 600 800 1000 1200 1400 1600 1800
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Fig. 2. Simulation of the linear model (6)—(7).
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0 200 400 600 800 1000 1200 1400 1600 1800

Fig. 3. Simulation of the nonlinear model (1)-(4) with the optimal feedback control
strategy found for the linear model (6)—(7), whereas the optimal feedback counter-
strategy for wind is taken from the nonlinear model.
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Fig. 4. Simulation of the nonlinear model (1)—(4).

violated. This means that the linearized model (6)—(7) does not properly reflect
the dynamical properties of the real nonlinear plant. Thus, the construction of
controllers based on linearized models is questionable.

Figure 4 shows the simulation of the nonlinear model (1)—(4) with the opti-
mal feedback control strategy and the corresponding optimal feedback counter-
strategy for wind, found from the four-dimensional nonlinear differential game
(1)-(4). During the simulation of trajectories, the output, u, of the optimal con-
trol strategy is smoothed with the filter 6, = —4(d, — u). It is seen that the
terminal and state constraints are satisfied for  and . The other two variables,
V and R (not shown here), satisfy the terminal and state constraints too.
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The simulation results show that the control strategy found from the linear
differential game associated with the models (6)—(7) works perfectly in the linear
model, and does not work in the nonlinear one.

The control strategy found from the nonlinear differential game (1)—(4) works
perfectly in the real nonlinear model against very severe wind disturbances com-
parable with hurricane. It should be noted that none conventional control sys-
tem cannot apparently keep the aircraft on the runway in the presence of smart
wind gusts obtained from the nonlinear differential game. However, our control
strategies ensure the desired terminal and state constraints (see Figs. 2 and 4).
Moreover, the strategies work stable in a wide range of discretization parameters
such as time sampling and spatial steps in the algorithm (11), which is checked in
numerous test runs. Finally, these strategies can be physically implemented on
board, because all state variables used in them are available for measurements.

5 Conclusion

The current investigation shows that methods based on the theory of differential
games can be successfully applied to nonlinear conflict control problems related
to aircraft’s takeoff roll under severe wind gusts. The paper demonstrates the
following advantages: A very detailed nonlinear model of aircraft’s takeoff roll
is used. The corresponding highly nonlinear differential games are solved using
a novel grid method, and optimal control strategies ensuring a safe takeoff roll
are designed. It is planned to test them on a flight simulator providing a fully
realistic model of an aircraft.
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Abstract. The article discusses a numerical approach to solve optimal
control problems in discrete time that involve continuous and discrete
controls. Special attention is drawn to the modeling and treatment of
dwell time constraints. For the solution of the optimal control prob-
lem in discrete time, a dynamic programming approach is employed. A
numerical example is included that illustrates the impact of dwell time
constraints in mixed integer optimal control.

Keywords: Dynamic programming - Mixed-integer optimization -
Dwell time constraints

1 Introduction

Mixed-integer optimal control is a field of increasing importance as practi-
cal applications often include discrete decisions in addition to continuous-
valued control variables. Examples of such problems can be found, e.g., in
[1,2,4,5,8,14,15,18]. One way to approach mixed-integer optimal control prob-
lems is by solving necessary optimality conditions provided by the well-known
maximum principle. These necessary conditions are valid even for discrete con-
trol sets. In [6] a graph-based solution method exploiting the maximum principle
was developed, which is however limited to single-state problems. The drawback
of maximum principle based methods is that a very good initial guess of the
switching structure is needed which is often not available for practical applica-
tions. Direct discretization methods based on variable time transformations as in
[1,2,9-11,18,19], or direct discretization methods based on relaxations and sum-
up-rounding strategies as in [13,16,17] have shown their ability to solve difficult
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real-world examples. Extensions towards mixed control-state constraints, which
depend on the discrete variable and lead to vanishing constraints, can be found in
[7, Chap. 5] and [12]. The dynamic programming approach in [3, Chap. 7] allows
to consider switching costs to avoid frequent switches of the discrete-valued con-
trols. This paper particularly addresses so-called dwell time constraints in mixed-
integer optimal control problems in discrete time. Dwell times are an important
aspect in many engineering applications, especially in the context of switched
systems. After a switch has occured, the physical process typically requires a
certain time period to recover and to return to normal operation. During this
dwell time the process is limited in its operation and follows specified dynam-
ics. An example for such a behavior is a truck with gear shifts. As the clutch
is engaged, the motor torque does not arrive at the wheels for a short time
period. Only after the clutch is released again, the motor torque is distributed
at the wheels. Throughout the paper, we focus on optimal control problems in
discrete time, which exist in their own rights but often they are obtained as
discretizations of optimal control problems in continuous time. The purpose of
the paper is twofold. Firstly, a model taking into account dwell time is sug-
gested. Herein, we will use delays in the dynamics. Secondly, it is shown that a
dynamic programming principle applies and can be used for numerical computa-
tions, if the state dimension is low. The paper is organized as follows. Section 2
defines the mixed-integer optimal control problem in discrete time with dwell
time constraints. Section 3 discusses a dynamic programming approach to solve
the problems. Section 4 discusses an illustrative numerical example.

2 Modeling Dwell Time Constraints in Mixed-Integer
Optimal Control in Discrete Time

Let a fixed grid Gy = {to < t1 < ... < ty} with N € N be given. For i =
0,...,N and z € R let ) # X(¢;) C R" and 0 # U(t;,x) € R™ be closed
connected sets and

V={v... oM}

a discrete set of vectors v/ € R™, j = 1,..., M. On the grid Gy, grid func-
tions are introduced. The grid function z : Gy — R™ is called state and it
is restricted by the state constraints x(t;) € X'(¢;), ¢ =0,..., N. The grid func-
tion v : Gy — R™ is called real-valued control and it is restricted by the
control constraints u(t;) € U, i = 0,..., N. The grid function v : Gy — R™ is
called discrete-valued control and it is restricted by the constraints v(t;) € V,
i=0,...,N. We say the discrete-valued control switches at time point t; € Gy
with ¢ € {0,..., N — 1}, if v(¢;) # v(ti+1). Switches in the grid function v can
be measured with the help of the discrete variation dv : Gy — R™ defined by

N v(ti+1)—v(ti), fOI‘iZO,...,N—l,
dv(ti) = {v(tN) —v(ty_1), for i = N.

A jump of v at t; occurs if and only if dv(¢;) # 0. In order to define dwell time
constraints let L € N denote a number of steps and u € U a fixed control vector.
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Definition 1. A dwell time constraint of time horizon length L € N and control
u applies, if and only if the following conditions are met:

(a) v switches at t; for somei € {0,...,N —1} and
(b) u(tipe) =u fort=1,...,L.
In other words, a dwell time constraint is a logical implication of type

v(t;) Zo(tis1) = wu(tipe)=uforl=1,... L,

i.e. if the discrete control switches, then control w is fixed to @ for a defined
future time horizon of length L.

Remark 1. For notational simplicity we fixed the full control vector u in Defin-
ition1 (b) to a specified value @ for all time points ¢;1¢, £ = 1,..., L. This can
be generalized such that only some components of u are fixed to specified values
which may even vary with the index ¢. This more general setting would cause a
more technical notation, but otherwise can be treated with the same techniques
as below.

Let the state evolve according to the discrete dynamics

x(ti+1) = f(t“.’L'(tl), u(ti),v(ti)), L= O7 1, ey N — 1.

Imposing a dwell time constraint of length L and value @ implies that the future
state depends not just on the current control value but on the history of the
control v, i.e.

u(ti) € Uv(ts), v(ti-1),- .., v(ti-L))
a { U, ifu(t i_g):v(ti_g_l) for {=0,1,...,L—1,
)| {a}, otherwise.

Herein and throughout the paper we use the convention
v(t_g) := v(to) for¢=1,...,L. (1)

We arrived at the following mixed-integer optimal control problem in discrete
time with a dwell time constraint of length L with value u:

Probelm 1 (DMIOCP).

Minimize
N—1
F(z,u,v) = p(z(ty)) + Z Jo(ti, z(ts), u(ts), v(ts))
i=0
subject to the constraints
w(tiyr) = f(ti, x(t), ults), v(t)), i=0,1,....,N -1,

( )*x07

x(t;) € X(t;), 1=0,1,..

u( z) ( ( 74),7)(@‘,1),...7’0(151;1))7 1= 0,1,...,N — 1,
(i) € i=0,1,...,N

vti
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Note that the control v(¢y) does not have any influence in the problem. Con-
sequently, only switches at the time points tg,...,txy_1 are taken into account.
In the sequel we will make use of the convention vy = vy_1 whenever useful.

3 A Dynamic Programming Approach

DMIOCP is embedded into a family of perturbed problems as follows. To this
end we use the notation ’U(Lk) := (Vg—1,...,0—r) for L € N and some index k

with values vy_y € V for £ =1,..., L. We denote with V¥ the cartesian product
VY x ---x V (L times).
Probelm 2 (DMIOCP(tk,xk,v(Lk))),

For a given index ty € Gy, zx € R™, and vfk) € VL', minimize

N—1
Fulw,u,v) = p(e(tn)) + 3 foltsalts), ult:), vlt:))
i=k
subject to
ZL’(tiJrl) = f(ti,x(ti),u(ti)w(tz)), 1= k, ey N — ].7
z(ty) = g,
.’L‘(ti)GX(ti), i=k,...,N, 9
ults) € Uw(t), v(tsr)se e v(tin), =k N —1, (2)
o(t;) €V, i=k,...,N—1,
v(tk,g) = Vk—g¢, {=1,...,L.

Definition 2. The function W : Gy x R™ x VX' — R that assigns to every
(tk,xk,v(]“k)) € Gy x R™ x VI the optimal value of DMIOC’P(tk,xk,U(Lk)) 18
called optimal value function of DMIOCP, i.e.

z,u,v with (2)

inf Fy(x,u,v), if DMIOCP(t1, 1, vk ) is feasible,
W(tk,xk,vﬁc))::{ i ) fh (b vGiy ) 5
00, otherwise.

The next theorem establishes Bellman’s optimality principle.

Theorem 1. Let (%,1,9) be optimal grid functions for DMIOCP and let G%; :=
Gy \{to,---,tk_1}. Then, the restrictions on G%, given by §:|G1;V, ﬁ|G’fw and 17|G;1cv
are optimal for DMIOCP(tk,:i(tk),ﬁ(Lk)) with @(Lk) = (0(tk—1),...,0(tg—r)) for
all k =0,..., N subject to the convention (1).

Proof. Assume that the restrictions :i|G?V , 12|G:]€V , and 17|G;;V are not optimal for
DMIOCP (ty, &(tx), ﬁ(Lk)) for some k € {0,..., N — 1}. Then there exist feasible
grid functions # : Gk — R" @ : Gk — R"™ and ¥ : G, — V for
DMIOCP (tg, &(tx), f)(Lk)) with

F(%,0,7) < Fy(z,4,0), (3)
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Z(tr) = &(tx), and 0(tg—¢) = 0(tx—¢) for € = 1,..., L. Hence, the trajectories
z:Gy — R"™ u:Gy — R™, and v: Gy — V with

) for i =0,1,...,k—1,

(z(ts), ults), v(ts)) = { (8(8:), alta), ot ) fori=kk+1,...,N,

(@(t:), ats), o(t
are feasible for DMIOCP and satisfy

%
%

ST

N-1
F(m,u,v) = gD(:L‘(tN)) + fO(tiﬂx(ti)>u(ti)7v(ti))

=0
k—1 N-1

= (p(:i‘(t]v)) + Z fo(twj(tl)vﬁ(ti)v@(tz)) + fO(t17$(tl)7a<tZ)7@(tl))
i=0 i=k
k—1 N—-1

<@@(tn)) + 2 folts, 2(ti), alts), (k) + ) folts, (L), alts), 0(t:))
&

- Sﬁ(j(tN)) + fO(tiaj(tz)vﬁ(tl)vﬁ(tz))
=0

where (3) is exploited. This contradicts the optimality of Z(-), 4(-), and ¢(-). O
From the definition of the optimal value function one immediately obtains

(zn), if 25 € X(tn), (4)

L \_J)®
W(tNaxNaU(N))_{ oo, otherwise.

Bellman’s optimality principle allows to derive the following result.

Theorem 2. For all (tk,xk,v(Lk)) €GN xX(ty)xVE and k=N —1,...,0, the
optimal value function in Definition 2 satisfies the recursion

W(tk,xk,v(Lk)) = inf {fo(t;ﬁxk,um)

WEU(V,Vk—1,...,Vk—L),VEV

+W (tks1, £t T, u,v), U&H))}

where vﬁc) = (Vk—1,-..,Vk—p) and U(Lk+1) = (U, Vp—1,...,Vk—L+1) and conven-
tion (1) is used. Herein, W at t = tyn is given by (4) and the convention
W(tk,xk,v(Lk)) = 00 is used whenever (xk,v(Lk)) ¢ X(t) x VE.

Proof. Let (tk,mk,v(ljc)) € Gy x X(t) x VL and k € {0,..., N — 1} be given. If
(zk,v(Lk)) ¢ X(tx) x VE, then W(tk,xk,v(Lk)) = oo by definition.

If f(tg,xg,u,v) & X(tgy1) for all v € U(v,vg—1,...,v5—1) and all
v € V, then DMIOCP(tmmk,v(Lk)) and DMIOCP(tkH,f(tk,xk,u,v),v(LkH))
are infeasible for every u € U(v,v5_1,...,v5—r1) and every v € V and hence
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W(tk,xk,v&)) = oo. For arbitrary u € U(v,v4_1,...,vx_r) and v € V with
fr, 2k, u,v) € X(tgy1) the definition of the optimal value function yields

W(tkaxkhv(lig)) S fo(tk7$k,u,7}) + W(tk+1,f(tk,ﬂ?k,U,U),’U(Lk_,’_l)).

Taking the infimum over all u € U(v,vp_1,...,v%_1) and v € V yields the first
part of the assertion. Now let ¢ > 0 and feasible grid functions Z,u,v with
Z(ty) = xx and

F(%,,0) < W(tk, z1, 03y) + €

with f)(Lk) = (0(tk-1),-..,0(tk—1)) be given. Then,

W (th, T, 0(3y) = Fi(E, @, 0) — €
> foltk, vk, u(ty), 0(tx))
AW (trras f (b wr, @tr), B(tr)), 0ig 1) — €

> inf {fo(tk, T, Uy V)
wEU(v,0(tk—1),--,0(tk—1)),vEV

+W(tk+1vf(tk7$k»uvv)au(LkJrl))} -5

where 9f; 1) = (0(tg), ..., 0(te—r+1)) and vfj ) = (v, 0(te—1), -, O(tr—r41))-
As e > 0 was arbitrary, the assertion follows. O

Theorem 2 allows to deduce the following dynamic programming algorithm.
Note that owing to the presence of U(Lk) in DMIOCP, the recursive formula for

the optimal value function is not of standard type. The vector va) contains the
history of the discrete-valued control, which influences the decision at stage k.
The vector v(Lk) can be interpreted as additional states in the argument of W

and leads to an additional runtime factor of M* when compared to standard
dynamic programming. In general this is a prohibitively large factor, but often
M and L are moderate numbers. For instance, a binary control (M = 2) and
L = 3 leads to a factor of 8.

Algorithm: Dynamic Programming
Init: Let Gy = {tg < t1 < ... <tn} be given. Set

(p(fEN), if TN € X(tN)7
o0, otherwise

W(tN,:L'N,’U(LN)) = {
for all zy € R™ and all v(LN) = (vN_1,...,on_1) € VL.
Phase 1 (Backward solution): For k= N —1,...,0 compute

W(tk,xk,v(f‘k)) = inf {fo(tk,xk,u,v)
wEU (v, —1,...,V—L),VEV

W (b, St psw,0),0he)) b (5)
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with v(LkH) = (v,Vk-1,--,Vk—r+1) for all z; € R™ and all U(Lk) %

Phase 2 (Forward solution): Set Z(ty) = x¢. For k =0,...,N — 1 find

((te), o(t)) =arg _ min {fo(tk7:%(tk),u,v)
weU(v,0(tk—1),...,0(tk—1)),vEV
FW (b1, F (b @1, 0, 0), 8fi4)) } (6)
with 6(Lk+1) = (0, 0(tg-1),...,0(tk—r+1)) and set

E(ter1) = ft, 2(tr), a(tr), 0(tr)).

3.1 Practical Issues in the Dynamic Programming Algorithm

The implementation of the dynamic programming approach works on a compact
state space 2 = {x € R™ | zy <z < z,} C R™ with lower and upper bounds
Ty, T, € R™ and —oc0 < xp < x, < 00. The bounds should be chosen such that
all realistically relevant trajectories are contained in this set. The state space {2
is discretized with an equidistant partition

. T =T+ iixu’jN_m“”',
QN:z: ((El,...,l’nz) EQ j:17"'7n’$7
i€{0,...,N;}

with N, € N. During the backward solution and forward solution phases of
the dynamic programming algorithm values of the value function at points x =
f(tk, Tk, u,v) not in 2y, are approximated by polynomial interpolation of the
value function on a cell of 2y, that contains z.

The minimization in (5) and (6) is usually done by a sufficiently dense dis-
cretization of the control set I/ and complete enumeration of all possible values.
The v-component is not crucial as V is supposed to be a finite discrete set. For a
fixed v the minimization w.r.t. the component u could be carried out using meth-
ods from nonsmooth optimization, e.g. Bundle methods or subgradient methods.
However, such methods may result in a local minimum and therefore the pre-
viously mentioned enumeration technique is preferred. The general drawback of
the dynamic programming approach is the curse of dimensions. Since the value
function W depends on the state x and the control history U(Lk) of length L,
the approach is computationally feasible merely for low state dimensions and
moderate values of L and M, where M is the number of elements in V.

Remark 2. Please note that a more efficient coding of the switching history is
possible. To this end, it would be sufficient to replace v(Lk) in W by vg—; and
an additional state with values in {0, ..., L}, which encodes how long the last
switch is ago (with 0 meaning longer than L).
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4 Numerical Results

We consider a car of mass m driving on a road with a given slope profile ~(-)
and aim to optimize the gear shift control on a given time horizon [0,T]. The
car model is adapted from [1] with the state (z,v) (position and velocity) and
controls ¢ € U := [0, 1] (gas pedal position) and p € V := {1,...,5} (gear shift).
The optimal control problem in discrete time with step-size h = T/N, N € N,
reads as follows:
Minimize
N—1
—ax(tn) +h Y folw(te), ¢(t), n(te))
k=0
subject to the constraints x(0) = 1470, v(0) = 23, and fork =0,1,...,N—1,

z(tet1) = z(tk) + ho(te),
(thir) = v(tk)+% (Zg(,u(tk))ltMmot(@b(tk)aU(tk)a.u(tk))

R

—Fr(v(tr)) cos(v(z(tk))) — Fr(v(t)) — mg sin(v(w(tk))))
ptn) €V, o(te) €U, vlty) € [22,30].

Herein, o > 0 is a weight factor, ¢4 is the gear transmission coefficient, i; the
motor torque transmission, R the wheel radius, Fg the friction force of the rolling
wheel, Ff,(v) = 1c,pAv? the drag, and

fo(’l), ¢7 HJ) = ﬁlmet(Uv N’) + ﬂQ ‘MMOt(gba v, ,LL)| + ﬂ3met(Ua ,LL) |Mm0t(¢7 v, :U’)|

models the fuel costs, where w;,,: denotes the rotary frequency of the motor and
M.+ the motor torque, for details on wyot, Mimot, and Fr please refer to [1].

Figure 1 shows the results of the dynamic programming algorithm for both,
the problem with dwell time constraint (with L = 3 and @ = ¢ = 0, i.e. ¢
is set to zero, if p switches) and the problem without dwell time constraint.
The parameters a = 1/10, 51 = 1/120, 82 = 10/258, 83 = 1/10320, ¢,, = 0.3,
p=1249512, A =2, R =0.302, iy = 3.91, g = 9.81, m = 2000, T' = 10, N = 25,
N, = (100,45), N, = 100, i4(1) = 3.91, i4(2) = 2.002, i4(3) = 1.33, i4(4) = 1,
i4(5) = 0.805 were used. The optimal value for the problem with dwell time
constraint is —79.7656, while the optimal value without dwell time constraint is
—88.0430. In the presence of the dwell time constraint it can be nicely seen that
¢ is set to zero after p switches at approximately ¢ = 4. The CPU time on a PC
with 2.3 GHz is 1 min 47.146 s without dwell time constraint and 14 min 38.9s
with dwell time constraint.

5 Conclusions

The paper discusses a dynamic programming principle that allows to consider
dwell times in a time discrete optimal control problem with discrete-valued con-
trols. Dwell times have to be taken into account in many applications where
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Fig. 1. Optimal gear sequence (top left), gas pedal position (top right), velocity
(bottom left), and slope profile (bottom right).

a switch in a discrete-valued control fixes the dynamics of the process for a
specified time period before the process can be controlled again. A particular
example is the optimization of gear shifts in a car, where a shift in gears implies
that the motor torque is reduced for a given time period. A dynamic program-
ming approach is suggested to solve such problems and a numerical example
shows the applicability of the method. However, the curse of dimension associ-
ated to dynamic programming approaches limits the method to low dimensional
systems with few states. Hence, it is desirable to develop further methods for this
problem class and extend it to optimal control problems in continuous time. To
this end, a formulation of the dwell time constraint in a continuous time setting
becomes necessary, which is subject to future research.
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Abstract. In this paper we analyse an infimal convolution type regular-
isation functional called TVL®, based on the total variation (TV) and
the L° norm of the gradient. The functional belongs to a more general
family of TVL? functionals (1 < p < oco) introduced in [5]. There, the
case 1 < p < oo is examined while here we focus on the p = oo case.
We show via analytical and numerical results that the minimisation of
the TVL® functional promotes piecewise affine structures in the recon-
structed images similar to the state of the art total generalised variation
(TGV) but improving upon preservation of hat-like structures. We also
propose a spatially adapted version of our model that produces results
comparable to TGV and allows space for further improvement.
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1 Introduction

In the variational setting for imaging, given image data f € L*(Q), Q C R2, ones
aims to reconstruct an image v by minimising a functional of the type

1
in—||f — T v 1.1
min S||f Tullfs () + ¥(u), (1.1)

over a suitable function space X. Here T' denotes a linear and bounded opera-
tor that encodes the transformation or degradation that the original image has
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gone through. Random noise is also usually present in the degraded image, the
statistics of which determine the norm in the first term of (1.1), the fidelity term.
The presence of ¥, the regulariser, makes the minimisation (1.1) a well-posed
problem and its choice is crucial for the overall quality of the reconstruction. A
classical regulariser in imaging is the total variation functional weighted with a
parameter o > 0, «TV [10], where

TV (u) := sup {/ﬂudiwbdx D€ CHOLR?), @]l < 1} . (1.2)

While TV is able to preserve edges in the reconstructed image, it also promotes
piecewise constant structures leading to undesirable staircasing artefacts. Several
regularisers that incorporate higher order derivatives have been introduced in
order to resolve this issue. The most prominent one has been the second order
total generalised variation (TGV) [3] which can be interpreted as a special type
of infimal convolution of first and second order derivatives. Its definition reads

TGV2 5(u) = min. ol Du— wllai + B€w (1.3)
Here «, 8 are positive parameters, BD(Q2) is the space of functions of bounded
deformation, w is the distributional symmetrised gradient and || - || ¢ denotes
the Radon norm of a finite Radon measure, i.e.,

lallae = Sup{/ﬂqﬁdu: b CRORY), 6]l < 1}.

TGV regularisation typically produces piecewise smooth reconstructions elimi-
nating the staircasing effect. A plausible question is whether results of similar
quality can be achieved using simpler, first order regularisers. For instance, it is
known that Huber TV can reduce the staircasing up to an extent [6].
In [5], a family of first order infimal convolution type regularisation function-
als is introduced, that reads
TVLE y() o= min allDu—ulla + Bllwls o, (1.4
where 1 < p < co. While in [5], basic properties of (1.4) are shown for the
general case 1 < p < oo, see Proposition 1, the main focus remains on the finite
p case. There, the TVL? regulariser is successfully applied to image denoising
and decomposition, reducing significantly the staircasing effect and producing
piecewise smooth results that are very similar to the solutions obtained by TGV.
Exact solutions of the L? fidelity denoising problem are also computed there for
simple one dimensional data.

1.1 Contribution of the Present Work

The purpose of the present paper is to examine more thoroughly the case p = oo,
ie.,

TVLZC:g(U) : min )aHDu —wl|pm + Bllwllree (), (1.5)

weL>® (Q
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and the use of the TVL™ functional in L? fidelity denoising
o1
mu1n§||f _U”iz(ﬂ) +TVL22ﬁ(U) (16)

We study thoroughly the one dimensional version of (1.6), by computing exact
solutions for data f a piecewise constant and a piecewise affine step function.
We show that the solutions are piecewise affine and we depict some similarities
and differences to TGV solutions. The functional TVL?;B is further tested for
Gaussian denoising. We show that TVL_ 5, unlike TGV, is able to recover hat—
like structures, a property that is already present in the TVLZﬁ regulariser
for large values of p, see [5], and it is enhanced here. After explaining some
limitations of our model, we propose an extension where the parameter ( is
spatially varying, i.e., 8 = B(z), and discuss a rule for selecting its values. The
resulting denoised images are comparable to the TGV reconstructions and indeed
the model has the potential to produce much better results.

2 Properties of the TVL;‘?B Functional

The following properties of the TVL;’; functional are shown in [5]. We refer the
reader to [5,9] for the corresponding proofs and to [1] for an introduction to the
space of functions of bounded variation BV ().

Proposition 1 [5]. Let a,3 > 0, d > 1, let @ C R? be an open, connected
domain with Lipschitz boundary and define for u € L*(Q)

TVLE() = min ol Du— il + Bl o). (2.1)

Then we have the following:

(i) TVLy 5(u) < oo if and only if u € BV(£2).
(ii) If u € BV(Q) then the minimum in (2.1) is attained.
(i) TVLy 5(u) can equivalently be defined as

TVLy p(u) = Sup{/ udivgdr : ¢ € Co(QR?), |8l < a, [|llr1(0) < ﬁ},
Q

and TVLY 5 is lower semicontinuous w.r.t. the strong L' convergence.
(iv) There exist constants 0 < C; < Cy < 0o such that

CoTV(u) < TVLY 5(u) < C1TV(u), for all u € BV(L).

(v) If f € L2(Q), then the minimisation problem

. 1
min —

e B0 SHf—UHiz(Q) + TVLy 5(u),

has a unique solution.
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3 The One Dimensional L2—TVLZ°,ﬁ Denoising Problem

In order to get an intuition about the underlying regularising mechanism of the
TVLy 5 regulariser, we study here the one dimensional L? denoising problem

. 1
Jamin S~ ulla) + ol Du— vl Bluli@- B
wEL™® ()

In particular, we present exact solutions for simple data functions. In order to
do so, we use the following theorem:

Theorem 2 (Optimality conditions). Let f € L*(Q). A pair (u,w) € BV
(2) x L°(R) is a solution of (3.1) if and only if there exists a unique ¢ € H}(Q)
such that

¢ =u—f, (3.2)

¢ € aSgn(Du — w), (3.3)

e {v e LY Q) : ¥l < B}, if w=0, (3.4)
{ e LHQ) : (Y, w) = BllwllLe(a), Yl < B}, ifw#0.

Recall that for a finite Radon measure p, Sgn(u) is defined as

d
Sen() = {¢ L@ NLQp) ¢ Idllmiey <1 0= gl Il - } .

As it is shown in [4], Sgn(u) N Co(Q2) = I|| - ||m (1) N Co().

Proof. The proof of Theorem 2 is based on Fenchel-Rockafellar duality theory
and follows closely the corresponding proof of the finite p case. We thus omit it
and we refer the reader to [5,9] for further details, see also [4,8] for the analogue
optimality conditions for the one dimensional L'~TGV and L2-TGYV problems. O

The following proposition states that the solution w of (3.1) is essentially
piecewise affine.

Proposition 3 (Affine structures). Let (u,w) be an optimal solution pair for
(3.1) and ¢ be the corresponding dual function. Then |w| = ||wl|1=(q) a.e. in the
set {¢ # 0}. Moreover, |u'| = ||w||p~ ) whenever u > f oru < f.

Proof. Suppose that there exists a U C {¢ # 0} of positive measure such that
|w(x)| < ||| (o) for every 2 € U. Then

/Q ow de < /Q | ollulds + /U (Blle] dz <[]l (e ( /Q ol /U |¢|dx>

= |lwllLee ) 1@llL (@) = BllwllLee (),
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where we used the fact that ||¢||r1(q) < B from (3.4). However this contradicts
the fact that (¢, w) = B[|w||L= ) also from (3.4). Note also that from (3.2) we
have that {u > f}U{u < f} C {¢ # 0} up to null sets. Thus, the last statement
of the proposition follows from the fact that whenever u > f or u < f then
u’ = w there. This last fact can be shown exactly as in the corresponding TGV
problems, see [4, Prop. 4.2]. O

Piecewise affinity is typically a characteristic of higher order regularisation
models, e.g. TGV. Indeed, as the next proposition shows, TGV and TVL*®
regularisation coincide in some simple special cases.

Proposition 4. The one dimensional functionals TGVi)ﬁ and TVLy 55 coin-
cide in the class of those BV functions u, for which an optimal w in both defin-
itions of TGV and TVL®™ is odd and monotone.

Proof. Note first that for every odd and monotone bounded function w we have
|[Dw|[am = 2||wl[r,(0) and denote this set of functions by A C BV(£2). For a
BV function u as in the statement of the proposition we have

TGVg, 5(u) = argmin o[ Du — wlam + B[ Dwl|m
we

= argrri‘in al|Du — wl| pm + 28wl ) = TVLz‘fgﬁ(u).

we

O

Exact Solutions: We present exact solutions for the minimisation problem
(3.1), for two simple functions f,¢g : (—=L,L) — R as data, where f(z) =
hX,r)(x) and g(x) = f(z) + Az, with A\,h > 0. Here Xc(x) = 1 for 2 € C
and 0 otherwise.

With the help of the optimality conditions (3.2)—(3.4) we are able to compute
all possible solutions of (3.1) for data f and g and for all values of a and 3. These
solutions are depicted in Fig. 1. Every coloured region corresponds to a different
type of solution. Note that there are regions where the solutions coincide with
the corresponding solutions of TV minimisation, see the blue and red regions in
Fig. 1a and the blue, purple and red regions in Fig. 1b. This is not surprising since
as it is shown in [5] for all dimensions, TVL; 5 = TV, whenever 3/a > |1/
with 1/p+1/q =1 and p € (1, 00]. Notice also the presence of affine structures in
all solutions, predicted by Proposition 3. For demonstration purposes, we present
the computation of the exact solution that corresponds to the yellow region of
Fig. 1b and refer to [9] for the rest.

Since we require a piecewise affine solution, from symmetry and (3.2) we have

that ¢(z) = (c1 — )\)“‘2—2 — calx| + 3. Since we require u to have a discontinuity
at 0, (3.3) implies ¢(0) = a while from the fact that ¢ € H}(Q) and from (3.4)

we must have ¢(—L) = 0 and (¢, w) = B||w||r(q). These conditions give

6(aL — )
L3

4oL — 33
-

c1 = + A, e 3=«
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(a) Piecewise constant data function f (b) Piecewise affine data function g
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Fig. 1. Exact solutions for the L2-TVLZ 5 one dimensional denoising problem (Color
figure online)

We also have ¢; = v/ = w and thus we require ¢; > 0. Since we have a jump at
z = 0 we also require g(0) < u(0) < h, i.e., 0 < ¢z < & and u(—L) > g(—L) ie.,
@'(—L) > 0. These last inequalities are translated to the following conditions

AL3 4aL hL? 2 4aL
{5<QL+ 7/8 775 7ﬂ }7

which define the yellow area in Fig. 1b. We can easily compute u now:

() = (SCLZB) 4 N)a 4 b — 20L238 4y e (0, L),
u(z

(G(QL B 4 )\)x—I— 4aL Bﬁ x € (—L,0).
Observe that when 8 = «l, apart from the discontinuity, we can also recover
the slope of the data g’ = ), something that neither TV nor TGV regularisation
can give for this example, see [8, Sect. 5.2].

4 Numerical Experiments

In this section we present our numerical experiments for the discretised version
of L>-TVL{’5 denoising. We solve (3.1) using the split Bregman algorithm, see
[9, Chap. 4] for more details.

First we present some one dimensional examples that verify numerically our
analytical results. Figure2a shows the TVL® result for the function g(z) =
h&X,)(xz) + Az where a, 3 belong to the yellow region of Fig.1b. Note that
the numerical and the analytical results coincide. We have also computed the
TGV solution where the parameters are selected so that ||f — urgvlle = ||f —
uryLe||2. Figure2b shows a numerical verification of Proposition 4. There, the
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150}

100}

0 —TVLD;
A%
—TVL> analytical _Hft function
50) = TVL>™ numerical 20|

*TGV
—piecewise affine

~100]

B 05 0 05 1 5 - E =] 05 o 05 1 5

Fig. 2. One dimensional numerical examples

TVL™ parameters are « = 2 and 3 = 4, while the TGV ones are o = 2 and
[ = 2. Both solutions coincide since they satisfy the symmetry properties of the
proposition.

We proceed now to two dimensional examples, starting from Fig.3. There
we used a synthetic image corrupted by additive Gaussian noise of ¢ = 0.01, cf.
Figs. 3a and b. We observe that TVL> denoises the image in a staircasing—free
way in Fig. 3c. In order to do so however, one has to use large values of a and

(a) Original (b) Noisy, ) TVL®: d) Original (e) Bregman
synthetic image Gaussian noise, a=0.7, surface plot, iteration TGV
o =0.01 £=14000, central part surface plot,
SSIM = 0.2457 SSIM = 0.9122 zoom central part
zoom

o0/ -

(f) Bregman (g) Bregman (h) Bregman (i) Bregman (j) Bregman
iteration TV: iteration TGV: iteration TVL®: iteration TV iteration TVL®>

a=2, a=2,03=10, a =3, surface plot, surface plot,
SSIM = 0.8912 SSIM = 0.9913 3 = 65000, central part central part
SSIM = 0.9828 zoom zoom

Fig. 3. TVL™ based denoising and comparison with the corresponding TV and TGV
results. All the parameters have been optimised for best SSIM.
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something that leads to a loss of contrast. This can easily be treated by solving
the Bregman iteration version of LLTVLE% minimisation, that is

1
ut = argmin S| f = v* —ul3 + o Vu — w]i + Bllw]e,

u,w

(4.1)

S S Y o

Bregman iteration has been widely used to deal with the loss of contrast in
these type of regularisation methods, see [2,7] among others. For fair comparison
we also employ the Bregman iteration version of TV and TGV regularisations.
The Bregman iteration version of TVL® regularisation produces visually a very
similar result to the Bregman iteration version of TGV, even though it has
a slightly smaller SSIM value, cf. Figs.3g and h. However, TVL™ is able to
reconstruct better the sharp spike at the middle of the figure, cf. Figs. 3d, e and j.

The reason for being able to obtain good reconstruction results with this par-
ticular example is due to the fact that the modulus of the gradient is essentially
constant apart from the jump points. This is favoured by the TVL® regularisa-
tion which promotes constant gradients as it is proved rigorously in dimension
one in Proposition 3. We expect that a similar analytic result holds in higher
dimensions and we leave that for future work. However, this is restrictive when
gradients of different magnitude exist, see Fig. 4. There we see that in order to
get a staircasing—free result with TVL®>® we also get a loss of geometric informa-
tion, Fig.4b, as the model tries to fit an image with constant gradient, see the
middle row profiles in Fig. 4c. While improved results can be achieved with the
Bregman iteration version, Fig.4d, the result is not yet fully satisfactory as an
affine staircasing is now present in the image, Fig. 4e.

T o E 3

(a) Noisy, (b) TVL®™: (c) Middle row  (d) Bregman (e) Middle row

Gaussian noise, a =5, profiles of iteration profiles of
o =0.01, B = 60000, Figure 4b (blue) TVL*: a =5, Figure 4d (blue)

SSIM = 0.1791 SSIM = 0.8197 and the ground £ = 60000, and the ground
truth (black) SSIM = 0.9601, truth (black)

Fig. 4. Illustration of the fact that TVL® regularisation favours gradients of fixed
modulus

Spatially Adapted TVL®: One way to allow for different gradient values in
the reconstruction, or in other words allow the variable w to take different values,
is to treat [ as a spatially varying parameter, i.e., 5 = @(x). This leads to the
spatially adapted version of TVL®:
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) TVL®®: ) TVL®: c¢) Bregman d) Bregman ) Ground
a = 0.3, a = 0.3, 1terat10n TGV: iteration truth
3 = 3500, B = 7000, a=2,6=10, TVL,:a=>5,
SSIM = 0.9547 SSIM = 0.9672 SSIM = 0.9889 (i, = 6 - 10*,
Bout = 11-10%,
SSIM = 0.9837

Fig. 5. TVL® reconstructions for different values of 3. The best result is obtained by
spatially varying (3, setting it inversely proportional to the gradient, where we obtain
a similar result to the TGV one

TVLE, (u) = pomin af[Du — wl a1 + [ Bw] Le< 0)- (4.2)

The idea is to choose (8 large in areas where the gradient is expected to be
small and vice versa, see Fig.5 for a simple illustration. In this example the
slope inside the inner square is roughly twice the slope outside. We can achieve
a perfect reconstruction inside the square by setting § = 3500, with artefacts
outside, see Fig. 5a and a perfect reconstruction outside by setting the value of
(G twice as large, i.e., # = 7000, Fig. 5b. In that case, artefacts appear inside the
square. By setting a spatially varying 8 with a ratio Bout/Bin =~ 2 and using
the Bregman iteration version, we achieve an almost perfect result, visually very
similar to the TGV one, Figs.5c and d. This example suggests that ideally 3
should be inversely proportional to the gradient of the ground truth. Since this
information is not available in practice we use a pre-filtered version of the noisy

image and we set
c

IVfo(@)| +€

Here ¢ is a positive constant to be tuned, € > 0 is a small parameter and f,
denotes a smoothing of the data f with a Gaussian kernel. We have applied
the spatially adapted TVL® (non-Bregman) with the rule (4.3) in the natural
image “Ladybug” in Fig. 6. There we pre-smooth the noisy data with a discrete
Gaussian kernel of o = 2, Fig. 6d, and then apply TVLS with the rule (4.3),
Fig. 6g. Comparing to the best TGV result in Fig. 6f, the SSIM value is slightly
smaller but there is a better recovery of the image details (objective). Let us
note here that we do not claim that our rule for choosing ( is the optimal one.
For demonstration purposes, we show a reconstruction where we have computed
B using the gradient of ground truth ug ;. , Fig. 6¢c, as 5(z) = ¢/(|Vug.i. ()| +€),
with excellent results, Fig. 6h. This is of course impractical, since the gradient
of the ground truth is typically not available but it shows that there is plenty
of room for improvement regarding the choice of 3. One could also think of

B(x) = (4.3)
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(a) Ladybug (b) Noisy data, (c) Gradient of the (d) Gradient of the

Gaussian noise of ground truth smoothed data,
o = 0.005, o = 2, 13x13 pixels
SSIM = 0.4076 window

(e) TV: a =0.06, (f) TGV: a = 0.068, (g) TVLS, : (h) TVLS,.: a=0.5
SSIM = 0.8608 [ =0.046, a =0.07 and 8 and 3 computed
SSIM = 0.8874 computed from from ground truth
filtered version with with ¢ = 50,
c=30,e=10"", e=10"",
SSIM = 0.8729 SSIM = 0.9300

Fig. 6. Best reconstruction of the “Ladybug” in terms of SSIM using TV, TVG and
spatially adapted TVL® regularisation. The 3 for the latter is computed both from
the filtered (Fig.6g) and the ground truth image (Fig. 6h)

reconstruction tasks where a good quality version of the gradient of the image
is available, along with a noisy version of the image itself. Since the purpose of
the present paper is to demonstrate the capabilities of the TVL™ regulariser,
we leave that for future work.
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Abstract. In parameter estimation problems an important issue is the
approximation of the confidence region of the estimated parameters.
Especially for models based on differential equations, the needed compu-
tational costs require particular attention. For this reason, in many cases
only linearized confidence regions are used. However, despite the low
computational cost of the linearized confidence regions, their accuracy
is often limited. To combine high accuracy and low computational costs,
we have developed a method that uses only successive linearizations in
the vicinity of an estimator. To accelerate the process, a principal axis
decomposition of the covariance matrix of the parameters is employed.
A numerical example illustrates the method.

Keywords: Parameter estimation - Nonlinear confidence region
Covariance matrix * Differential equations

1 Introduction

To simplify the notation, we consider a nonlinear model f(t,6), with § € R™ and
t € R, which does not depend on an additional (dynamical) system. We assume
that f is differentiable with respect to 6 and continuous with respect to ¢.

We consider the approximation of a confidence region about parameter val-
ues estimated by nonlinear least squares. The parameters are estimated by using
experimental data y; in some given points t; with ¢ = 1, ..., m. The observed val-
ues contain unknown errors e; that we assume additive, so the response variable
can be modeled by

Y; = f(tza etrue) + (&) (1)

where 0i;4c is the pnknown true value of the parameters. Therefore, the least
squares estimator 6 is the value that solves the following problem

- 1
f = argmin 55(9), (2)

where S(6) is the residual sum of squares

© IFIP International Federation for Information Processing 2016

Published by Springer International Publishing AG 2016. All Rights Reserved
L. Bociu et al. (Eds.): CSMO 2015, IFIP AICT 494, pp. 180-188, 2016.

DOI: 10.1007/978-3-319-55795-3_16



Successive Approximation of Nonlinear Confidence Regions (SANCR) 181

m

S(0) = Z(yi — f(t:,0))*. (3)

i=1

We assume that the model is correct and that the errors are normal, independent
and identically distributed (iid) random variables with zero mean and variance
02, ie. e; ~ N(0,02).

The confidence regions are here interpreted (from the frequentistic perspec-
tive [14]) as the regions in the parameter space covering the true value of the
parameters 6, in large samples, with probability approximately 1 — a.

The use of linearized confidence regions with nonlinear algebraic models has
been extensively treated in literature, see for example [1,2,6,8,11,16]. In par-
ticular, it has been shown that confidence regions derived for the linear case
can be used in linearized form also for nonlinear models, but in many cases
with limited accuracy [18]. Furthermore, there are approximation techniques for
nonlinear models that are not based on linearizations [3,10,17,19].

To simplify the exposition, in this work we consider an algebraic model,
but the method can be used for more complex models. In fact, the problem to
approximate nonlinear confidence regions for implicit models, i.e. models based
on a system of (differential) equations has been considered from different points
of view and for different kind of applications by several authors. To cite only
few of them, see the work [18] and the references therein for the design under
uncertainty, [20] for an application to ground water flow, [13] for ecological sys-
tems, and [15] for additional examples. Newly, it has been presented a method
based on second-order sensitivity for the approximation of nonlinear confidence
regions applied to ODE based models [12]. It has been shown that higher order
sensitivities give a higher accurate approximation of the confidence regions than
methods using only the first order sensitivities.

With this work we show that the approximation using only linearized confi-
dence regions can be substantially improved by a systematic successive applica-
tion of linearizations, in the following called Successive Approximation of Non-
linear Confidence Regions (SANCR) method. We show results for the case with
only two model parameters. An extension to more than two parameters is tech-
nically straightforward and could be partially parallelized, but the effect of suc-
cessive linearizations in more than two (parameter space) dimensions has yet to
be studied in this framework.

This paper is organized as follows (i) In Sect.2 we report the two methods
on which our approach is based; (ii) In Sect. 3 we describe the new method; (iii)
In Sect. 4 we show a numerical realization of the SANCR method.

2 Linearized Confidence Region and Likelihood Ratio
Test

As explained above, there are several methods to approximate (nonlinear) con-
fidence regions. Our method is based on the following two approaches [19].
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For a given estimator 6 of the parameter 6, we consider:

(i) The method derived from the likelihood ratio test (LR)
—2 log(L(6)/L(0)) <~*, (4)
from which it follows
S(0) = 5(6) <~*. (5)

where L is the likelihood function and 42 is the confidence level.
(ii) The method based on the Wald test that leads to the linearized confidence
regions (CL):

(0 —0)"Cov™'(6 - 0) <+*, (6)

where C'ov is the estimated covariance matrix of the parameters. There are

several approximations of Cov [18], we use the one based on the Jacobian
J of f:

Cov = s*(JVJ)7 1, (7)
where
Tig = g (5)

The level v* = xi_,, is given by the 1 — a percentile of the chi-square
distribution with n degrees of freedom in case ¢2 is known, and it is 42 =
$*nF(1_qn,m—n) in case 02 is unknown, but approximated by s* = S(0)/(m—n).
It has been proved [7] that these two confidence regions are asymptotically equiv-
alent, but far from the asymptotic behavior, i.e. in case of a small number of
data, they perform differently as presented in [18]. Additionally, our method
show the limitation of linearized confidence regions based only on (6).

One of the major goals in defining the confidence regions is the reduction
of the costs associated to their computation. From the perspective of the com-
putational costs, the method CL is cheap since it needs only one evaluation of
the covariance matrix at the parameter value 9, while the method LR is much
more expensive because it is based on the evaluation of the functional S in an
adequately high number of points # in the vicinity of 0 to produce a contour. In
addition, the extension of the confidence region is not known a priori. In practice,
the number of function evaluations needed for the method LR is in the order of
several thousands, for example in our case with two parameters we use a grid of
10* points for the method LR.

On the contrary, as indicated in the expression (7), the covariance matrix
can be evaluated at the cost of building the Jacobian J. Therefore, the major
computational costs for the method CL are given by the computation of the
derivatives of the model f with respect to the parameters. Thus, we have few
computations of a linearized model for the method CL while many thousand
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computations of a nonlinear model are needed for the method LR. Unfortunately,
the accuracy of these two methods is inversely related to their computational
costs, with the CL method being much more inaccurate if the model is highly
nonlinear. We remind that both methods are only asymptotically exact for linear
models and their quality decreases far from the asymptotic behavior.

Therefore, a compromise between computational costs and precision is highly
required for many practical applications especially in case the model is based on
differential equations. To this aim we established a new method combining low
computational costs and high accuracy.

3 Successive Linearizations of Nonlinear Confidence
Regions

The SANCR method is based on the use of successive linearizations of the confi-
dence region, starting from the estimated parameter value 6 (see expression (2))
combined with the likelihood ratio test (5) as explained below examplarily for a
model with two parameters.

The likelihood ratio test is used to check whether a point belongs or not to
the approximate nonlinear confidence region. Instead of testing all points in the
vicinity of 6 we use an educated guess, i.e. the likelihood ratio test is performed
only on few points lying on the contour of the linearized confidence regions.
In fact, linearized confidence regions are ellipsoids in the parameter space and
the directions of the semi-axis are defined by the eigenvectors of the covariance
matrix as can be deduced by the quadratic form (6). Note that the covariance
matrix has dimension n x n, where n is the number of parameters to estimate.
Therefore, starting from 6 we determine the directions of the principal axes and
their length which is given by

ei =7 )\i7

where )\; is the eigenvalue corresponding to the i*" eigenvector. We perform the
likelihood ratio test for the extreme points of the semi-axes, see points 0, 0p,
00, QD in Fig. 1.

Let be 4 the first point to be processed. If this point passes the test, i.e. if
the following condition is fulfilled

S(6a) = S(0) < 72,

it is considered for the construction of the confidence region and the procedure
continues along the second axis. On the contrary, if the point §5 does not pass
the test, it is discarded and a new candidate in the same direction 064 is chosen.

A new point €, along the selected semi-axis is taken by scaling ¢; by a factor
a < 1 as shown in Fig. 2(a). This procedure is repeated with a new likelihood
ratio test and possibly a rescaling (reducing «) until a point that satisfies the
test
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02 A N

Fig. 1. Definition of the points to perform the likelihood ratio test for two parameters.

S(04) ~ S(0) <+

is found. Once this point, say Oyew, has been found, we linearize the confidence
region around this new point. To this aim we calculate the Jacobian J(Opew) (see
(8)) and the covariance Cov(fpew) (see (7)).

After performing the eigendecomposition of the new covariance matrix, the
principal axes might have changed direction due to the nonlinearity of the model,
see Fig.2(b). Following the new principal directions, we can analogously find
the next candidate points belonging to the confidence region, i.e. the points
Onew,As Onew,c and Onew p, see Fig.2(b). The point Oncw,p is not considered
because it is the opposite extremal point of the same principal axis. In fact,
instead of taking Onewp, we perform the same procedure starting from 0g to
approximate the confidence region in the direction 005. Therefore, this proce-
dure is repeated along all principal axes considering both directions.

Stopping Criterion. The search along one principal axis is stopped if the distance
of the next accepted point, let’s say 6., A, to the previous one is less than a
given tolerance

6! Onew,a| < TOL, (9)

new,A

then the point Onew a is retained to define the nonlinear confidence region, see
Fig. 3.

Contour Approzimation. The countour of the nonlinear confidence region is
approximated by connecting all retained points, in our case Ohew A, Onew,c,
Onew,D,0c, 0p and 6. These points are linearly connected as shown in Fig. 3(b).
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4 Numerical Results

As an example the following model is considered
Yy = 91t92,

where the parameter #; and 6y are estimated by the nonlinear least squares
method. To simulate the parameter estimation process we have applied per-
turbed data generated using the “true” values of the parameters according to
the following model response:

Yi = f(tia etrue) + €4, (11)

where e; is a random variable distributed as N (0, 0?). The Table 1 indicates the
values firue and o? used in the calculations, and the least squares estimated val-
ues 6 found by minimizing S (0) for a realization of the observations y;. Addition-
ally, the Table 2 includes the measurement positions ¢;. One stopping criterion of
the SANCR method is that the distance of two successive candidates is smaller
than a given tolerance TOL, see (9). We have used TOL = 0.15.

To evaluate the results of our approach we compare it with a Markov Chain
Monte Carlo (MCMC) method described in [9] using the associated MCMC
toolbox for Matlab. In fact, an alternative way to perform a statistical analysis
of nonlinear models is the use of the Bayes’s theorem [4]. Bayesian inference is
not the focus of our work, therefore we refer for example to [5] for a presentation
of the Bayesian approach. Since the MCMC method does not allow to easily
define a stopping criterion to assure convergence, we have set to 5 - 10° the
number of model evaluations in the MCMC code.

In Fig. 4 the approximations of the confidence region using the four methods
can be qualitatively compared. The blue dots (for the colors see the electronic
version) are the points of the MCMC method. The cyan ellipse is the linearized
confidence region of the method CL. The green curve is the confidence region
approximated by the method LR and the red curve is the confidence region
approximated by the SANCR method.

One can observe that the linearized confidence region CL is much smaller
than the MCMC approximation and that it is not centered in it. The SANCR
method is an approximation of the confidence region defined by the method
LR obtained at a much lower computational cost than the method LR itself.
The computational costs are reported in Tables3 and 4. The method CL is
very cheap with only one evaluation of the nonlinear model and the evaluations
of the sensitivities with respect to the two parameters, but its quality is not
satisfactory. The SANCR method uses 59 function evaluations and 42 ellipses.
The latter correspond to 84 sensitivity evaluations according to the number of
two parameters. The LR and the MCMC methods have been used here with 104,
respectively 5 - 10, model evaluations.
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Table 1. Parameters and variance

b} =

etrue 0
0.1 (0.725, 4) | (0.7279, 3.9974)

Table 2. Position of measurement points

X1 X2 €3 X4 Ts5 Te
1.309 | 1.471|1.490|1.565 | 1.611 | 1.680

Table 3. Model evaluations of the four methods

SANCR | CL | LR MCMC
59 1 |10*5-10°

Table 4. Derivatives computations of the four methods

SANCR | CL | LR | MCMC
84 2 |0 |0

05 1 15 2 25 3 3.5 4

Fig. 4. Confidence region approximated by the four methods.
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Abstract. Video streaming services need a server selection algorithm
that allocates efficiently network and server resources. Solving this opti-
mization problem requires information about current resources. A video
streaming system that relies entirely on the service provider for this task
needs an expensive monitoring infrastructure. In this paper, we con-
sider a two-phase approach that reduces the monitoring requirements by
involving the clients in the selection process: the provider recommends
several servers based on limited information about the system’s resources,
and the clients make the final decision, using information obtained by
interacting with these servers. We implemented these selection methods
in a simulator and compared their performance. The results show that the
two-phase selection is effective, improving substantially the performance
of lightweight service providers, with limited monitoring capabilities.

Keywords: Content networks : Video streaming - Server selection -
Multi-criteria decision algorithms

1 Introduction

An essential task of a video streaming service provider is to select a suitable con-
tent server. This task can be formalized as a multi-criteria optimization problem,
that takes into account various static and dynamic attributes of the system’s
components. The goal is to allocate efficiently the network and server resources,
while providing a suitable Quality of Experience (QoE) to the service users.

These problems are NP-complete, in general, but practical server selection
algorithms are available. As these algorithms need information about network
and server resources, a service provider has to deploy a complex monitoring
infrastructure in order to use them. Lightweight service providers, without mon-
itoring capabilities, can only make suboptimal decisions.

In this paper, we consider a more flexible approach, that splits the selection
process between the service provider and the clients. The provider recommends
a short list of content servers, using limited information (e.g., the lengths of
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the paths between servers and clients). The client refines the selection using
additional information, obtained by interacting directly with these servers. The
provider and the clients can use various combinations of algorithms, correspond-
ing to different capabilities to obtain information about the system, and different
tradeoffs between performance and complexity. In particular, this approach can
improve the performance for lightweight service providers.

The paper has the following structure. Section 2 introduces a generic video
streaming model and Sect. 3 describes the server selection methods. We imple-
mented these methods in a simulator, presented in Sect.4. The results of the
simulations are discussed in Sect. 5, followed by a summary in Sect. 6.

2 Video Streaming Framework

We introduce in the following the generic model of online video streaming used
in this paper. Figure 1 shows the main actors, the interactions between them,
and the infrastructure used to deliver the service. We separate the management
of the service, assigned to a service provider (SP) entity, from the delivery of the
video content, performed by a collection of content servers (CS). An essential
function of the SP is to select a content server when a client initiates a session.

We assume over-the-top delivery, using video streaming over HTTP or a
similar technology [6]. The video content is stored on a collection of servers
deployed in the Internet, each video file being available from several servers.
These servers usually operate in a Content Delivery Network (CDN) [5]. We
expect efficient CDN operation, with server placement and content replication
adapted to the video streaming traffic. The video streaming system can include
a CDN, or use the services of one or more CDN providers [1].

Service ClientGroup -~
N32

Provider

(SP)

= i

5V )
deo Stl’e ) Cs Repl

4
ami . Content
N9 Sesq; Server(s)
Slon
(a) (CS)

Fig. 1. Video streaming model: (a) Actors and interactions. (b) Infrastructure.
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Table 1. Information used by service providers for content server selection.

Static or quasi-static information Dynamic information

Lists of content servers and video files Available capacity of the content servers
Mapping of video content to servers and | Available capacity of the paths between
of clients and servers to network nodes servers and clients

Length of server-client network paths Admission control for servers and paths

A video streaming session starts with the following interactions (Fig. la):

— The client sends a request to the SP, specifying the desired video content.

— The SP runs a server selection algorithm and replies with a list of servers that
could deliver the requested video content (or rejects the request). Table 1 lists
the information used by the SP in the server selection process.

— In a single-phase selection process, the client simply asks one of the servers
indicated by the provider to deliver the desired video content.

— In a two-phase selection process, the client chooses a server from the provider’s
list by running its own selection algorithm, with additional information.

For example, if the service is implemented using the DASH standard [6], the
provider can answer with a Media Presentation Description (MPD) file, con-
taining information about the encoding of the video content (including available
resolutions and data rates) and the URLs of the servers that can deliver it.

We assume that the main bottlenecks of the transport network are the links
between the autonomous systems (AS) of the network service providers. There-
fore, the network is modeled as a collection of interconnected nodes, correspond-
ing to an AS-level, multi-tier network topology, similar to the Internet topology
(Fig. 1b). The clients and the content servers are attached to these network
nodes. The Border Gateway Protocol (BGP), responsible for inter-domain rout-
ing in the Internet, determines a single best path between ASes, based on net-
work service provider policies and path length. Load balancing on multiple paths
would help to allocate more efficiently the network resources to the video stream-
ing sessions, and could be achieved using application-level overlays. We consider,
therefore, this additional capability for some of the server selection algorithms.

3 Content Server Selection

Multi-Criteria Decision Algorithm (MCDA). Selection of a server and a path
in content delivery systems can be formulated as a multi-criteria optimization
problem. These problems are NP-complete in general, and are solved in practice
using heuristics methods. Practical and efficient methods have been proposed for
server and path selection based on Multi-Criteria Decision Algorithms (MCDA)
[3]. The variant of MCDA used in this paper is described below:
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— The algorithm determines a set of candidate solutions, S = {S;}ic1,... n, from
information about the request and the delivery system. A candidate solution is
a vector of decision variables, S; = (v; ;) e1,...,m, representing characteristics
of a server and a path that could deliver the requested content.

— For each candidate solution S; and variable v; ;, the algorithm calculates the
component achievement function R; ; = :jiﬁj where v; ; is the value of the
variable, while 7; ; and a; ; are the reservation level and aspiration level for
this variable, respectively (the algorithm can be extended with more complex
functions). We use two decision variables: the available (unused) capacity of
the server and the available capacity (unused bandwidth) of the path. For
these variables, the reservation level is a lower bound for suitable solutions,
and the aspiration level is an upper bound beyond which the preference of the
solutions is similar. We set a; ; to the maximum capacity of the server and
of the path, respectively, and r; ; to the amount of server capacity and path
capacity consumed by a session, respectively.

— The algorithm calculates the rank of each solution, R; = min;{R; ; }, and then
determines the index of the best solution, argmin,{R;}.

Single-Phase Selection. The single-phase selection relies entirely on the service
provider to find suitable servers for the clients’ sessions. In its simplest variant,
the provider answers a client’s request by indicating a single server [3]. We con-
sider a more general variant, in which the provider answers with an ordered list
of servers. The client can start the session by connecting to one of these servers
and use the others as back-up [1]. By delivering a list of servers, the provider
enables the client to improve the initial server selection and/or use certain adap-
tive streaming techniques [2]. The selection proceeds as follows:

— The service provider maintains a resource database with the information about
network and content servers that is necessary for server selection. The database
contains static information and some of the dynamic information listed in
Table 1, depending on the algorithm being used.

— When a service request arrives, the provider determines an ordered list of suit-

able servers and delivers it to the client. The selection is based on information
received in the service request (e.g., client and video ids) and information
available in the resource database. If the provider does not find any suitable
server the request is rejected.
Candidate solutions consist of a server that has a copy of the requested video
file and a path from that server to the client. The selection algorithm takes as
input a set of candidate solutions that (optionally) satisfy additional require-
ments. The provider can use a range of server selection algorithms, that offer
different tradeoffs between the complexity of the system and the optimality of
the solution (e.g., different requirements for the information collected by the
provider about network and servers). The algorithms used in our simulation
experiments are listed in Table 2.

— If the request is accepted, the client starts the video session by connecting to
the first server in the list. In case of failure, the client can try the next servers,
without having to ask the provider to recommend another server.
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Table 2. Server selection algorithms used by the service provider.

Algorithm Input Output (list of servers)

Random servers|Set of feasible solutions Randomly chosen servers; shortest
or random path

Closest servers |Set of feasible solutions. Length of|Servers with the shortest paths to
the paths from servers to client  |the client

MCDA Set of feasible solutions. Available |Servers in the solutions with the
capacity of the servers and the highest MCDA rank
paths

This approach simplifies the functionality of the client. On the other hand,
the service provider has, essentially, two main options: algorithms that use only
static information and offer poor performance and algorithms that can achieve
much better performance, but require an expensive monitoring infrastructure.

Two-Phase Selection. We consider now a more flexible, two-phase approach,
that involves the clients in the selection process:

— The provider’s resource database contains only the information about network
and servers that is necessary for a preliminary selection: static and quasi-
static information (Table1) and, possibly, dynamic information that is easier
to collect (e.g., server load).

— When a request arrives, the service provider makes a preliminary server selec-
tion and delivers to the client a short, ordered list of recommended servers.
The procedure is essentially the same as for single-phase selection, using algo-
rithms that match the limited information collected by the provider: e.g.,
random servers or closest servers.

— If the request is accepted, the client performs the second phase of the selection,
choosing the server that will be used by the video streaming session. The
input of the client’s selection algorithm is the list of servers received from the
provider and additional information obtained by the client:

1. Local information: Client capabilities, processor and link load.
2. Current state of the recommended servers: Reports from the servers, indi-
cating if they can handle the request and/or the available capacity.
3. Current state of the paths between the servers and the client: Throughput
of the connection with each server.
The client can use MCDA based on available server and path capacity, or
choose the least loaded server, depending on the information it can obtain.

Admission Control. The video streaming sessions have to ensure continuous
playout. This requires timely data delivery, and hence a certain lower bound
for the end-to-end data rate. An important issue, therefore, is to add some
form of admission control to the server selection process. This can be achieved
by removing the solutions with fully loaded servers or paths from the set of
candidate solutions given as input to the selection algorithms.
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Admission control is simpler for content servers. The available capacity can
be estimated by a local monitoring application and reported by the servers
to the provider or the clients. Moreover, a fully loaded server can reject addi-
tional requests. This offers basic admission control, independent of the selection
process. However, it is more difficult to determine if the path from a server to a
client can handle additional sessions. The service providers need for this purpose
a network monitoring infrastructure that measures the throughput between net-
work nodes. The clients can measure the throughput of the connections with the
recommended servers. These end-to-end measurements are more relevant, but
increase the delay and overhead of session establishment. Also, they may fail to
detect initial congestion and avoid the QoE degradation of current sessions.

4 Simulation Software

We analyzed the performance of the server selection methods described in Sect. 3
by simulation. The simulation software developed for this purpose is written in
C++ and uses the discrete event simulator OMNeT++ [8] as basic simulation
engine. Figure 2 shows the main components of the simulation software.

% Cllent /%
Events ( RequestProcess MRequest SerwceCIlen.ts Request SerwceProwlder
— Generates requests Server selection Server selection
S‘chedule ‘Ié:llal?a%es tset:s?'ions Client all:gortithms for Server algorithms fq(;
Events \COllects statistics ) . { clients Selection \_Se'vice provider
Start/End Examine Examine Examine
sessions resources resources resources
ResourceManager
OMNeT++ Network model (nodes, links, paths). Servers. Content map. Clients map.
module -
Keeps track of system load (servers, links). y

Fig. 2. High-level architecture of the simulation software.

The class ResourceManager provides a resource database with information
about the entire system infrastructure: network topology (nodes and links, link
capacity and load), network paths, list of content servers (server capacity and
load), mapping of video content to servers, mapping of clients and servers to net-
work nodes. The simulations are driven by the RequestProcess, which generates
the service requests, manages the video streaming sessions, and collects statistics.
When a session starts or ends, the RequestProcess notifies the ResourceManager,
which updates accordingly the load of the server and the load of the links on the
path from the server to the client.

The server selection process is implemented by the classes ServiceProvider
and ServiceClients, and obtains information about system resources from the
ResourceManager. The class ServiceProvider handles the clients’ service requests
and implements the server selection algorithms run by the service provider for
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single-phase and two-phase selection (Table2). The class ServiceClients imple-
ments the server selection algorithms run by the clients in two-phase selection.
The network model uses random topologies generated using the tool aSHIIP [7]
and the network nodes are the autonomous systems (AS) of the network ser-
vice providers (Fig. 1b). The topologies have a multi-tier structure similar to the
Internet. We assume that this structure corresponds to the usual business rela-
tions between network service providers: peering relations between nodes in the
same tier, and customer-provider relations between nodes in different tiers, with
the customer in the lower tier. The paths used in the simulations are similar to
the BGP paths, according to the relations between network providers [4].

The clients and the content servers are attached to network nodes. Servers are
deployed all over the network, in well-connected nodes, close to clients, taking
into account the number of links of the node and their bandwidth.

The resources consumed by the video streaming sessions are measured using a
metric for server capacity and a metric for link capacity. To simplify the analysis,
we assume that a session consumes 1 unit of server capacity and 1 unit of link
capacity. The system is provisioned by assigning a fixed maximum capacity to
servers and links, which is available for video streaming. The servers have the
same capacity and are deployed in clusters; better connected nodes have larger
clusters. The network is provisioned by assigning capacity to links according to
its hierarchical structure, with higher capacity in upper tiers.

The main performance metric used in the analysis of the server selection
process is the success rate, defined as the ratio between the number of successful
service requests and the total number of service requests. A request is successful
if the system has sufficient server and network resources to deliver the requested
video content to the client, with the desired quality, for its entire duration.

Failures can occur in the server selection phase or during the video streaming
session. If admission control is available, a request is rejected when the selection
process does not find a server and a path with sufficient unused capacity; the
load of the system remains unchanged. Otherwise, a new session is created, which
may overload the server and/or some links on the path from server to client. The
RequestProcess monitors the current sessions and updates their state. If a session
has been successful so far and does not have sufficient resources any more, its
state changes from success to fail.

5 Performance Evaluation

We discuss in this section the results of simulations with single-phase and two-
phase selection, for different selection algorithms. The experiments use a network
with 1000 nodes, structured into 4 tiers, and (up to) 3 paths for any pair of nodes.
The network is provisioned so that the number of concurrent sessions can reach
the total capacity of the servers, 61500 sessions, for a suitable server selection.
Service requests are generated at random time intervals with exponential distri-
bution. We measure the session success rate as a function of the request rate.
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Table 3. Configurations used for server selection by the service provider.
Name Server and path selection algorithm Admission control (AC)
RandRand | Random servers and paths Server reject
RandShrt | Random servers, shortest paths Server reject
NearSrv Servers with shortest paths to client Server reject
MCDA MCDA for available server and path capacity | AC for servers and paths
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Fig. 3. Single-phase selection: (a) with session abort; (b) without session abort.

Analysis of Single-Phase Selection. Figure3 shows the success rate for single-
phase selection and the configurations in Table3. Service providers with net-
work monitoring capability can use MCDA and admission control for servers
and paths. The success rate of MCDA is equal to 1 for request rates up to 150
requests/sec and about 60000 concurrent sessions, close to the total server capac-
ity (the mean session duration is 400 s). The performance drops drastically if
the providers have only static information and select random servers or closest
servers, without admission control. The degradation is due to sessions rejected
by fully loaded servers and, especially, congestion of network links.

Congested sessions may be aborted due to poor QoE. The freed resources
can then be used to start other sessions, which may be successful (e.g., their
paths do not include congested links). Figure3 shows the simulations results
when the congested sessions are aborted and when they are allowed to continue.
Important performance differences appear for randomly chosen servers and/or
paths, because the allocation of network resources is less efficient.

Intuitively, the performance should improve when the load is distributed on
multiple network paths. We observe, however, that using the shortest path is
better than the random choice of a path (e.g., RandShrt versus RandRand).
In a multi-tier network with valley-free paths, the shortest path may avoid the
core of the network, while the other paths are more likely to cross it (e.g., the
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paths between SC2 and CG1 in Fig.1). Thus, the random choice of the path
concentrates the traffic in the network core. Therefore, if multiple paths are
available, the choice should take into account the path load (e.g., using MCDA).

For similar reasons, the performance improves when the provider selects the
servers with the shortest paths to the client (NearSrv), instead of choosing them
randomly (e.g., RandRand, RandShrt): the sessions use less network resources
and the paths are more likely to avoid the core. However, the performance of
NearSrv selection is very sensitive to server placement.

Analysis of Two-Phase Selection. In the two-phase selection process, the
provider and the clients can use various combinations of algorithms. Our main
goal is to see the effects of this approach on the performance of the video stream-
ing services offered by lightweight providers. We assume, therefore, that the
provider has global, static information about the entire system, and the clients
can obtain dynamic information for a particular request and several candidate
servers.

50 100 150 200 250 300 50 100 150 200 250 300

0.8

=4
o

Success rate

o
Y
Success rate

02{ MCDA 02 02{ —~MCDA 02
“<NearSrv »-RandShrt
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Fig. 4. Two-phase versus single-phase selection for: (a) NearSrv; (b) RandShrt.

Figure 4 shows the simulation results for the following configurations:

— TpNearSrvMcda/TpRandShrtMcda: Provider: NearSrv/RandShrt. Client:
MCDA for available server and path capacity. Congested sessions are aborted.

— TpNearSrvMedaClac/TpRandShrtMcdaClac: Similar to the previous config-
uration, with client admission control for servers and paths.

— The provider sends a list of 3 recommended servers, out of 8 candidates.

— The results for single-phase selection using NearSrv, RandShrt, and MCDA
are added to Fig. 4 to facilitate the performance comparison.

The two-phase selection clearly improves the success rate with respect to
single-phase selection when the provider chooses the recommended servers using



198 O. Catrina et al.

NearSrv or RandShrt and the clients use MCDA. NearSrv can achieve better per-
formance than RandShrt, for a suitable placement of the servers in the network,
but the performance varies significantly depending on server placement.

However, the two-phase selection cannot reach the performance of the single-
phase selection using MCDA (with admission control): the provider runs MCDA
with the entire set of candidate solutions, while the client has a short list of
servers, chosen without information about system load. The size of the list is a
trade-off between system performance and the delay and overhead of the inter-
actions between client and servers, that collect additional information for the
final selection. The results suggest that a short list of 3 servers is sufficient.

The performance improves significantly when the clients add admission con-
trol to MCDA, becoming close to the performance of a provider that is able to
run MCDA itself. The improvement is more important when the provider uses
RandShrt, which is more vulnerable to network congestion.

6 Conclusions

A service provider that offers over-the-top video streaming needs an expensive
monitoring infrastructure for efficient server selection. Lightweight providers,
without such capabilities, can only use simple selection methods, based on static
information. Simulation results show a large performance gap between these two
approaches. We explored, therefore, a two-phase selection process, that aims at
improving the performance for lightweight providers, by involving the clients.

We studied the performance of two-phase selection by simulation. The results
show that the approach is effective, improving substantially the success rate.
In the ideal case, when the clients can reliably apply admission control, the
performance of the two-phase selection becomes close to the performance of a
provider that runs MCDA using a network monitoring infrastructure.

Future work will focus on implementing the two-phase selection, using, e.g.,
DASH [6]. The critical issue is to enable the clients to obtain the information
needed for the final selection with minimum delay and overhead, and sufficient
accuracy. Ideally, this information could be collected during the initial buffering
phase. The DASH standard offers several features that could be exploited for this
purpose, e.g., chunks of video content can be downloaded from several servers.
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Abstract. In this paper we formulate a time-optimal control problem
in the space of probability measures endowed with the Wasserstein met-
ric as a natural generalization of the correspondent classical problem in
R? where the controlled dynamics is given by a differential inclusion.
The main motivation is to model situations in which we have only a
probabilistic knowledge of the initial state. In particular we prove first a
Dynamic Programming Principle and then we give an Hamilton-Jacobi-
Bellman equation in the space of probability measures which is solved
by a generalization of the minimum time function in a suitable viscosity
sense.

Keywords: Optimal transport - Differential inclusions - Time optimal
control

1 Introduction

The controlled dynamics of a classical time-optimal control problem in finite-
dimension can be presented by mean of a differential inclusion as follows:

z(0) = 29 € RY, S

{i:(t) € F(x(t)), forae. t>0,
where F is a set-valued map from R¢ to R?. The problem in this setting is to
minimize the time needed to steer x( to a given closed target set S C R%, S # (),
defining the minimum time function T : R — [0, +00] by

T(x) :=inf{T > 0: Jx(-) solving (1) such that z(T') € S}. (2)

Acknowledgements. The first two authors have been supported by INdAM -
GNAMPA Project 2015: Set-valued Analysis and Optimal Transportation Theory
Methods in Deterministic and Stochastics Models of Financial Markets with Trans-
action Costs.

© IFIP International Federation for Information Processing 2016

Published by Springer International Publishing AG 2016. All Rights Reserved

L. Bociu et al. (Eds.): CSMO 2015, IFIP AICT 494, pp. 200-208, 2016.
DOI: 10.1007/978-3-319-55795-3_18



HJB Equation for a Time-Optimal Control Problem in &, (R%) 201

The main motivation of this work is to model situations in which the knowl-
edge of the starting position z is only probabilistic (for example in the case of
affection by noise) and this can happen even if the evolution of the system is
deterministic.

We thus consider as state space the space of Borel probability measures with
finite p-moment endowed with the p- Wasserstein metric Wy(-,-), (Z2,(R?), W,).
In [2] the reader can find a detailed treatment about Wasserstein distance.

Following this idea we choose to describe the initial state by a probability
measure py € Z,(R?) and for its evolution in time we take a time-depending
probability measure on R?, v := {u }re0,1) € Pp(R?), pj—o = po. In order to
preserve the total mass o (R?) during the evolution, the process will be described
by a (controlled) continuity equation

{atut—kdiv(vt,ut) =0, 0<t<T, )

Hit=0 = Ho;

where the time-depending Borel velocity field v, : R — R? has to be chosen in
the set of L{-selections of F' in order to respect also the classical underlying
control problem (1) which is the characteristic system of (3) in the smooth case.

It is well known that if v;(-) is sufficiently regular then the solution of the con-
tinuity equation is characterized by the push-forward of g through the unique
solution of the characteristic system.

In Theorem 8.2.1 in [2] and Theorem 5.8 in [4], the so called Superposition
Principle states that, if we conversely require much milder assumptions on v, the
solution p; of the continuity equation can be characterized by the push-forward
eifn, where e; : RY x Iy — R?, (x,7) — ~(t), I'r := C°([0,T];RY) and 7 is a
probability measure in the infinite-dimensional space R? x I'r concentrated on
those pairs (z,7) € R? x I'r such that + is an integral solution of the underlying
characteristic system, i.e. of an ODE of the form 4(¢) = v:(v(t)), with v(0) = .
We refer the reader to the survey [1] and the references therein for a deep analysis
of this approach that is at the basis of the present work.

Pursuing the goal of facing control systems involving measures, we define a
generalization of the target set S by duality. We consider an observer that is
interested in measuring some quantities ¢(-) € @; the results of this measure-
ments are the average of these quantities w.r.t. the state of the system. The
elements of the generalized target set Sf are the states for which the results of
all these measurements are below a fixed threshold.

Once defined the admissible trajectories in this framework, the definition
of the generalized minimum time function follows in a straightforward way the
classical one.

Since classical minimum time function can be characterized as unique vis-
cosity solution of a Hamilton-Jacobi-Bellman equation, the problem to study a
similar formulation for the generalized setting would be quite interesting. Several
authors have treated a similar problem in the space of probability measures or
in a general metric space, giving different definitions of sub-/super differentials
and viscosity solutions (see e.g. [2,3,8-10]). For example, the theory presented
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in [10] is quite complete: indeed there are proved also results on time-dependent
problems, comparison principles granting uniqueness of the viscosity solutions
under very reasonable assumptions.

However, when we consider as metric space the space &, (R?), we notice that
the class of equations that can be solved is quite small: the general structure of
metric space of [10] allows only to rely on the metric gradient, while &25(R9)
enjoys a much more richer structure in the tangent space (which is a subset
of L?).

Dealing with the definition of sub-/superdifferential given in [8], the major
bond is that the “perturbed” measure is assumed to be of the form (Idga + ¢) e
in which a (rescaled) transport plan is used. It is well known that, by Brenier’s
Theorem, if y < £? in this way we can describe all the measures near to .
However in general this is not true. Thus if the set of admissible trajectories
contains curves whose points are not all a.c. w.r.t. Lebesgue measure (as in our
case), the definition in [8] cannot be used.

In order to fully exploit the richer structure of the tangent space of 5 (R%),
recalling that AC curves in &2, (R?) are characterized to be weak solutions of the
continuity equation (Theorem 8.3.1 in [2]), we considered a different definition
than the one presented in [8] using the Superposition Principle.

The paper is structured as follows: in Sect.2 we give the definitions of the
generalized objects together with the proof of a Dynamic Programming Princi-
ple in this setting. In Sect. 3 we focus on the main result of this work, namely we
outline a Hamilton-Jacobi-Bellman equation in &5 (R?) and we solve it in a suit-
able viscosity sense by the generalized minimum time function, assuming some
regularity on the velocity field. Finally, in Sect.4 we illustrate future research
lines on the subject.

2 Generalized Minimum Time Function

Definition 1 (Standing Assumptions). We will say that a set-valued func-
tion F : RT = RY satisfies the assumption (F}), j = 0,1,2 if the following hold
true

(Fo) F(x) # 0 is compact and conver for every x € R, moreover F(-) is contin-
wous with respect to the Hausdorff metric, i.e. given x € X, for every e > 0
there exists & > 0 such that |y — x| < 0 implies F(y) C F(x) + B(0,¢) and
F(z) C F(y) + B(0,¢).

(F1) F(-) has linear growth, i.e. there exist nonnegative constants L1 and Lo
such that F(x) C B(0, L1|x| + L) for every x € R?,

(Fy) F(-) is bounded, i.e. there exist M > 0 such that ||y|| < M for all z € R,
y € F(x).

Definition 2 (Generalized target). Let p > 1, ® C C°(R? R) such that the
following property holds

(Tg) there exists zo € R? with ¢(zo) < 0 for all ¢ € ®.
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We define the generalized target Sg as follows

Sf = {u € Z,(RY) : /Rd ¢(x) du(x) <0 for all ¢ € 43} .

For an analysis of the properties of the generalized target see [5] or [6] for
deeper results.

Definition 3 (Admissible curves). Let F : R = R? be a set-valued function,
I = [a,b] a compact interval of R, o, B € Z,(R?). We say that a Borel family of
probability measures p = { it }re;r C Pp(R?) is an admissible trajectory (curve)
defined in I for the system X'z joining « and 3, if there exists a family of Borel
vector fields v = {v(-) }rer such that

1. p is a narrowly continuous solution in the distributional sense of the conti-
nuity equation Oy iy + div(veps) = 0, with p—q = @ and pp—y = .
2. Jp(p,v) < 400, where Jp(-) is defined as

[t r o)) dm@at, i ey, € 20,70,
Jr(p,v) = TR

(4)

400, otherwise,
where Iy is the indicator function of the set F'(x), i.e., Ip()(§) = 0 for all
§ € F(x) and Ip(;)(§) = +oo for all £ & F(x).
In this case, we will also shortly say that p is driven by v.

When Jg(-) is finite, this value expresses the time needed by the system to
steer a to @ along the trajectory p with family of velocity vector fields v.

Definition 4 (Generalized minimum time). Givenp > 1, let ® € C°(R%;R)
and S;f be the corresponding generalized target defined in Definition 2. In analogy

with the classical case, we define the generalized minimum time function Tf :
P,(RY) — [0, 4+00] by setting
Tf(,uo) = inf {Jr(p,v) : p is an admissible curve in [0, T, (5)
driven by v, with piji—o = o, pj=T € Sf},
where, by convention, inf () = +oo.
Given po € Z,(R%), an admissible curve p = (et iepo, 7o u0) € Z,(RY),

driven by a time depending Borel vector-field v = {”t}te[o T (o
p

) and satisfying
Hjt=0 = po and =T (1) € S’ff is optimal for pg if

T3 (1o) = Jr(p,v).
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Some interesting results concerning the generalized minimum time function
together with comparisons with the classical definition are proved in the pro-
ceedings [5] and in the forthcoming paper [6].

Here we will focus our attention on the problem of finding an Hamilton-
Jacobi-Bellman equation for our time-optimal control problem.

First of all we need to state and prove a Dynamic Programming Principle
and, for this aim, the gluing result for solutions of the continuity equation stated
in Lemma 4.4 in [7] will be used.

Theorem 1 (Dynamic programming principle). Let p > 1, 0 < s < 7, let
F :RY = R be a set-valued function, let p = {Mt}te[o,r} be an admissible curve
for Xp. Then we have ~ ~

T2 (o) < s+ T (1s).

Moreover, if Tf(uo) < 400, equality holds for all s € [O,Tg)(uo)] if and only if
K is optimal for pio = pji—o-

Proof. The proof is based on the fact that, by Lemma 4.4 in [7], the juxtaposition
of admissible curves is an admissible curve. Thus, for every € > 0 we consider the
curve obtained by following p up to time s, and then following an admissible
curve steering ju; to the generalized target in time T f (1s) + €. We obtain an
admissible curve steering po to the generalized target in time s + quj (1s) + €,
and so, by letting e — 0", we have Tf(uo) <s+ Tf(us).

Assume now that T2 (po) < +o0 and equality holds for all s € [0, T2 (o))
By taking s = Tf(uo) we get TI?<MT,§I’(#0)) =0, ie., e (uy) € S;f. In particular,
o steers pg to S'g in time Tf(#o)a which is the infimum among all admissible
trajectories steering g to the generalized target. So p is optimal.

Finally, assume that p is optimal for pg and T;f’ (o) < 4o0. Starting from
1o, we follow g up to time s. Since p is still an admissible curve steering s to
the generalized target in time T;,P(Ho) — s, we must have Tf(us) < Tf(ﬂo) — s,
and so Tf (1s) + 8= Tf (10), since the reverse inequality always holds true. O

3 Hamilton-Jacobi-Bellman Equation

In this section we will prove that, under some assumptions, the generalized
minimum time functional Tf is a viscosity solution, in a sense we will precise, of a
suitable Hamilton-Jacobi-Bellman equation on 2, (R?). In this paper we assume
the velocity field to be continuous for simplicity. In the forthcoming paper [6]
we prove a result of approximation of Li—selections of F with continuous and
bounded ones in Li—norm that allows us to treat a more general case.

We recall that, given T' €10, +oc], the evaluation operator ey : R x I'p — R4
is defined as e;(x,y) = y(t) for all 0 <t < T. We set

Tr (o) == {n € PR x I'r) : T > 0,n concentrated on trajectories of
A(t) = v(y(t)), with v € CO(R%:RY), v(z) € F(z) Vo € R?
and satisfies v(0)in = uo},
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where g € P5(R?).
It is not hard to prove the following result.

Lemma 1 (Properties of the evaluation operator). Assume (Fy) and (Fy),
and let Ly, Ly > 0 be the constants as in (Fy). For any po € P»(R4), T €]0,1],
n € Tr(po), we have:

(i) let(z,7)| < (leo(z, )|+ La) eX* for allt € [0,T) and n-a.e. (z,7) € RIx I'r;
(i) er € L3 (R x I'p; RY) for all t € [0,T];
(iii) there exists C' > 0 depending only on Ly, Lo such that for all t € [0,T] we
have
2
€t — €o
t

< C (ms(po) + 1).

2
L"’I

In the case we are considering, where the trajectory t — e;fin is driven by a
sufficiently smooth velocity field, we recover as initial velocity what we expected.

Lemma 2 (Regular driving vector fields). Let u = {1 }1c[0,r] be an abso-
lutely continuous solution of

Oy + div(vp) =0, ¢ €10, T

Hit=0 = po € Pa2(RY),

where v € CY(R%RY) satisfies v(z) € F(x) for all x € RY. Then if n € Tr(po)
satisfies py = eifin for all t € [0, T], we have that

€t — € -0
L3

lim
t—0

—wvoeg

The proof is based on the boundedness of v and on the fact that, by hypothesis,
v € CY, 4(t) = v(y(t)). The conclusion comes applying Lebesgue’s Dominated
Convergence Theorem.

We give now the definitions of viscosity sub-/superdifferential and viscosity
solutions that suit our problem. As presented in the Introduction, these concepts
are different from the ones treated in [2,3,8-10], due mainly to the structure of
P5(RY).

Definition 5 (Sub-/Super-differential in %;(R%)). Let V : Z5(RY) — R
be a function. Fiz p € P5(RY) and § > 0. We say that p, € Li(Rd; R?) belongs
to the §-superdifferential DFV (u) at p if for all T > 0 and n € P(R? x I'r)

such that t — esfin is an absolutely continuous curve in P(R%) defined in [0,T)
with epfin = p we have

V(etn) — V(eolin) — / (Pu o eo(z,7), ee(x, ) — eo(w, 7)) dn(z,v)

Rdx I'p

lim sup
t—0t lle: — eOHL’;‘7
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In the same way, q, € Li(Rd;Rd) belongs to the §-subdifferential Dy V (u) at p
if —q, € DF[~V](n). Moreover, D5 V() is the closure in L2 of DFEV]() N
CY(RERY).

Definition 6 (Viscosity solutions). Let V : #,(R?) — R be a function and
H . Py(RY) x CP(RYGRY) — R. We say that V is a

1. viscosity supersolution of 2 (u, DV (u)) = 0 if there exists C > 0 depending
only on A such that 7 (u,q,) > —C$ for all q, € Dy V(u)NCP, 6 >0 and
e Py (Rd)

2. viscosity subsolution of J€(u, DV (1)) = 0 if there exists C > 0 depending
only on S such that H#(p,p,) < CS§ for all p, € DFV(u)NCY, 6 >0 and
n e Py (Rd)

3. viscosity solution of 2 (u, DV (u)) = 0 if it is both a viscosity subsolution
and a viscosity supersolution.

Definition 7 (Hamiltonian Function). Given p € Z5(R%), we define the
map A : P2(RY) x C) (R RY) — R by setting

A== 14wt o). o)) duto)]

nEIr (1)

Theorem 2 (Viscosity solution). Assume (Fy) and (Fz). Then T2() is a
viscosity solution of #w(u, DTS (1)) = 0, with #F defined as in Definition 7.

Proof. The proof is splitted in two claims.
Claim 1. T () is a subsolution of % (u, DTS (1)) = 0.

Proof of Claim 1. Given n € Jr(uo) and set p; = e fin for all ¢ by the Dynamic
Programming Principle we have Ti (10) < T (j1s) + s for all 0 < s < T (uo)-
Without loss of generality, we can assume 0 < s < 1. Given any p,, €
DITS (o) N CY, and set

A(S7pun7n) =S5 / <p,uo o 60(1’,’)’), 65(1377) - 60(x7’7)> d"la
RdXFT

B(s, Py, m) =13 (1s) — T3 (o) — / (Puo © €o(2,7), es(x,7) — eolw,7))dn,

RiexI'r

we have A(s,pu,,M) < B(S,DpgsM)-

We recall that since by definition p,, € Lio, we have that p,, cey € L%.
Dividing by s > 0 the left hand side, we observe that we can use Lemma2,
indeed the velocity field v(-) associated to n € Jr (o) satisfies all the hypothesis
(the boundedness comes from (F5)) and so we have

. Als, ,
limsup A Puor ) _ / (Dpo © o, 7),v 0 cole, 7)) dn(z, ).
s—0+ S RiexI'p
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Recalling that p,,, € D Tg (110) and using Lemma 1(iii), we have

B B s —
lim sup (37puoan) — limsup (Svpuoan) . € €0

s—0t s s—0t HeS - eOHL%

< (9,

S 2
L

where C' > 0 is a suitable constant (we can take twice the upper bound on F
given by (F3)).
We thus obtain for all n € Jg(uo) that

1 +/ <puo o 60(.’1/',’)/),7] o 60(1‘,’}/» dTI(xa’Y) Z —Co.
RdXFT

By passing to the infimum on 1 € Jr(ug) we have

-C$6 S 1+ inf / <plb0 060(1‘,’7),’()060(37,’7)) d’l’](l‘,’}/)
Nn€Ir (1o) JRAx I'p

=1+ inf / (Puo (), v(2)) dpo(x) = —HF (1o, Puo )
n€Ir (o) JRrd

so T (-) is a subsolution, thus confirming Claim 1. o
Claim 2. TL(-) is a supersolution of #% (u, DT (1)) = 0.

Proof of Claim 2. Given n € Jr(po), let us define the admissible trajectory
p = {uticpo.r) = {edn}icpo,r)- Given gy, € Dy T3 (110) N CY, we have

~/]Rd I <qﬂ0 ° 60(x77)768(x’7) ; €O<x’7)> dn(z,)

T (o) — T3 (s)

€s — €0

<26

s 5 s
Ln

Thus, using Lemma 2 and Lemma 1, we have
T3 (p0) — T3 (1)

/ <Ql1«o Oeo(l‘,’y),’l)060(3?,’}/)>d’l’]($,’7) S 3C6 — )
Rex I'p S

for all s > 0.
Then, by passing to the infimum on all admissible trajectories, we obtain
_%F(,U/O;q;m) —-1= inf / <qlt0 060($7’}/)7UO€0(£C,’Y)> dn(xv"/)
n€Tr(ro) JRAx Iy
T2 (o) — T (11
<305 — sup 5 (ko) 2(,“)_
nEIr (ko) $

Thus ~ R
T3 (o) — T3 (1)
S

—1f.

Hr (1o, quy) > —3C6 +  sup
n€Ir (o)

s
with equality holding if and only if p is optimal, we obtain % (10, qu,) > —C'0,
which proves that T3 (+) is a supersolution, thus confirming Claim 2. O

By the Dynamic Programming Principle, recalling that
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4 Conclusion

In this work we have studied a Hamilton-Jacobi-Bellman equation solved by a
generalized minimum time function in a regular case. In the forthcoming paper
[6] an existence result is proved for optimal trajectories as well as attainability
properties in the space of probability measures. Furthermore, a suitable approx-
imation result allows to give a sense to a Hamilton-Jacobi-Bellman equation in
a more general case.

We plan to study if it is possible to prove a comparison principle for an
Hamilton-Jacobi equation solved by the generalized minimum time function, as
well as to give a Pontryagin maximum principle for our problem.
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Abstract. An optimal control problem of steady-state complex heat
transfer with monotone objective functionals is under consideration.
A coefficient function appearing in boundary conditions and reciprocally
corresponding to the reflection index of the domain surface is considered
as control. The concept of strong maximizing (resp. strong minimizing)
optimal controls, i.e. controls that are optimal for all monotone objec-
tive functionals, is introduced. The existence of strong optimal controls
is proven, and optimality conditions for such controls are derived. An
iterative algorithm for computing strong optimal controls is proposed.

Keywords: Conductive-convective-radiative heat transfer - Diffusion
approximation + Control problem - Strong optimal controls - Optimality
condition

1 Introduction

The interest in studying problems of complex heat transfer (where the radiative,
convective, and conductive contributions are simultaneously taken into account)
is motivated by their importance for many engineering applications. The com-
mon feature of such processes is the radiative heat transfer dominating at high
temperatures. The radiative heat transfer equation (RTE) is a first order integro-
differential equation governing the radiation intensity. The radiation traveling
along a path is attenuated as a result of absorption and scattering. The precise
derivation and analysis of such models can be found in the monograph [1].
Solutions to the RTE can be represented in the form of the Neumann series
whose terms are powers of an integral operator applied to a certain start func-
tion. The terms can be calculated using a Monte Carlo method, which may be
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interpreted as tracking the history of energy bundles from emission to adsorp-
tion on the boundary or within the participating medium. The method assumes
that the bundles start from random points, propagate in random directions, and
show the energy exchange due to random scattering (see e.g. [2]).

A way to avoid solving the integro-differential RTE is the use of expansions
of the local intensity in terms of spherical harmonics, with truncation to N terms
in the series, and substitution into the moments of the differential form of the
RTE (see e.g. [1]). This approach leads to the Py approximations, where N is
the approximation order. Especially interesting is the P; (diffusion) approxima-
tion because it does not require high computational efforts. Using the diffusion
model instead of the integro-differential RTE becomes popular, and this is sub-
stantiated in various applications (e.g., image reconstruction [3] and modeling
the radiative transfer in biological tissues [4]). In this connection, the work [5]
can also be mentioned: It is shown there that the diffusion approximation yields
a good accuracy for temperatures up to 1200°C. Thus, the diffuse approximation
can successfully be applied to various heat transfer problems where very high
accuracy is not required.

Optimal control problems of complex heat transfer draw the interest of
researchers working in applied fields, e.g. glass manufacturing [6-8], laser ther-
motherapy [9], the design of cooling systems [10,11], etc. A considerable number
of works is devoted to control problems related to evolutionary systems describ-
ing radiative heat transfer (see e.g. [6-10,12-14]). In the above-mentioned works,
the transfer of radiation is described by an integral-differential equation or by
its approximations. The temperature field is simulated by the conventional evo-
lutionary heat transfer equation with additional source terms accounting for the
contribution of radiation.

As for steady-state problems of complex heat transfer, there are few results in
this direction. It is worth to mention the work [11], where an optimal boundary
multiplicative control problem for a steady-state complex heat transfer model is
considered. The problem is formulated as the maximization of the energy outflow
from the model domain by controlling reflection properties of the boundary. The
solvability of this problem is proven based on new a priori estimates for solutions
of the model equations. Moreover, an analogue of the bang-bang principle arising
in control theory for ordinary differential equations is proven. Notice that the
optimization of energy in/out flow, which improves heating/cooling systems, is
a quite popular problem in many engineering applications. In [15-18], similar
problems are considered in the context of shape optimization.

In the current work, a conductive-convective-radiative heat transfer control
problem with monotone objective functionals is under consideration. The defi-
nition of monotone functionals looks as follows. Let 6 and ¢ be the state vari-
ables of the model, and J (6, ¢) the objective functional. This functional is called
monotone increasing (resp. decreasing) if the relations 6; < 6y and ¢ < o,
a.e., imply the relation J(01,¢1) < J(02,p2) (resp. J(01,01) > J(02,¢02)). It
should be noticed that such functionals appear very often in applications. For
example, the objective functional in the problem of maximum energy outflow is
a monotone one.
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Moreover, the concept of strong minimizing (resp. maximizing) optimal con-
trols, i.e. controls that yield minimal (resp. maximal) state functions is intro-
duced. Sufficient optimality conditions that do not involve solutions of adjoint
equations are derived.

An iterative algorithm for finding strong optimal controls is proposed, and its
convergence is proven. This, in particular, proves the existence of strong optimal
controls.

2 Problem Setting

The normalized diffusion model, P; approximation, of radiative, conductive, and
convective heat transfer in a bounded domain 2 C R? looks as follow (see
[1,19-21]):

— a0+ v -V + bra(]0]6° — ) =0, (1)

—alp + Ka(p — |9|93) =0. (2)

Here, 0 is the normalized temperature, ¢ the normalized intensity of radiation

averaged over all direction, k, the absorbtion coefficient, and v a prescribed
velocity field. The constants a, b, and a are defined by the formulas

R W U

pCp PCp 3k — Ak

where k is the thermal conductivity, ¢, the specific heat capacity, p the density,
o the Stefan-Boltzmann constant, n the refractive index, T},,; the maximum
temperature in unnormalized model, k := ks + K, the extinction coefficient, kg
the scattering coefficient. The coefficient A € [—1, 1] describes the anisotropy of

scattering. The case A = 0 corresponds to isotropic scattering.
The following boundary conditions on I" := 9f2 are imposed:

adn + (6 — 6y) = 0, adnp + ulp — 6}) = 0. (3)

Here, 0,, denotes the derivative in the direction of the outward normal n; 6, =
Op(x), x € I'; and 8 = (), « € I', are given non-negative functions describing
the normalized external temperature and the normalized overall heat transfer
coefficient, respectively. The function v = u(x), € I', describing the reflection
properties of the boundary is considered as control input.

The minimum (resp. maximum) control problem is formulated as finding a
controluw € L*°(I), u(x) € [ui(x),uz(x)], a.e. on I', such that for any admissible
control u the following relation holds: y(u) < y(u) (resp. y(u) > y(u), a.e. in {2,
where y(@) and y(u) are solution pairs satisfying relations (1)—(3) with u and
u, respectively. Here, u1, us are given non-negative functions defining inequality
constraints imposed on the control.

It is clear that the control @ is optimal in the sense of minimization (resp.
maximization) of monotone functionals outlined in Sect. 1.
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3 Problem Formalization

Assume that {2 be a bounded Lipschitz domain. Let LP, p € [1,00], denotes
the Lebesgue space, and H*(§2) the Sobolev space W3 ({2). Moreover, let the
following conditions be fulfilled:

(i) v e HY(), divv = 0;

(ii) B,ut,us,0p € LOO(F), 0 < B <8, 0 <wu < u < ug, 6 >
0, Bo,up are const;

(iii) f+v-n>0,if v-n<O.

Denote H = L*(£2), V = H'(£2), and define the norms, || - || and || - ||y, in H
and V', respectively, as follows:

AP = (£, 0), WA = AP+ VAR, (F,9) =/f($)g(af)dw~
0]

Definition 1. A pair {0,¢0} € V XV is called o (weak) solution of the problem
(1)=(3) if

a(VO,Vn) + (v - V0 + bk (|0|10° — ), 1) + /ﬂ(@ —O)ndl =0 YneV, (4)
T

a(Vo, Vi) + ralip — 0]6°, ) + / W — Ol =0 Voev.  (5)
I

Theorem 1 (see [21]). Let the conditions (i)—(iii) be true. Then the problem
(1)-(3) is uniquely solvable, a weak solution {6,¢} belongs to (LOO(Q))2 and
satisfies the inequalities 0 < 0 < M and 0 < ¢ < M*, where M = 1061 oo (1)
and the following estimate is true:

10llv + llellv < C, (6)
where C' depends only on 2, M, ||B||rry, |ullzery, VIV, @, a, b, and Kq.

Now, the conception of strong optimal controls will be introduced. Denote
by Uga = {u € L®°(I"): u3 < u < usz} the set of admissible controls.

Definition 2. A function u € Ugyq is called strong minimizing (resp. mazimiz-
ing) optimal control if@\S 0 and o < ¢ (resp. 0>0 and P >¢), ae in 2, for
all w € Uyq, where {@ o} and {0, ¢} are solution pairs corresponding to u and
u, respectively.

Definition 3. A functional J: [V N L*(2)]? — R is called monotone if the
relations 0 < 01 < 03 and 0 < 1 < @9, a.e. in 2, imply the inequality

J(01,01) < J(02,92), where 01,05, 01, and @o are arbitrary functions from
VN L>(0).
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Consider examples of monotone functionals.
1. The sum of weighted norms of § and ¢:

J(0,p) = /Q (r192 + 7“2(,02) dz, (7)

where 1 and 73 € L°({2) are non-negative given functions.

2. Energy flow through a part of the boundary. Let I7 C I" be an outflow
boundary part, i.e. v-n > 0 on I7. The density of the energy flow is defined by
the formula

q=—aV0+6v—abVy,

and therefore, the energy outflow through I7 is given by the functional
J(0,0) = / q-ndl = / (B(O — 6y) +6v -1+ by(p — 6}))dT. (8)
Fl Fl

Here, v is a constant that replaces the function u in the boundary condition
for ¢ on the opening I'i. If the Marshak boundary condition [22] is used, then
v =0.5.

Say that a triple {6, p,u} is admissible if u € Uyq and {0, 9} € V x Vis a
solution of the problem (1)—(3) corresponding to the control u. Denote the set
of all admissible triples by U.

Let J be a monotone functional (see Definition 3). Consider the following
optimization problems:

Problem 1:
J(0, ) — min, {0, p,ut €U.

Problem 2:
J(0,¢) » max,  {0,0,u} €U

A solution {6, p,u} of Problem 1 or 2 will be called optimal triple, and its
components {60, p} and u will be referred as optimal state and optimal control,
respectively.

The following proposition is an obvious corollary of Definitions2 and 3,
accounting for that the objective functionals of Problems 1 and 2 are monotone.

Proposition 1. A strong minimizing (resp. mazimizing) optimal control solves
Problem 1 (resp. Problem 2).

The next section describes the derivation of sufficient optimality conditions
characterizing strong optimal controls and discusses the question of uniqueness.
These considerations give rise to an iterative numerical method that always
converges to a strong optimal control, which, in particular, proves the existence
of such controls.
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4 Conditions of Optimality

Similar to [21], introduce nonlinear operators Fy : L>(§2) x Uyqg — L>=(£2) N
HY(2) and Fy : L>®(2) — L>=(2) N HY(£2) as follows: p = Fy(6,u) if

a(Ve, Vo) +/ u(p — 9§)vdf + Ka(p,v) = na(|0|93,v) Yo eV, (9)
r
and 0 = FQ((p) if

a(V@,VU)—i—/ B(O—0p)vd+(vV O, v)+bra (106, v) = bra(p,v) Yo € V. (10)
r

Notice that {f, 3} is a weak solution of the problem (1)—(3) with a control @ if
and only if § = F5(F1(0,u)), » = F1(F2(p),u). The operators F; and F5 have
the following properties (see [21]):

L If u € Ugg, M = ||0p][poe(r), 0 <0 < M, and 0 < ¢ < M*, a.e. in (2, then
0< Fi(0,u) < M* and 0 < Fy(p) < M, ae. in 2.

2. Ifu € Uyq, 01 < 02, and 1 < @9, a.e. in {2, then F1(01,u) < Fy(02,u) and
Fy(p1) < Fa(yp2), a.e. in (2.

Define an operator U: L*>(I") — L*(I") as follows:

=

~ Jua(s), n(s) —6;(s) <0,
Un)(s) = {UQ(S), n(s) — 94(8) > 0.

=

Lemma 1. If u € Uy, 6 < 0 ae. in 2,0 =Fi(0,u), p = Fl(g,ﬂ), where
u=U(p) oru=U(p), then ¢ < § a.e. in 2.

Proof. Set § =6 — 0 and @ = ¢ — @. Observe that Eq. (9) implies the equation

a(Ve, W)Jr/F[U(so—@?f)—M@—%)]vdfﬂa(@v) = Ka(1010°~1016°,v) Vo e V.
(11)

Denote 9 = max (%, 0) and put v = ¢ into (11) to obtain the estimate
af Vel® + /F[U(SD —03) — U@ — Op)Jwdl + ka|[¥]* = ra(1016° — 16]6%, ) < 0.
Notice that the equality

ulyp = 0y) = (@ — 0y) = WP + (u—)(p — ) = up + (u — u)($ — by)

implies the non-negativity of the boundary integral in the estimate provided that
u=U(yp) or u=U(p). Therefore, ) =0, i.e. ¢ < P a.e. in 2.

Theorem 2. In order for a function u € Uyq to be a strong minimizing optimal
control, it is sufficient that u = U(p), where ¢ = @(u) is a solution of system
(1)-(3) with the control u.
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Proof. Assume that u satisfies the conditions of Theorem 2. Let u € U,q be an
arbitrary control, 0 = 0(u), ¢ = ¢(u), 0 = 0(u), and = (). Lemma 1 implies
the inequality ¢ = F1(0,u) < F1(0,%) = ¢;. Let

gk:FQ(@/k)v @k+1:Fl(§k7ﬂ)7 k:152, (12)

Since {0, ¢} is a solution pair, the equation § = F5(p) holds, and therefore, due
to above mentioned properties 1 and 2 of the operators F; and F5, the following
inequalities are true:

0<0<0, <M, 0<p<@,<M* k=1,2,....

Notice that the sequences {6} and {&} are bounded in V. Therefore, there
exist functions 0., ¢, € L>(£2) N H'(£2) such that

0 — 0., Pr — @y ac. in 2, weakly in H'(£2), and strongly in L?(£2)

up to subsequences.

The above convergence allows us to pass to the limit in (12) as k — oo.
Therefore, {6, p.} is a weak solution of the problem (1)-(3) with the control
u. Moreover, 6 < 6. and ¢ < ¢.. By the uniqueness of solutions of the problem
(1)~(3), it holds that 6 = 6, and & = ., and therefore # < 6 and ¢ < &, a.e. in
£2. This proves the theorem.

The proof of the next theorem is similar to that of Theorem 2.

Theorem 3. In order for a function u € Uyq to be a strong maximizing optimal
control, it is sufficient that

u(s) = {m(s), if o(s) — 0 (s) > 0,
us(s), if (s) = 03(s) <0,

where o = p(u).

Theorem 4. Let u and u be two strong optimal controls. Then u = uw on I’
where @ # 0;.

Proof. Let u and u be two strong optimal controls. From the definition of strong
optimal controls, it follows that p(u) = p(u) = ¢ and 6(u) = 0(u) = 0, a.e. in
2. Using Eq. (11) yields the relation

[ uto =0~ e - optuar = [ w-wie -0 =0 wev.
I I

which yields that (u — @)(¢ — 6}) = 0 a.e. in I'. Therefore, u = @ at points of I’
where ¢ # 0.

Corollary 1. If a strong optimal control u is arbitrarily changed at points of I'
where o(U) = 0}, then it remains to be a strong optimal control.
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Proof. Let 1 be a strong optimal control, and 9 and © the corresponding solutions
satisfying Eqs. (4) and (5). Assume that @ is changed on the set {s € I' : —6} =
0} to obtain a new control Uyew. Equations (4) and (5) imply that the pair {g, )
is also a weak solution corresponding to the modified control U,e, because the
last integral of Eq. (5) remains unchanged. Thus, the control Uyey is a strong
optimal control.

5 Iterative Algorithm for Finding the Optimal Control

By Theorem 2, a function u € U,q such that u = U(p(u)) is a strong minimiz-
ing optimal control. This gives rise to the idea to use an iterative procedure for
finding strong minimizing optimal controls. Below, such a procedure will be pro-
posed, and its convergence will be proven. This additionally proves the existence
of strong minimizing optimal controls. The case of strong maximizing optimal
controls is treated analogously.

Let w € Uug, po = p(w), Oy = 0(w), i.e. o = F1(0p,w), 0o = Fa(po). Define
the sequences

U1 = U(pr), Ors1 = Fa(or), @rt1 = F1(Ops1,ups1), k=0,1,2,.... (13)

Using properties 1 and 2 of the operators F; and Fb yields the following
estimates:
0<6, <M, 0<¢,<M* k=0,1,2,...,
and, additionally, the sequences {0;} and {¢x} are bounded in V. Observe that
01 = Fa(po) = Oy, and hence o1 = F1(01,U(¢o)) < o = F1(6p,w) by Lemma 1.
Then, the monotonicity of F; yields the inequality 65 < 6.
Now, inductive arguments yield the following relations:

0k < k-1, Op+1 <0k, upt1 < ug, a.e. pointwise, for all k > 1.
Indeed, if ¢ < pr—1 and 61 < 0y for some k > 1, then, by the Lemma 1,

k1 = F1(0p11,U(pr)) < or = F1(Ok, ur),

and therefore 0xio < 0r41. Moreover, the monotonicity of the mapping U
with respect to the a.e. pointwise order yields the inequality ui11 = U(pr) <
U((pkfl) = Uf-

Similar to the arguments used in the proof of Theorem 2, the properties of
boundedness and monotonicity of the sequences {ux}, {0x}, and {p} allow us
to clime the existence of functions @ € L>(I") and 0,5 ¢ L>(2) N H(£2) such
that —~

up — uae inl, Oy —0, o — @ ae. in §2,
weakly in H'(£2), and strongly in L?(£2).

The convergence (14), taking into account the upper semi-continuity of the map-
ping U, allows us to pass to the limit in (13) to obtain the equations

(14)

a=U(@), 0=F(0), ¢=F(07).
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Therefore, i = U(p(@)), 6 < 6(w), and @ < @(w), i.c. U is a strong minimizing
optimal control.
Thus, the following statement is true:

Theorem 5. There exists a strong minimizing (resp. mazimizing) control u
uniquely defined on the set I'\ {n € I' : ¢(u) = 0}}. The modification of such a
control on the set {n € I' : ¢(u) = 03} does not violate its strong optimality.

6 Numerical Experiment

The following data are used in the numerical experiments. The region {2 being
a channel of the following form (the units are centimeters):

N={r=(x1,29,23): 0<x2 <50, 0< 13 <10}.

The boundary parts at zo = 0 and x2 = 50 are inflow and outflow regions,
respectively. The side faces, parallel to the x5 axis, are solid walls of the channel.
The velocity field is specified as v = (0,9,0) [cm/s]. The function 6 is defined
as follows:

91;(1'170,1'3) = 0.5, Hb(xl, 50, $3) = 17

91;(0, Z‘Q,.Tg) = 91;(10,.%‘2,.%3) = 91;(.’1)1,.132,0) = 91;(331,.132, 10) =0.5+0.01x,.

To 50 T T T T T T T T T
45 b
u=0.4
40 T
35 bl
30 b
25~ T
u=0.2
20 b
15 b
10 b
5 - -
0 Il Il Il Il Il Il Il Il Il
0 1 2 3 4 5 6 7 8 9 10 14

Fig. 1. Distribution of the control on the top face, zs = 10, of the channel.
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The thermodynamical characteristics of the medium inside the channel corre-
spond to air at the normal atmospheric pressure and the temperature of 400 °C.
The maximum temperature in unnormalized model is chosen as 1,4, = 500°C.
The extinction coefficient & is equal to 0.1 [em™1], @ = 3.3(3), the absorption
coefficient k, equals 0.01 [cm~1!], the anisotropy coefficient A equals 0, and the
coefficient v equals 10.

It is assumed that the control u is variable on the upper face, z3 = 10, and
constrained by the inequalities 0.2 < u < 0.4. On the other faces, the control
assumes prescribed constant values as follows:

u(x1,0,23) = u(xy,50,z3) = 0.5,

(0, x2, 23) = (10, 2, x3) = u(x1,22,0) = 0.3.

The iterative algorithm requires only two steps to deliver a strong maximizing
optimal control. The distribution of this control on the upper face of the channel
is shown in Fig. 1.

7 Conclusion

The current paper deals with a nonstandard problem of optimal control and pro-
poses its complete solution. The notion of strong optimal controls seems to be a
little bit unrealistic for common control problems. Nevertheless, the model con-
sidered in this work does have such solutions. They are unique in some sense and
can be easily computed. Another surprising point is that the intuition fails when
predicts that e.g. a strong maximizing optimal control should assume possibly
maximal admissible values. In contrast to that, the example presented shows
the opposite. Some analysis shows that a strong maximizing optimal control
assumes minimal admissible values on a part of the surface where the absorp-
tion of thermal radiation occurs. Thus, the structure of strong optimal controls
may be rather complicated, and therefore some practical heuristic solutions can
be improved using the study presented. It would be also interesting to find other
problems permitting strong optimal controls.

Acknowledgements. The research was supported by the Russian Scientific Founda-
tion (Project No. 14-11-00079).

References

1. Modest, M.F.: Radiative Heat Transfer. Academic Press, An Imprint of Elsevier
Science, San Diego (2003)

2. Kovtanyuk, A., Nefedev, K., Prokhorov, I.: Advanced computing method for solv-
ing of the polarized-radiation transfer equation. In: Hsu, C.-H., Malyshkin, V.
(eds.) MTPP 2010. LNCS, vol. 6083, pp. 268-276. Springer, Heidelberg (2010).
doi:10.1007/978-3-642-14822-4_30


http://dx.doi.org/10.1007/978-3-642-14822-4_30

10.

11.

12.

13.

14.

15.

16.

17.

18.

19.

20.

21.

22.

Strong Optimal Controls 219

Qi, H., Qiao, Y., Sun, S., Yao, Y., Ruan, L.: Image reconstruction of two-
dimensional highly scattering inhomogeneous medium using MAP-based estima-
tion. Math. Probl. Eng. 2015, 412315 (2015)

Klose, A.D., Larsen, E.W.: Light transport in biological tissue based on the sim-
plifed spherical harmonics equations. J. Comput. Phys. 220, 441-470 (2006)
Kovtanyuk, A.E., Botkin, N.D., Hoffmann, K.-H.: Numerical simulations of a
coupled radiative-conductive heat transfer model using a modified Monte Carlo
method. Int. J. Heat Mass Transf. 55, 649-654 (2012)

Thomes, G., Pinnau, R., Seaid, M., Gotz, T., Klar, A.: Numerical methods and
optimal control for glass cooling processes. Transp. Theor. Stat. 31(4-6), 513-529
(2002)

Frank, M., Klar, A., Pinnau, R.: Optimal control of glass cooling using simplified
Py theory. Transp. Theor. Stat. 39(2-4), 282-311 (2010)

Clever, D., Lang, J.: Optimal control of radiative heat transfer in glass cooling with
restrictions on the temperature gradient. Optim. Control. Appl. Methods 33(2),
157-175 (2012)

Tse, O., Pinnau, R., Siedow, N.: Identification of temperature dependent parame-
ters in a simplified radiative heat transfer. Aust. J. Basic Appl. Sci. 5(1), 7-14
(2011)

Tse, O., Pinnau, R.: Optimal control of a simplified natural convection-radiation
model. Commun. Math. Sci. 11(3), 679707 (2013)

Kovtanyuk, A.E., Chebotarev, A.Y., Botkin, N.D., Hoffmann, K.-H.: Theoreti-
cal analysis of an optimal control problem of conductive-convective-radiative heat
transfer. J. Math. Anal. Appl. 412, 520-528 (2014)

Pinnau, R.: Analysis of optimal boundary control for radiative heat transfer mod-
eled by the SPN system. Commun. Math. Sci. 5(4), 951-969 (2007)

Herty, M., Pinnau, R., Thomes, G.: Asymptotic and discrete concepts for optimal
control in radiative transfer. Z. Angew. Math. Mech. 87(5), 333-347 (2007)
Grenkin, G.V., Chebotarev, A.Y., Kovtanyuk, A.E., Botkin, N.D., Hoffmann, K.-H.:
Boundary optimal control problem of complex heat transfer model. J. Math. Anal.
Appl. 433, 1243-1260 (2016)

Bobaru, F., Rachakonda, S.: Optimal shape profiles for cooling fins of high and
low conductivity. Int. J. Heat Mass Transf. 47(23), 4953-4966 (2004)

Belinskiy, B.P., Hiestand, J.W., McCarthy, M.L.: Optimal design of a bar with an
attached mass for maximizing the heat transfer. Electron. J. Diff. Eqn. 13(181),
1-13 (2012)

Huang, C.-H., Wuchiu, C.-T.: A shape design problem in determining the interfa-
cial surface of two bodies based on the desired system heat flux. Int. J. Heat Mass
Transf. 54(11-12), 2514-2524 (2011)

Marck, G., Nadin, G., Privat, Y.: What is the optimal shape of a fin for one-
dimensional heat conduction? SIAM J. Appl. Math. 74(4), 1194-1218 (2014)
Kovtanyuk, A.E., Chebotarev, A.Y.: Steady-state problem of complex heat trans-
fer. Comp. Math. Math. Phys. 54(4), 719-726 (2014)

Kovtanyuk, A.E., Chebotarev, A.Y., Botkin, N.D., Hoffmann, K.-H.: The unique
solvability of a complex 3D heat transfer problem. J. Math. Anal. Appl. 409,
808-815 (2014)

Kovtanyuk, A.E., Chebotarev, A.Y., Botkin, N.D., Hoffmann, K.-H.: Unique solv-
ability of a steady-state complex heat transfer model. Commun. Nonlinear Sci.
Numer. Simul. 20, 776-784 (2015)

Marshak, R.: Note on the spherical harmonic method as applied to the milne
problem for sphere. Phys. Rev. 71(7), 443-446 (1947)



A Non-autonomous Stochastic Discrete Time
System with Uniform Disturbances

Toannis K. Dassios? and Krzysztof J. Szajowski®®)
1 MACSI, Department of Mathematics and Statistics, University of Limerick,
Limerick, Ireland
2 ERC, Electricity Research Centre, University College Dublin, Dublin, Ireland
jdasios@math.uoa.gr
3 Faculty of Pure and Applied Mathematics, Wroctaw University of Technology,
Wybrzeze Wyspianskiego 27, 50-370 Wroclaw, Poland
Krzysztof.Szajowski@pwr.edu.pl
https://ioannisdassios.wordpress.com/research-visits-invited-talks/,
http://neyman.im.pwr.edu.pl/ szajow/

Abstract. The main objective of this article is to present Bayesian opti-
mal control over a class of non-autonomous linear stochastic discrete time
systems with disturbances belonging to a family of the one parameter
uniform distributions. It is proved that the Bayes control for the Pareto
priors is the solution of a linear system of algebraic equations. For the
case that this linear system is singular, we apply optimization techniques
to gain the Bayesian optimal control. These results are extended to gen-
eralized linear stochastic systems of difference equations and provide the
Bayesian optimal control for the case where the coefficients of these type
of systems are non-square matrices. The paper extends the results of the
authors developed for system with disturbances belonging to the expo-
nential family.

Keywords: Bayes control - Optimal - Singular system * Disturbances -
Pareto distribution

1 Introduction

Linear stochastic discrete time systems (or linear matrix stochastic difference
equations), are systems in which the variables take their value at instantaneous
time points. The horizon of control depends on the problem. The state at instance
n depends on random disturbance and the chosen controls. Discrete time sys-
tems differ from continuous time ones in that their signals are in the form of
sampled data. With the development of the digital computer, the stochastic dis-
crete time system theory plays an important role in the control theory. In real
systems, the discrete time system often appears when it is the result of sampling
the continuous-time system or when only discrete data are available for use. The
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investigation aims are, when such system is under consideration, determining the
control goals, performance measures and the information available at moments
of controls’ specification. The small deviations of the parameters can be treated
as disturbances. As the random disturbance is admitted the performance mea-
sure will be the mean value of the deviation of the states from the required
behavior of the system. When all the parameters of the system are known and
the distribution of disturbances is well defined then the optimal control can be
determined at least for the finite horizon case. The extension of the model to the
adaptive one means that the disturbances are not precisely described. Adaptive
control is the control method used by a controller which must adapt to a con-
trolled system with parameters which vary, or are initially uncertain (c.f. Black
et al. [2] or Tesfatsion [18] for the history of the adaptive control). Under some
unification the model of adaptive control of the linear system is formulated as a
control of the discrete time Markov process (cf. [5]).

It is assumed that the disturbance has a fixed probabilistic description which
is determined by the assumption. In this paper it is assumed that the distrib-
ution function is known to be an accuracy of parameters and the disturbances
additionally change the state of the system. It resembles the statistical problem
of estimation. It was seminal paper by Wald [21] where the background of the
modern decision theory was established (cf. [22, Chap. 7]). The decision the-
ory approach to the control problems were immediately applied (see books by
Sworder [16], Aoki [1], Sage and Melsa [14]). The new class of control systems
under uncertainty was called adaptive (cf. [2,18]). In these adaptive control prob-
lems the important role have Bayesian systems. In this class of control models
it is assumed that the preliminary knowledge of the disturbances is given by
a priori distributions of their parameters. The aim is to construct the controls
in a close form. The construction of the Bayes control is also auxiliary for the
construction of minimax controls (see Szajowski and Trybuta [17], Porosinski
and Szajowski [11], Grzybowski [8], Gonzélez-Trejo et al. [7]). It is observed the
interested in various models of disturbance structure (cf. Duncan and Pasik-
Duncan [6]) and the disturbance distributions (cf. Walczak [19,20]). Stochastic
discrete time systems have many applications which we have described in [3]
where the Bayes control of the linear system with quadratic cost function and
the disturbances having the distribution belonging to the exponential family
with conjugate priors is solved.

The paper is organized as follows: the description of the stochastic discrete
time systems is subject of the Sect.1.1 and some remarks on disturbances are
given in the Sect. 1.2. In the Sect. 2 we determine the Bayes control for the con-
jugate prior distribution 7 of the parameter A as the solution of a singular linear
system and provide optimal Bayesian control. We close the paper by studying
the Bayes control of a class of generalized linear stochastic discrete time systems.

1.1 Stochastic Discrete Time Systems

Let T, € R™ be the state of the system, w, € R™ be the control. Assume
that ¥, € V C R™, with 7,, = (v},v2,..., 0¥ 0,...,0)7, is the disturbance at
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time n and «ay,, by, ¢, € R™*™. Consider a stochastic discrete time system (cf.
Kushner [9])

Tntl = QnTn + bplUpn + cU,, Vn=0,1,...,N — 1. (1)

The horizon N of the control, the time up to which the system is controlled,
is a random variable, independent of the disturbances vy, v1,..., and has the
following known distribution

M
P{N:k}:pkv Vk:ovlaaMa Zpkzlv pM%O (2)
=0

In the authors paper [3] it was considered the family of the exponentially dis-
tributed disturbances. Let us assume here that the disturbances v; have the
uniform distributions on [0, \;] with parameter \; € R",i=1,2,...,k and

X, = (T0,T1s 0, Tn)y  Up = (To, W1y ooy W)y A= (A1, A2, 00y Ak, 0,00y 0) 7
For convenience Uy, will be denoted by U and called a control policy.

Definition 1. The control cost for a given policy U (the loss function) is the

following
N

LU, XN) = > (U 57 + 0 kithi), (3)
i=0
where k; € R™™ > 0,,, 1, are symmetric matrices, s; € R*™*2™ > (09, 5., and
€
y=|-1]¢€ R?*™ Vi = 0,1,...,M. With 0; ; we will denote the zero matriz
A
X J.
Let the prior distribution 7 of the parameter \ be given. It is considered the
Pareto priors (see [4, Chap. 9.7], [10]) with parameters r; > 0, 3; > 2

Byt
g(Nil Bis i) = Wﬂ[m,oo)()\i)- (4)

1
Denote Ey,E5 the expectations with respect to the distributions of N and
random vectors g, Uy, ... (when X is the parameter), F, and E are the expecta-
tions with respect to the distribution 7 and to the joint distribution ¥, and X,
respectively.

Definition 2 (see [9,12,15,19,20]). Let L(-,-) be the loss function given by (3).
(a) The risk connected with the control policy U, when the parameter X is given,
is defined as follows

N
R(\,U) = Ex [EX[L(U, Xn) | Xol] = Ex | EX[D>_ ¥/ s + 1, kiti; | Xol
=0
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(b) The expected risk r, associated with m and the control policy U, is equal to

r(m,U) = B[RO\, U)] =

N
E[Z Vi 8iY; + 1, kit | Xo]] .
i=0

(c) The expected risk r, associated with ™ and the control policy U, is equal to

ra(m,U") = En[E-[R(\,U)] =

N
E[Z??Siﬂi + ] ki | Xo]] .

i=n
Let the initial state To and the distribution 7 of the parameter X be given.

Definition 3. A control policy U* is called the Bayes policy when r(w,U*) =
infye,, r(m,U), where pr is the class of the control policies U for which exists
r(m,U).

1.2 Filtering

Let us assume that the random variables T,, have the density p(T,,\) with
respect to a o-finite measure p on R. The consideration is focused on the special
case when each coordinate has the uniform distribution, i.e. the density p(T,,, \)
has the following representation:

k
p(Tn, A) = Hp(vfu i), (5)

where p(v}, i) = 3-Tjo x, (v)), for all i = 1,2, ..., k. V;* is the set of the random
variables vi. We have
Y . A2
E)\i [U:I] = 5 = ¢;\i and, EM[(U;)Q] = ?1 = ql,iAi27

where ¢;,q1 ; are constants. Let A have the a priori distribution 7 with density
g(X| B,7) Hgl (Ai; 1) (6)

where g;(\;| 3%,7%) is given by (4) where § € Sy ¢ R™, 7 € S§ C R™ with

B: (513/627"'7ﬂk307"'a0)T7
1,2

and 7 = (rt, 7%, ... k0, ... ,0)T. When such the a priori density is assigned to
); and then the object of filtering, to determine the Bayes control, is to produce a
posteriori density for \; after any new observations of the state of the system. We
change the control after obtaining the new data. Hence, to determine the Bayes
control, a posteriori density for A must be obtained after any new observations.
This is possible if for n = 0, 1,...N —1 and a given Ty, we can derive T, from (1),
i.e. the equations
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Tp = ) Tng1 — T — bplin).

If for a value of n, the matrix ¢, is singular, we will have to compute the Moore-
Penrose Pseudoinverse ¢/, and then use the following expression

_ to_ _ _
Un = Cp[Tnt1 — @nTn — byy).

The Moore-Penrose pseudo-inverse can be calculated via the singular value
decomposition of ¢, (see [13]). In these cases a posteriori density f(A | X, Un—_1)
of the parameter ), after having observed X,, and chosen U,_;, has the same
form as (6) i.e.

f(X | Xn, Un—l) = f(X | Vn—l) = g(X | aniﬂ)?

where V,,_1 = (U9, 01, .., Un—1), Bn = Bn,l +24,7 = (q1,925 -, @, 0, ...,0)T €
QFf C R™ and 7y, = Tpo1 V Uy (?O = 7). Under these denotations we have
E(\i | Xn,Up—1) = T}, = GP23ri and E(V? | X,,,Up—1) = T{"'(r},)2. For

1'n
known X,, and U, _1, the conditional distribution of ©,, has the density

k
h(@n | XnaUn—l) = th(% | XYL7U7L—1)7
where
(v | X Unt) = [ a0k Mg

Bu(ri)® 1
= Ty L0,00) (V)
(rn+1) +

Brs1
forn=0,1,...M—1,i=1,2,..., k. In addition (see [19,20]) by direct calculation
we get

Lemma 1. The following equations are fulfilled:

1 g} ;
E(vy, | X, Up—1) = =Q"'ry (7)
2 ﬁn-&-l
E 7\2 Xn Un, _ n,g/ i \2 h n,t _ ﬂ;, ) 8
((Un) | ) 1) 1 (Tn) where Ql 3(ﬁn — 2) ( )
7 n,t z n,dg __ (ﬁ:z)2
E(ry 1| Xn,Uno1) = QY where Qg = —=0——, (9)
(Bn)? =1
) o . LB —1)
B((rt )| Xn,Un_1) = Q3" (r})? where Q3" = BBy . (10
E(@hyy | X, Un1) = ann + tn + 1 Q™' (11)
E((l‘i+1)2 | Xn, Un—l) = (O‘nzn + Un)2 + 2(0%1'71 + UH)V%Qn’iT%
QT (), (12)
E(xn+lr§z+1 | Xn, Un—l) = (anmn + un)Qg 17“1 + 'YnQn R (13)
ni _ (82
where Q" = FI0G -9
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2 The Bayes Control

Suppose the initial state Ty is given, the disturbances have the distribution with
the density given by (5) and the prior distribution 7 of the parameter X is given
by (6). Let the distribution of the random horizon N be given by (2). Consider
the problem of the Bayes control for the system (1) with the starting point at
the moment n, when X,,, U, are given. The expected risk is then given by (c.f
Defintion 2 (c); see [3,12])

M
E Z@?sz@' +0; ki) | Xn, U | - (14)

i=n

rp(m, U™)

Let us denote @), = Zf\ik p;. We have

M
Tn = E[Z &(@‘T«%?i +; ki) | X, Up—1]-
i=n T

For the above truncated problem we provide the following definitions:

Definition 4. The Bayes risk is defined as

Wo = inf ra(m, U"), (15)

where r(w,U™) is the expected risk defined in the Definition 2 (¢) and the
formulae (14).

Definition 5. If there exists U™ = (U}, U}, 1, ., Ux) such that W, = r(m,U™"),
thenU™" will be called the Bayes policy andw;,i =n,n+1,..., N the Bayes controls
for truncated control problem.

Obviously, r(m,U%) = r(7,U), Wy = r(m,U*). For the solution of the Bayes
control problem we derive the Bayes controls %, for n = N, N —1,...,1,0 recur-
sively. Then U9 is the solution of the problem. From the Bellman’s dynamic
programming optimality principle we obtain the following Lemma, see [12].

Lemma 2. Assume the stochastic discrete time system (1). Then the Bayes risk
W,, has the form

W, = 7L AT, + 27L BTy + 271 C T, (16)

where Ay, By, C,, € R™™ D, € R™ with A, = fi1(sn), Bn = f2(Q",Q%, sy),
Cp = f3(Q",Q7,Q%, Q4. sn). The functions f;, j = 1,2,3 are strictly monotonic,
differentiable. The constants Q™" Q?’i, i=1,234,n=0,1,....N are given by
(7), (8) and sy, is defined in (3).
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2.1 Bayesian Optimal Control for Stochastic Discrete Time Systems
We can now prove the following theorem

Theorem 1. Assume the stochastic discrete time system (1). Then, the Bayes
control ), is given by the solution of the linear system

K, T = L,, (17)
where
K, =ky +0 A, 1b, (18)
and
L, = —br[Api100Tn + (Ani160Q™ + Bri1Q5)Fy). (19)

The matrices ky,, A,, Q™, are defined in (3), (16), the Lemma 1, respectively
and € = Y"1 QIF;.

PROOF. From (15), the Bayes risk is given by W, = infyn r(m,U™). It is,
equivalently,

M
Z@?Si?i +a; ki) | Xn, Up—a

i=n

W, = min &
Un

We have

W, = min {ﬂgknﬂn +FE [@Tlsn?n | Xn, Un—l}

Un

k
+Umn1+nlE E Z (ygpszyz+ugpkzuz)] | X0, Un-1| }-
i=n—+1

It means W, = ming, {@} ki, + E [} 07, | Xn,Un-1] + E [Wyi1 | X,
Un—1]}. Hence, the Bayes control @}, satisfies the equation (V is the gradient):

Vﬂn {sznﬂn + E [@Z%?n | X’ru Un—l] + E [Wn+1 | X’ru Un—l]}ﬂnzf - Om 1-

By using (16) we get
kit + b Ayt (0n T + bpTip

+ CnE(@n ‘ Xna Un—l)) + E [{ban-i-an-Q—l}ﬂn:ﬂ* | X’ru Un—1:| = 0m,1~

By the properties of conjugate priors for the uniform distribution (see the
Lemma 1 we have

knﬂ:,, + bz:An-Q»l(anEn + by + CnQnFn) +E [{szn+1?n+l}7 . | Xn; Un—1:| = Om,ly
=%

Un =

and at the end (kp,+b% Ayi1b,)Us = —bL [Ant100Tn+(Ant16,Q"+Brty1Q5)Ty].
The proof is completed. u
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Similarly like for the system with the disturbances belonging to the exponential
family (see [3]) we get

Theorem 2. Consider the system (1) and the matrices K,,, L, as defined in
(18), (19) respectively. Then

(a) Vn such that K, is full rank, the Bayes control @, is given by

n’

=K, 'L,. (20)

n

(b) ¥n such that K, is rank deficient, the Bayesian optimal control 4}, is given
by
u) = (KI'K, + ETE)"'KTL,,. (21)
Where E is a matriz such that KI' K, + ETE is invertible and |E|, = 6,
0 <6 < 1. Where ||-||, is the Euclidean norm.

2.2 Bayesian Optimal Control for Generalized Stochastic Discrete
Time Systems

In this subsection we will expand the results of the Sect. 2.1 by studying Bayesian
optimal control for a class of linear stochastic discrete time systems with non-
square coeflicients. We consider the following non-autonomous linear stochastic
discrete time system

Iy mTpg1 = QnTp + bpTUn + €10y, Yn=0,1,.., N —1. (22)

Where T,, € R™ is the state of the system, u,, € R is the control, v,, € V C R™,

with v,, = (v}, v? vk 0,...,0)T is the disturbance at time n and ay,, by, ¢, €

nyYnr e Yno

R™*™ The horizon N of the control is fixed and independent of the disturbances
Up, n > 0. If r = m, then I, ,, = I,,. If r > m, then I, ,, = [ Tm } and if
Or—m,m

r <m, then I,. ., = [Ir Onm_r} with I,,,, I, identity matrices.

Definition 6. We will refer to system (22) as a generalized stochastic linear
discrete time system.

In the above definition we use the term “generalized” because the coeflicients in
the system (22) can be either square or non-square matrices.

Theorem 3. Consider the system (22) for r # m and assume the matrices Ky,
L, as defined in (18), (19) respectively. Then, ¥n such that

*
n’

(a) m <r, rank(K,) =m and L, € colspank,, the Bayes control u,,, is given
by

=K 'L, (23)

(b) m < r, rank(K,) =m and L, ¢ colspan(K,), a Bayesian optimal control
is given by
Uy, = (K Kn) " Ky L (24)
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(¢) L, ¢ colspanK, and K, is rank deficient, a Bayesian optimal control is
given by
a = (K'K, + E'E) 'KI'L,. (25)

Where E is a matriz such that KT K + ETE is invertible and || E||, = 60,
0<okl
(d) m >r, K, is full rank, a Bayesian optimal control is given by

= K'NK,K')"'L,. (26)

(e) L, € colspanK, and K, is rank deficient, a Bayesian optimal control is
given by (25).

The proof is based on ideas similar to those used in prove [3, Theorem 3] and is
omitted here.

3 Conclusions

In this article we focused on developing the Bayesian optimal control for a class
of non-autonomous linear stochastic discrete time systems of type (1). Firstly,
we proved that the Bayes control of these type of systems is the solution of a
linear system of algebraic equations which can also be singular. For this case
we used optimization techniques to derive the optimal Bayes control for (1). In
addition, we used these methods to obtain the Bayesian optimal control of the
non-autonomous linear stochastic discrete time system of type (2), where the
coefficients of this system are non-square matrices.

The further extension of this paper is to study to Bayes control problem of
stochastic fractional discrete time systems. The fractional nabla operator is a
very interesting tool when applied to systems of difference equations and has
many applications especially in macroeconomics, since it succeeds to provide
information from a specific year in the past until the current year. For all these
there is some research in progress.

Acknowledgments. 1. Dassios is supported by Science Foundation Ireland (award
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Abstract. The Hadamard semidifferential retains the advantages of the
differential calculus such as the chain rule and semiconvex functions are
Hadamard semidifferentiable. The semidifferential calculus extends to
subsets of R™ without Euclidean smooth structure. This set-up is an
ideal tool to study the semidifferentiability of objective functions with
respect to families of sets which are non-linear non-convex complete met-
ric spaces. Shape derivatives are differentials for spaces endowed with
Courant metrics. Topological derivatives are shown to be semidifferen-
tials on the group of Lebesgue measurable characteristic functions.

Keywords: Semidifferential - Shape and topological derivatives

1 Introduction

In the past decades, direct constructions of complete metric spaces of shapes and
geometries (cf., for instance, Delfour and Zolésio [7]) and, additional new ones
(cf., Delfour [4,6]) have been given without appealing to the classical notions
of atlases or smooth manifolds encountered in classical Differential Geometry.
Since, at best, such spaces are groups, the issue of making sense of tangent spaces
and differentials naturally arises not only for “differentiable” functions but also
for large classes of “non-differentiable” functions.

In that context, the geometrical definition of a differentiable function of
Hadamard [5,11] is especially interesting since it implicitly involves the con-
struction of trajectories (or paths) and tangent vectors to trajectories living in
the space under investigation. His definition was relaxed by Fréchet [10] in 1937
by dropping the requirement that the differential be linear with respect to the
direction or tangent vector while preserving two important properties of the
differential calculus: the continuity of the function and the chain rule. A vast
litterature on differentials on topological spaces followed (cf., for instance, the
survey papers of Averbuh and Smoljanov [3] in 1988 and the 207-page paper of
Nashed [12] for a rather complete account until 1971). The definition of Fréchet
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can be further relaxed to the one of semidifferential which handles convex and
semiconvex functions while preserving the two properties.

Since the semidifferential is not required to be linear, they have far reaching
consequences for a function f : A — B between arbitrary sets A and B. De facto,
this relaxes the requirement that the tangent spaces in each points of the sets A
and B be linear spaces. It is sufficient to work with tangent cones to A and B such
as Bouligand’s tangent cone to make sense of semidifferentials. Shortcircuiting
the requirement of a smooth manifold makes it possible to directly study the
tangent spaces to non-convex metric spaces of shapes and geometries.

We show that the metric group of Lebesgue measurable characteristic
functions has semi-tangents and that the notion of topological derivative of
Sokolowski and Zochowski [14] is in fact a semidifferential obtained by dilatation
of a point creating a hole. By extending this construction via dilatations, we also
show that the tangent space contains distributions creating topological pertur-
bations along curves and surfaces that can break the connectivity of the set.
In the same spirit dilatations of d-rectifiable and some Hg-rectifiable compact
sets (Hg4, d-dimensional Hausdorff measure) of Ambrosio et al. [1] also generate
semi-tangents. Orthogonal dilatations of closed subsets of the boundary of a set
of positive reach can also be used via Steiner formula (see Federer [8]).

2 Hadamard Differential and Semidifferential

Hadamard Differential. In 1923 Hadamard [11] gave a geometrical definition
by using an auziliary function t — x(t) : R — RN such that

2(0)=a and 2/(0) % lim @ exists in RN,
where R is the field of real numbers. It defines a path that induces a perturbation
or a variation of the point a. We shall use the terminology time for the auxiliary
variable ¢ and admissible trajectory for the auxiliary function z. Note that x
need not be continuous or differentiable at ¢ # 0. The vector z'(0) is the tangent
to the trajectory x at the point x(0) = a. Scaling ¢ by an arbitrary non-zero real
number generates a whole line tangent to x at a

Definition 1. A function f : RN — R¥ is Hadamard differentiable at a € RN if

(i) for all admissible trajectories x at a the limit

(f o 2)(0) % 1y L&) = f(@)

t—0 t

exists in RE

(ii) and there exists a linear function Df(a) : RY — RX such that for all
admissible trajectories = at a

(f o2)'(0) = Df(a) (2'(0)).-
Df(a) is the differential of f at a. O



232 M.C. Delfour

The definition of Hadamard differentiability is equivalent to the one of Fréchet
differentiability in finite dimension. In Banach and Fréchet spaces, a Hadamard
differentiable function at a point a is continuous at a and the chain rule is
applicable. In 1937, Fréchet [10] insisted on the fact that the definition of
Hadamard is more general than his since it extends to functions f : X — RX
defined on topological vector spaces X that are not mormed vector spaces. Fur-
thermore, in Banach spaces of functions, we can consider the set of tangent
vectors (functions) x'(0) as weak limits . ..and even as distributions.

In his 1937 paper, Fréchet [10] observed that, in function spaces, the
Hadamard differentiability is not only a notion more general than the one he
introduced in 1911 but that the linearity in part (ii) is not necessary to pre-
serve the continuity of the function and the chain rule. He gives the following
example:

)Ly )

JACIRE S 5 for (x1,22) # (0,0) and f(0,0) )

([10, p. 239]). Indeed, it is readily checked that for any trajectory x : R? — R
such that 2(0) = (0,0) and z’(0) exists

(f o2)'(0) & lim fz@) - £(0,0)

t—0 t

= [(«(0)).

Hadamard always insisted on the linearity and this new notion was criticized by
P. Lévy. Yet, his example shows that such nondifferentiable functions exist.

Hadamard Semidifferential. By relaxing the linearity, we can deal with some
families of non-differentiable functions. Unfortunately, some convex continuous
functions and, in particular, the norm ||z|| in a = 0, are not differentiable in this
relaxed sense. To get around this, we need the notion of semidifferential.

For instance, in the case of the Euclidean norm z +— f(z) = ||z|| : RN — R at
x = 0, consider a semi-trajectory z : [0, +00) — R through the origin z(0) = 0
for which the right-hand limit 2/(07) exists. We get at a = 0

Foryon) iy LEDSO

w<t)—$(0>H = ' (0")]],

t

where the notation ¢ \, 0 means that ¢ goes to 0 by strictly positive values.
We have a similar result for convex and semiconver continuous functions. When
(fox)'(07) is not a linear function of the semi-tangent x’(07), we say that the
function is semidifferentiable.

From Linear to Non-convex Spaces. The hypothesis of linearity of the
differential is also a severe restriction to define a differential for a function
f:AcRN - B C RX since it requires that the tangent space to A at a
and the tangent space to B at f(a) be linear subspaces. This necessitates that
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the sets A and B be sufficiently smooth in the sense that, at each point of A and
of B, the tangent spaces be linear subspaces of RN and RX.

Since the Hadamard semidifferential does not require the linearity of the
tangent space, the a priori smoothness assumption of the sets A and B can be
de facto dropped since the semidifferential only needs to be defined on a tangent
cone. Several tangent cones are available in the literature, but the following one
is especially well suited for semidifferentials.

Definition 2. The Bouligand tangent cone to a set A at a point a € A is

T,A%

{v € RY : 3{x,} C A and {t, \, 0} such that lim Zn 8 _ v} .

When the boundary 0A of A is smooth, T, A is a linear subspace of RY. However,
the linearity of T, A puts a severe restriction on the sets A. For instance, the
requirement that 7, A be linear rules out a curve in R? with kinks.

z'(0) 2 imy o I(tiﬂz exists

- tangent linear subspace Tq(A) path or trajectory x(t)

- tangent (non convex) cone T, (A)

d

2/ (07) lof limy_o z(tzf,l oxcists half or semi-trajectory z(t)

A

This naturally leads to the following notions of admissible trajectory.

Definition 3. Given A C RN, an admissible semi-trajectory in A at a € A is a
function x : [0,7] — A, 7 > 0, such that the semi-tangent at a

) gy HO
exists. When the limit z/(0%) exists, it follows that z(¢) — a as t \, 0. O
An equivalent characterization of the Bouligand’s tangent cone is obtained.
Theorem 1. T,A = {2/(0") : x is an admissible semi-trajectory in A at a}.

Following Fréchet, we now relax the linearity and formalize the notion of
semidifferential for functions f: A — B.

Definition 4 (Geometrical definition). Given A C RN and B C R¥| the func-
tion f: A — B is Hadamard semidifferentiable at a € A if
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(i) for each admissible semi-trajectory z in A at a, the limit

iy det o F() = f(a)
(fou)(07) & Jim ==

exists

(ii) and there exists a (positively homogeneous) function v — da f(a;v) : T,A —
Tf(a)B such that for all admissible semi-trajectories x in A at a

(fox)'(07) =daf(a;2'(07))

The function v — da f(a)(v) = daf(a;v) is referred to as the (tangential) semi-
differential of f at a € A. It can be shown that d4 f(a) is continuous on T, A. O

This definition has an equivalent analytical counterpart.

Theorem 2 (Analytical definition). Given A C RN and B C RX | the function
f: A — B is Hadamard semidifferentiable at a € A if and only if there exists a
(positively homogeneous) function v — daf(a;v) : ToA — Tyqy B such that for
allv € T, A and all sequences {x,} C A and {t, \, 0} such that (x,—a)/t, — v

f(xn) — f(a)
t

n

lim
n—oo

=daf(a;v).

With the above definitions, the two important properties are preserved: con-
tinuity of f at a and the chain rule. The previous definitions extend to subsets A
of topological vector spaces X, but we have to be careful and retain the abstract
notions that are really meaningful. For shapes and geometries, the subset A will
be a complete metric space with or without a group structure in a surrounding
Banach or Fréchet space. We consider Courant metrics and the metric space of
characteristic functions. Oriented distance functions can also be considered.

3 Metric Group of Characteristic Functions

Consider the metric Abelian group of characteristic functions on RN
X(RN) = {xo:02cC RN Lebesgue measurable} C L>®(RN).

It is a closed subset without interior of the Banach space L>(RY) and of the
Fréchet spaces LY (RY), 1 < p < co. The analog would be the sphere in R3.

loc

3.1 Velocity Method
For the welocity method, consider the following continuous trajectory in X (RN)

dT (V)
dt
The semitangent at x is obtained by considering the limit of the differential
quotient (XTt(V)(fll\% — x0) /t € L°(RN) which does not exist in L>(RN), but

also not in Li_ (RY), 1 <p < .

t = X7,y ¢ [0,1] = X(RY), =V(t) o T(V), To(V) = L.
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To get a derivative consider the distribution associated with xr,v)()
¢H/ XTt(V)(Q)qﬁd:z::/ gbdx:/ ¢ oT, det DT, dz : D(RY) —» R
RN T(V)(£2) 0

If Ve COY(RN,RYN), then

4
dt

/ ¢oT, det DT} dx:/ div (V(0) ¢) dx:/ xo div (V(0) ¢) dx
t=0+ J 12 9

RN
(see, for instance, [7, Theorem 4.1, Chap. 9, p. 483]). The bilinear function
(0,V) = [ xadiv (V(0)) de: HY(RY) x COHRN,RY) — R
RN
is continuous. This generates the continuous linear mapping V +— Vxgo -V :
CO’I(RN,RN) N H_l(RN)
def .
(Vxo V)= / _Xadiv (V(0)¢) dz,
R

where Vx; is the distributional gradient of x. The support of Vx -V is in
I, the boundary of §2. So, the tangent space to X (RN) (considered as a subset
of the space of distributions) at x, contains the linear subspace

{VXQ V:Ve Co’l(@,RN)} c HL(RY) c DRN

of functions in H~(RN). When {2 is an open set with Lipschitz boundary

d
- / XTAV)(Q)WOJZ/ V(0)-nr¢dHy_q
dt],—o+ Jrx r

is a bounded measure, where Hy is the d-dimensional Hausdorff measure.

3.2 Topological Derivative via Dilatations

The rigorous introduction of the topological derivative in 1999 by Sokotowski
and Zochowski [14]) (see also the book by Novotny-Sokolowski [13]) opened a
broader spectrum of notions of “differential” with respect to a set. The set (2 is
topologically perturbed by introducing a small hole around a point a € 2, that
is, a dilatation of a. This idea can be readily extended to some families of closed
subsets E of {2 of dimension d, 1 < d < N — 1, for which Hy(F) is finite.

Given 2 C RY open, we consider several examples where my denotes the
Lebesgue measure in RYV. The distance function dg(x) of x to a subset E C RY
and the r-dilatation of E are defined as

dp(z) inf e —yl, E iz eRY (dgla) <r}. (3.1)
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Example 1. E = {a}, a € R?, dim E = 0. The r-dilatation of E is B,(a),
¢ 4t m3(B,(a)) = asr®, az=4n/3 = volume of unit ball in R3
¢ — ¢(a) : D(R?) — R is a distribution.

Assuming that B,.(a) C {2 for some r > 0, the perturbed sets will be
def =
t— -Qt = Q\Er = Q\Bm(a)

Given ¢ € D(R?), the weak limit of the differential quotient (ygo, — x0)/t is

1 1

s { qﬁd:c—/ ¢d4 :*B—/— xo b da

2, o m3( W)(a)) B yran(@)
1

B _mB(Br(a)) /B,.(a) xa ¢de = —¢(a).

This distribution is a half tangent since for all p > 0

/thm_/nqsdx] — —pola).

Example 2. Let A C R? be an open set of class C*!, A compact, dim A = 2,
and ba(z) def da(x) — dgs\ a(7) be the oriented distance function, then

1
t

O

e > 0 such that by € CVH(UL(94)), U-(94) = {z € R® : [ba(2)| < £}
projection onto A : ppa(z) = —ba(x) Vba(x), H(JA) < cc.

Consider the shell or sandwich of thickness t = 2r around E = 0A and, for 0 <
r < e, the r-dilatation E, < {z eR?: |ba(z)] <7} ={z eR3:dya(z)| <},

t=2r=a;r, «a =2= volume of the unit ball in R!

¢ / ¢ dHy : D(R?) — R is a distribution.
E

Assuming that U.(0A) C {2, the perturbed sets for 0 < ¢ < € are

t 2 Y ONE, = O\E, .

Given ¢ € D(R3), the weak limit of the differential quotient (xp, — x)/t is

1 1
t[ Qﬁcﬁdﬂ;—/ﬁ(bdx] :—t/Et/ZXqudx

1
- L XQ¢d$H*/¢dH2-
aqr E E

r
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This distribution is a half tangent since for all p > 0

il/gm¢dx—/9¢dx] —>—p/E¢dH2.

When E = 0JA, we create a new connected component (cf. Fig.1). This
construction extends to a set of class C1'! with compact boundary in RY. 0O
2
A
(0A)¢)2

Fig. 1. For E = 0A, {2; has two connected components

Example 3. Let A = 9A ¢ RN, N > 3, be a compact C?-submanifold for
which there exists € > 0 such that d% € C%(U.(A)), then
1 1
projection onto 0A : pa(z) =z — §Vd?4(w), Dpa(z)=1-— §D2d124(:10)7
Im Dp4(z) = tangent space at € A, dim A(z) = dim (Im Dp4 (x)).

Let dim A = d and Hy(A) < oo for some d, 0 < d < N — 1. Given E = A
and 0 < r < ¢, consider the r-dilatation E, of E,

t=an_qgrN "% an_q= volume of the unit ball in R¥ ¢

¢ — / pdHy : D(RY) — R is a distribution.
E

Assuming that U.(A) C 2, the perturbed set for 0 < r < ¢ will be

def

t— Qt = Q\Er = .Q\E N_m.

Given ¢ € D(RY), the weak limit of the differential quotient (xn, — x)/t is

[ o o] o

Yt/aN_q
1

:fﬁ/ ngbdmNHf/quHd.
aON—_qT E, E
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This distribution is a half tangent since for all p > 0

% [/thd)dmzv—/9¢dmN] — —P/E(?deo

4 Generalization and Concluding Remarks

In Sect. 3.2 we considered the Minkowski content M?(E) of closed subsets E of
RY (of positive reach) such that

Er)
() i Y ED) ey 0<d<n 4.1
B i 2B ), 0<as, (4.1)
and the associated distribution (measure)
1
Hy=lim ———— : D(RY) — R. 4.2
o [ odty=tim g [ odmy:DEY) SR (42)

Choosing the volume ¢t = ay_g4 rN=d of the ball of radius r in RV~% as the

auxiliary variable, that is, r = (t/ay_g)"/ (V=9

— 1 1 . N
¢H/E¢de11{%¥ pdmy : DRY) SR, (4.3)

Blesan_p/ =)

Given a Lebesgue measurable £2 C RV, we considered the perturbation
2y = O\E, (4.4)
and obtained a continuous trajectory t — xp, in X(RY) such that

X2, = Xo\E in L’ (IRN)7 1<p< .

loc

If my(E) =0, then xo, — xo in L _(RY), 1 <p < o0.

Such a construction extends to dilatations of d-rectifiable compact sets (see
Federer [9]) and to Hg-rectifiable sets E verifying a certain density condition
(see Ambrosio et al. [2, Definition 2.57, p. 80] and [1, pp. 730-731]).

Another family of closed sets is provided by the extension of the Steiner
formula by Federer [8, Theorem 5.6, p. 455] to closed sets A of positive reach.
Given E C 0A closed and 0 < r < reach (A), define the orthogonal r-dilatation
of E: B4 def {x €RY :da(x) <7 and pa(z) € E}, where p4 is the projection
onto A. Then lim, ompy(F2)/(ay—_qr¥~%) is a Radon measure for some d,
0<d<N.

The emerging point of view is to consider the elements of the group X(RY) of
characteristic functions x, of Lebesgue measurable subsets £2 C RY as a subset
of measures in the space of distributions D(RV)’:

¢H/ xoodr= | ¢dr:DRY) =R, XRY)cDRY). (4.5)
RN 2
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It is conjectured that the tangent cone T, X(RY) is contained in D(RY)". In
Sect. 3.1 the velocities generate tangents that are distributions in H'(RY)’; in
Sect. 3.2 the compact subsets E generate semi-tangents that are bounded mea-
sures. As a result, Ty, X(RY) is not a linear space and it does not only contain
measures, but we don’t know how big it is. We could also attempt to characterize
the tangent space to a family of measures.
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Abstract. We consider an optimal control problem with Volterra-type
integral equations on a nonfixed time interval subject to endpoint con-
straints, mixed state-control constraints of equality and inequality type,
and pure state inequality constraints. The main assumption is the linear—
positive independence of the gradients of active mixed constraints with
respect to the control. We formulate first order necessary optimality con-
ditions for an extended weak minimum, the notion of which is a natural
generalization of the notion of weak minimum with account of variations
of the time. The presented conditions generalize the local maximum prin-
ciple in optimal control problems with ordinary differential equations.

Keywords: Volterra-type equation - Extended weak minimum - Local
maximum principle + State-control constraints - Adjoint equation -
Transversality conditions - Change of time variable : Linear—positive
independence

1 Introduction

The results presented in this paper generalize the results obtained in our previous
two papers [6,7]. Paper [6] was devoted to the first order necessary conditions for
a weak minimum in a general optimal control problem with Volterra-type integral
equations, considered on a fized time interval, subject to endpoint constraints of
equality and inequality type, mixed state-control constraints of inequality and
equality type, and pure state constraints of inequality type. Paper [7] studied
first order necessary conditions for an extended weak minimum in an optimal
control problem with Volterra-type integral equations considered on a non-fixed
time interval, subject to endpoint constraints of equality and inequality type,
but without mixed state-control constraints and pure state constraints. Here we
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consider a problem generalizing both problems of [6,7]. We formulate first order
necessary conditions for an extended weak minimum in this general problem.
Following the tradition, we call them stationarity conditions, or conditions of the
local mazimum principle. They are presented in Theorem 1. As far as we know,
such conditions for problems with integral equations on a variable time interval
were not obtained up to now. Their novelty, as compared with those for problems
on a fixed time interval is that the costate equation and transversality condition
with respect to t involve nonstandard terms that are absent in problems with
ODEs. More remarks concerning the existing literature on the problems with
integral equations can be found in papers [1-4,6,7].

As was already mentioned in [6], the stationarity conditions in optimal control
problems constitute an important stage in obtaining any further necessary opti-
mality condition, including maximum principle or higher order conditions, and
thus, they deserve a separate thorough study for each specific class of problems.

The paper is organized as follows. In Sect. 2 we formulate a general optimal
control problem with integral equations on a variable time interval which we
call Problem A. We also define in this section the notion of the extended weak
minimum. Section 3 is devoted to formulation of the main result of the paper —
the local maximum principle in Problem A, which is the first order necessary
condition for an extended weak minimum (Theorem1). A short discussions of
its proof is given in Sect. 4.

2 General Optimal Control Problem with Integral
Equations on a Variable Time Interval (Problem A)

Consider the following control system of Volterra-type integral equations on a
variable time interval [to,t1]:

z(t) = x(to) + /t f(t,s,z(s),u(s)) ds, (1)

where z() is a continuous n— dimensional and u(-) is a measurable essentially
bounded r— dimensional vector-functions on [tg,t1]. As usual, we call z(-) the
state variable and u(-) the control variable (or simply the control). A pair w(t) =
(z(t),u(t)) defined on its own interval [tg,t1] and satisfying (1) for a.e. t €
[to,t1] is called a process. We assume that the function f is defined and twice
continuously differentiable on an open set R C R2t"+7,

The problem is to minimize the endpoint functional

Jz(po(to,x(to),tl,a?(h)) — min (2)

on the set of all processes (solutions of system (1)) satisfying the endpoint con-
straints

nj(to,l‘(to),tl,I(tl)) = O, j = 1,. . .,k‘, (3)
Qpi(toax(t()%tl)x(tl)) <07 7;:17~-~7V7 (4)
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the mized state-control constraints
Fi(t,z(t),u(t)) <0 for ae. t € [ty,t1], i=1,...,d(F), (5)
Gj(t,z(t),u(t)) =0 for a.e. t € [to, 1], ji=1,...,d(Q), (6)
and the state constraints
D (t,x(t)) <0 for all t € [tg, t1], k=1,...,d(D). (7)

The functions g, ¢;, n; are assumed to be defined and continuously differentiable
on an open set P C R?"*2 and the functions Fj, G, and 9@, are assumed to be
defined and continuously differentiable on an open set @ C R*"*" (the smooth-
ness assumptions). The notation d(F'),d(G), and d(P) stand for the numbers of
these functions.

Moreover, we assume that the mixed constraints (5) and (6) are regular in
the following sense: at any point (¢, z,u) € Q satisfying relations F; < 0 Vi and
G; = 0 Vj, the system of vectors

Fiu(t,z,u), i€lI(t,x,u), Gju(t,z,u), j=1,...,d(G),

is positively-linearly independent, where I(t,z,u) = {i | F;(t,z,u) = 0} is the
set of active indices of mixed inequality constraints at the given point. Here and
in the sequel we denote by F;, the partial derivative (gradient) of the function
F; with respect to the variable u. Similar notation is used for other functions an
variables.

Recall that a system consisting of two tuples of vectors pi,...,p, and
q1,---,qr in the space R” is said to be positively-linearly independent if there does
not exist a nontrivial tuple of multipliers oy, ..., am, 01,... O with all a; > 0
such that

D aipi+ Y Big;=0.
i J

The problem (1)—(7) will be called Problem A, and the relations (2)—(4) its
endpoint block.

Note that the function f explicitly depends on two time variables, ¢t and s,
the roles of which are essentially different. Conventionally, the variable s will be
called inner, while ¢ will be called outer time variable, and one should carefully
distinguish between them in further considerations. Among the four arguments
of the function f and its derivatives, the first argument will always be the outer
and the second one be the inner time variables, no matter by which letters they
will be denoted.

As in [6,7], we mention an important particular case of system (1): if f does
not depend on the outer time variable ¢, i.e., f = f(s,z(s),u(s)), then the inte-
gral equation (1) is equivalent to the differential equation &(t) = f (¢, z(t), u(t)),
hence Problem A becomes an optimal control problem of ordinary differential
equations on a nonfixed time interval.
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Obviously, each process under consideration must “lie” in the domain R of
the function f(¢,s,x,u), i.e.

(t,s,2(s),u(s)) € R for ae. (t58)€ Altg, 1],

where Altg,t1] = {(t,s) : to < s <t < t1}. We will need even a stronger
condition.

Definition. A process w(t) = (x(t),u(t)) defined on an interval ¢ € [to, 1] (with
continuous z(t) and measurable and essentially bounded u(t)) will be called
admissible with respect to R if its “extended graph”

I(w) ={(t,s,2(s),u(s)) | (t,5) € Alto, t1]}
lies in the set R with some “margin”, i.e.,
dist ((¢, s, z(s),u(s)),0R) = const > 0 for a.a. (t,s) € Alto, t1].

A process is called admissible in problem A if it is admissible with respect to R
and satisfies all the constraints (1) and (3)—(7) of the problem.

Like in any problem on a nonfized time interval, the notion of weak minimum
in Problem A needs a modification.

Definition. We will say that an admissible process w®(t) = (2°(t),u°(t)), t €
[fo,fl], provides the extended weak minimum if there exists an € > 0 such that
for any Lipschitz continuous bijective mapping p : [to,t1] — [to,?1] satisfying
the conditions |p(t) — t| < € and |p(t) — 1| < €, and for any admissible process
w(t) = (x(t),u(t)), t € [to,t1], satisfying the conditions

2(t) = 2%(p(t))| <e ¥Vt and  |u(t) —u’(p(t))| <& (W), (®)
we have J(w) > J(w?). (Notation (V), as usual, means “for almost all”.)

The conditions on p imply p(ty) = fo and p(t1) = £ with |ty — to| < € and
|t; — 1| < e. If the interval [to,t;] is fixed and we take p(t) = ¢, then relations
(8) describe the usual uniform closeness between the processes w® and w both
in the state and control variables. However, for an arbitrary p(t), relations (8)
extend the set of “competing” processes, and thus, even for a fixed time interval,
the extended weak minimum is stronger than the usual weak minimum.

3 Local Maximum Principle in Problem A

Let a process
wo(t) = (xo(t),uo(t)), te [50751} (9)

provide an extended weak minimum in Problem A. We assume that the endpoints
of the reference state 2°(t) do not lie on the boundary of state constraints;
moreover, that

@k(fo,l‘o(to)) <0, @k(ﬁ, a:o(tl)) <0, k=1,... ,d(q)) (10)
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For process (9), let us introduce a tuple of Lagrange multipliers

A= (0407%57%@)71/%@)7 hi(t)vmj(t)7uk(t))' (11)

Here ay € R corresponds to the cost ¢y, the components of vectors o =
(a1,...,a) € R” and B = (B1,...,8:) € R* correspond to endpoint con-
straints ¢; < 0, and 7; = 0, respectively, adjoint variables v, (¢) : [to, 1] — R™
and 4 (t) : [fo, 1] — R correspond to the control system, puy(t) : [fo,11] — R,
k=1,...,d(®), refer to the state constraints @y (t,z) < 0; moreover, 1, Yy,
and s, are functions of bounded variation, continuous at o and f;; multipliers
hi(t) : [to,t1] — R, 4 = 1,...,d(F), and m;(t) : [to,t1] — R, j = 1,...,d(G)
corresponding to the mixed constraints F;(t,z,u) <0, G;(t,x,u) = 0, are mea-
surable bounded functions.

Note that here v, and v; are not the partial derivatives with respect to z
and ¢, but simply the adjoint variables, which refer to x and ¢, respectively. This
notation was proposed by Dubovitskii and Milyutin and turned out to be highly
convenient, especially in problems with many state variables. We hope it will
not cause confusion.

We denote by di,, di;, dug the Lebesgue-Stieltjes measures which cor-
respond to the functions of bounded variation v, ¥y, ug, respectively. These
measures have no atoms at the points 7o and #;, and moreover, du, > 0,k =

1,...,d(®), since it corresponds to the inequality constraint. Hence each puy is a
monotone nondecreasing function. By
de de dupg .
=, (t 0 — e (t il t
dt ¢a( )7 dt ¢t( )7 dt ,uk( )

we denote the generalized derivatives of these functions with respect to ¢.
Consequently, the following relations hold:

Uo(t)dt = dig(t),  Pe(t)dt = dvy(t),  ju(t) dt = dug(t).

In what follows, all pointwise relations involving continuous functions hold for
all ¢, while those involving measurable functions hold for almost all .

In order to present optimality conditions in Problem A, introduce, for a tuple
A of (11), the modified Pontryagin function

i
H(t,s,m,u) = o (t=) f(t,s,0,u) + [ o(7) filT,s,2,u) dr. (12)
t

Here 1, (t—) means the left hand value of the function ¢, at a point ¢, and f;
means the partial derivative of the function f(¢, s, x,u) with respect to the first,
outer variable ¢.

Also, for w® and A, let us introduce the augmented modified Pontryagin func-
tion

H(t,s,x,u) = H(t,s,z,u)

= 3 hilt) Fi(s, @, u) — Yo my(t) Gy(s, 2, u) — ijﬂk(t) @p(s,z),  (13)
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the endpoint Lagrange function

U(to, o, t1,21) = (Z%@H—Zﬂﬂb) (to, o, t1,21),

and a special auxiliary function

= /t fe(t,s,2°(s),u"(s)) ds.

The main result of the paper is the following

Theorem 1 (local maximum principle). If a process w®(t) = (2°(t),u’(t)),
t € [to,t1] provides the extended weak minimum in Problem A and satisfies
assumption (10), then there exists a tuple of multipliers (11) satisfying the spec-
ified above properties and such that the following conditions hold true:

(a) nonnegativity conditions
ag =20, =20, hi(t)=20, i=1,...,d(F), dur>=0, k=1,...,d(®P),

(b) nontrivality condition

00+ la + 181 + 3 (ue(r) — +Z/ £)d >0,
k

(c) endpoint complementary slackness conditions

ai907;(1?071:0({0)3{1"1:0(251)):0, izl,...71/7
(d) pointwise complementary slackness conditions

dpg (t) By (t,2°(t)) = 0, lc:l,...7d(q'5)7
hi(t) Fi(t, 2°(t),u’(t)) = a.e.on [to,t1],
(e) adjoint equation in x
—dipe(t) = Ha(t,t,20(t),u’(t))dt
= (ba0)1a 082D O) + [ 5a00) ualr, 1,200,000 )

_(Z hi(t) Fip (t,2°(6),u’ (1) + Y my;(t) Gja(t, a:o(t),uo(t))) dt
i j
*Zdﬂk ) Do (t,2° (1)),
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(f) adjoint equation in t
— dipi(t) = Hy(t,t,2°(t),u ())dt

(Zh Fi(t, 2° —|—ij G, 2°(t), uo(t))) dt
—Zduk ) Pre(t,2°(1)) — dip () R(2), (14)

with
Hy(t,t,2°(t),u’(t) = wx( =) [t t,20(), u° (1))
+ % (1) frs (7,8, 2°(t), u° (1)) dr,

t

where fs is the partial derivative of the function f(t,s,x,u) with respect to
the second, inner variable s, and fis is its second partial derivative,
(g9) transversality conditions in x,

Vallo) =lry,  —thu(tr) =Ia,
(h) transversality conditions in t,
Yi(to) = g, —u(t1) = by, — pu(t)R(E), (15)
(i) stationarity condition with respect to the control
H(t,t,2(t),u’(t)) =0 a.e.on  [lo,11],
i.e.
t

Yo (t=)fult,t, 2°(),u’ (1)) + [ a(7) fru(r,t,2°(1),u’ (1)) dr

t

—Zh Fi(t, 2% +Zm] Gu(t,z%(t),u°(t)) =0,

(k) the “energy evolution law”
H(t,t,2°(t),u’(t)) + ¥y (t) = a.e.on [to,t1].

The last condition is called in such a way, since together with (14) it gives
the equation for evolution of the function H(t,t,2°(t),u°(t)), which is often
(especially in mechanical problems) regarded as the total energy of the system:

H2ﬁ5—¢$R

If the state and mixed constraints are absent and the dynamics does not explicitly
depend on time: f = f(x,u), then H = H,R = 0, and we get “the energy
conservation law”: H = const along the optimal process.
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Note that both the adjoint equation in ¢ and the right transversality condition
in t involve additional terms, di,(t)R(t) and t,(t1)R(#1), respectively. Both
these terms are generated by the dependence of f(t,s,z,u) on the outer time
variable ¢, which was absent in problems with ODEs. (Indeed, in those problems
ft = 0, whence F' = 0, so this term disappears.) In our opinion, this novelty
in optimality conditions for problems on a variable time interval needs further
study.

Using generalized derivatives of functions of bounded variation, we can rep-
resent the adjoint equation in x and ¢ in the easy-to-remember form:

_ dw;t(“ _7, (t,t,xo(t),uo(t))
S G090 - 5 d“d%“ 21, (t.2°(0). (16)
j k
and
_ dd;t(t) = Hy(t, t,2°(t),u’(t))
— Z hi(t) Fy(t, 2°(t), u®(t)) — Z m;(t) Gji(t, 2 (), u’(t))
B d’%@ B (t,2°(t)) — dw;t(t) R(b). (17)
k

4 About the Proof of Theorem 1

Like in our paper [7], in order to prove Theorem 1, we reduce Problem A to an
auxiliary problem on a fixed time interval by using the change of time variable
t = t(7), where dt/dr = v(r) and v(r) > 0. Setting (1) = z(¢(7)) and a(r) =
u(t(T)), we come to the following system of integral equations:

= (7o) + /T f(t(7),t(0), (o), u(0)) v(0) do, (18)

-

t(r) =t(ro) + / v(o) do, (19)
To

where 7 is a new time, ¢(7) an additional state variable, v(7) an additional

control variable, and o a new time of integration instead of s.

We see that here the integrand of the first equation involves the value ¢(7)
of a state variable, which was not allowed in (1). Abstracting from the specific
form of the second equation and changing the notation t(7) to a more general
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y(7) (and changing also 7 to a more convenient t), we come to a system of the
following form on a fixed interval [to, t1]:

t

£(t) = (ty) + / olt, 5,y(), 2(5), y(s), u(s)) ds, (20)

y(t) = ylto) + / W, 5,y(s), u(s)) ds, (21)

where z(t) and y(¢) are continuous functions of dimensions n and m respectively,
u(t) is a measurable and essentially bounded function on [tg,¢;]. We still denote
the time by ¢. The data functions g and h, as before, are assumed to be twice
continuously differentiable on an open set R ¢ R2T2m+n+r,

This system does not fall into the framework of Eq. (1), since the integrand
of the first equation depends on y(¢) (which can be regarded as the outer state
variable). Thus, we have to study a new, broader than (1), class of integral control
systems.

Adding to the obtained system the mixed constraints, the state constraints
and the terminal block, we obtain the following

4.1 Problem B on a Fixed Time Interval

On the set of solutions w = (z,y,u) to system (20)—(21) satisfying the con-
straints

Fi(t,x(t),y(t),u(t)) <0 for ae. t € [to, t1], i=1,...,d(F), (22)

G;(t,xz(t),y(t),u(t)) =0 for a.e. t € [ty,t1], j=1...,d(G@), (23)

& (t,z(t),y(t)) <0 forall t € [ty, 1], kE=1,...,d(D), (24)
nj(x(tO)vy(tO)ax(tl)ay(tl)) :07 j = 17'~~7k7 (25)
802($<t0)7y(t0)7‘r(tl)7y(t1)) <07 1= 17"‘7”7 (26)

to minimize the endpoint functional
J = o(x(to), y(to), z(t1),y(t1)) — min. (27)

Like before, the functions 7;, ¢;, and ¢ are assumed to be continuously differ-
entiable on an open set PC R2"*2m  the functions Fj, G, and @y, continuously
differentiable on an open set @ C R™™7+7 We also assume that the mixed
constraints (22)—(23) are regular in the same sense as in Problem A.

To derive optimality conditions in Problem B, we consider it as a particular
case of an abstract nonsmooth problem in a Banach space, hence we can apply
the well known abstract Lagrange multipliers rule for nonsmooth problems (see,
e.g. [5,6]). Let us formulate it.
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4.2 Lagrange Multipliers Rule for an Abstract Nonsmooth Problem

Let X,Y,Z;,i=1,...,v be Banach spaces, D C X an open set, K; C Z;, i =
1,...,v closed convex cones with nonempty interiors, fo: D — R, b; : D — Z;,
i=1,...,v,and g : D — Y given mappings. Consider the following problem

geeey

We study the local minimality of an admissible point ° € D. Assume that the
cost fp and the mappings b; are Frechet differentiable at x°, the operator g is
strictly differentiable at 2V, and the image of ¢’(2°) is closed. Let K? be the
polar cone to K;,i=1,...,v.

Theorem 2. Let 2° provide a local minimum in problem (28). Then there exist

Lagrange multipliers ag > 0,(F € KP,i=1,...,v, and y* € Y*, not all equal to
zero, satisfying the complementary slackness conditions (Cf,b;(z%)) =0, i =
1,...,v, and such that the Lagrange function

L(z) = ao fo(z) + Z(Cﬁ bi(z)) + (y", 9(x))

is stationary at 2°:  L'(2%) = 0.

Applying Theorem 2 to Problem B, we perform some analysis of the obtained
conditions and represent them in the form of local maximum principle for Prob-
lem B. The latter is then applied to the auxiliary problem with system (18)—(19),
and finally, we rewrite the results in terms of the original Problem A.
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Abstract. In the present paper a robust stabilization problem of
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1 Introduction

The stochastic systems subject both to Markovian jumps and to multiplicative
white noise perturbations received a considerable attention over the last years.
Relevant results include the stability of such systems, optimal control and filter-
ing (see e.g. [4-6,8] and their references). In the present paper a robust stabi-
lization problem of continuous-time linear dynamic systems with Markov jumps
and corrupted with multiplicative (state-dependent) white noise perturbations
is considered. The robustness analysis is performed with respect to the inten-
sity of the white noise terms. It is proved that the robustness radius depends
on the solution of an algebraic system of coupled Lyapunov matrix equations.
The derived results are a generalization of the ones proved in [10] for the case
without Markovian jumps. The paper is organized as follows: in the next section
the problem statement is presented. The third section includes some preliminary
results concerning the Lyapunov operators associated to the considered class of
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stochastic systems. The main result is presented and proved in Sect.4. In the
last section the stability radius is determined for two relevant particular cases
and a numerical example illustrates the theoretical developments.

2 The Problem Statement

Consider the system of stochastic linear differential equations:

da(t) = A(ne)a(t)dt + Y pubi(ne)e () (t)dwi(t) (1)

=1

where {w;(t)}1>0, 1 <1 < r, are one-dimensional independent standard Wiener
processes defined on a given probability space (£2,F,P); {n:}+>0 is a homoge-
neous standard right continuous Markov process defined on the same probability
space (£2,F,P) and taking value in the finite set N = {1,2,..., N} and having
the transition semigroup P(t) = @t t > 0, where Q € RV*¥ is a matrix whose
elements g;; satisfy the condition

- : (2)
> qi; =0,VieN.
Jj=1

For more details we refer to [1,3,9,12]. We also assume that {n};>0,
{wi(t) }+>0, 1 <1 < r, are independent stochastic processes. In (1) the matrices
A(i) € R™™ b(i), ¢(i) € R™*1, 1 <1 <r,1<i< N are known, while the
scalars y; € R are unknown. The system (1) can be regarded as a perturbation
of the so called nominal system

2(t) = A(ne) (1) 3)

The perturbed system (1) emphasizes the fact that the coefficients of the
nominal system are affected by parametric uncertainties modeled by state mul-
tiplicative white noise perturbations with unknown intensity p;. Often when we
refer to the perturbed system (1) we shall say that it corresponds to the vec-
tor of parameters pu = (u1, 2, ..., ). Assuming that the nominal system (3)
is exponentially stable in mean square (ESMS) we want to find necessary and
sufficient conditions which will be satisfied by the parameters y;, 1 <1 < r such
that the perturbed system (1) to be also ESMS. In the special case N = {1}
(no Markov jumps) the conditions derived in this note recover those derived in
[10]. The concept of exponential stability in mean square of the linear stochastic
systems of type (1) and (3) may be found in [2] and [8], respectively.

3 Some Preliminaries

Let STZLV =85,98,® .. S8, where S,, C R" "™ is the subspace of symmet-
ric matrices. Let S}, be the convex cone defined by SY, = {X = (X(1),
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X(2),..,X(N)) € S¥|X (i) > 0,1 <i < N}. Here, X (i) > 0 means that X (i) is
positive semidefinite, SéV ', is a closed convex cone with non empty interior. Its
interior is IntSY, = {X = (X (1), X(2),..., X(N)) € SV |X(i) > 0,1 <i < N}.
Applying Theorem 3.3.2 and Theorem 3.3.3 from [8] in the case of system (1)
one obtains the following result.

Proposition 3.1. The following are equivalent

(i) The system (4) is ESMS;
(ii) For any H = (H(1),H(2),...,H(N)) € IntSY,_ there exists
X = (X(1),X(2),...X(N)) € IntS), solving the following equation on
N

N r
AT(6)X (i) + X () A(D) + Zl 4i; X () + ZZ pici(@bf (D)X (@)bi(i)ef (i) )
j= =1
+H(i) = 0;1 <i < N;
(iti) For any H € IntSY,_, there exists Y = (Y (1),y(2),...,Y(N)) € IntSY,
solving the following equation on SY
N r
A@Y (i) + Y (1) AT (i) + Zl ;Y (5) + lzl pibi(i)ef ()Y (i)er ()] (i) (5)
j= =
+H(i)=0,1<i<N;
(iv) There exists X = (X(1),..., X(N)) € IntSY, satisfying the following system
of LMIs
N T
AT@)X (1) + X@AG) + Y ai X () + D pialdb] ()X @bi)e] (i) <0,
j=1 =1

where 1 < ¢ < N.

Then one associates the following Lyapunov operators to the nominal system
(3) L:SN - SN £:8N — SV defined by

N
L[X](i) = AT ()X (i) + X (i) A(i) + Zqin(j), 1<i<N, (6)
and
N
£X](0) = ADX () + X(AT(@) + Y guX ()1 <i <N (7)

for all X = (X(1),...,X(N)) € SN. It is easy to check that £ is the adjoint
operator of £ with respect to the usual inner product on S.':

N
<X, Y >= > Tr{X(i)Y(i)]. (8)

j=1
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Invoking Proposition 3.20 and Theorem 3.21 from [2] (see also Theorem 3.2.2
and Theorem 3.2.4 from [8]) one deduces that the nominal system (3) is ESMS if
and only if the eigenvalues of the linear operator £ are located in the half plane
C_. This allows us to obtain the following result.

Corollary 3.2. If the nominal system (3) is ESMS then for each H € SY the
equations

LIX]+H=0 9)
and

LY]+H=0 (10)
have unique solutions given by X = —L71H] = (-£7'[H](1),..,—L!

H](N)) € SY and Y = —£71[H] = (-£71[H](1), ..., —L[H](N)) € SY, respec-
tively. If H € SY, then X € S),, Y € S}, Moreover, if H € IntSY, then the
unique solutions of (9) and (10), respectively are in IntSY, i.e.

— L7'H]() >0 (11)
and
— £ HH]() >0 (12)

forall1 <i<N.

Further, let us consider the ordered space (R, Ri) where the order relation is
induced by the convex cone RY = {z = (1,29, ...,zq)T € R¥z; > 0,1 <4 < d}.
The interior I ntRi of the convex cone R‘i consists of the set I ntRi ={z =
($1,$2, ...,.’L‘d)T S Ri‘.’tz >0,1<1< d} IfD = (dij)ij € R¥*4 i5 the matrix of a
linear operator D : R — R then DRi - Ri if and only if d;; > 0,1 < 4,7 < d.
In this case D will be called positive matrix. Applying Theorems 2.6 and 2.7
from [7] in the special case of the ordered linear space (R%,R%) one obtains the
following result.

Proposition 3.3. For a positive matriz D € R™? the following are equivalent:

(i) p(D) < 1, p(-) being the spectral radius;
(ii) There exists ¢ € IntRY such that the equation

(I — D)¢ =1 (13)

- d
has a solution ¢ € IntR .

4 Main Results

The equivalence (i) < (iv) from Proposition 3.1 allows us to deduce that if the
perturbed system (1) is ESMS for a value p = (p1, ft2, .., ftr) of the intensities of
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the white noises, then this system is ESMS for every value y° = (u3, ..., it,.) which
are satisfying |p;| < |m| for all 1 <1 < r. In this section we shall derive a set
of necessary and sufficient conditions which guarantee the exponential stability
in mean square of a perturbed system (1) corresponding to a set of unknown
vector of intensities u = (p1, ..., tr). Using Proposition 3.1 one notices that the
system (1) is ESMS if and only if for any H € IntS)Y, the Eq. (4) has a solution
X € IntSY, . Using (6) we may rewrite (4) in the form

LX]+H=0 (14)

where H = (H (1), ..., H(N)),
- iu%blT(i)X(i)bl(i)cl(i) (i) + H(i),1 <i < N. (15)
Further, we rewrite H in the form:
ZZM%T bi(4)E, +H (16)

=1 j5=1

where Elj = (Elj(l), ...,Elj( )) e Sy n+ with

2,() = {clo)cf(j), ifi=j (17)

0, otherwise.

Since the nominal system (3) is necessarily ESMS if the perturbed system (1)
is ESMS, we deduce via Corollary 3.2 and (16) that the solution of the equation
(14) satisfies

r N
=D W DXG (kL Ey] - £ H].
1=1 j=1
The i*" component of this solution is
r N
=2 2 DXL EG] () — L7 H]6), 1< i < N. (18)
I=1 j=1
Multiplying (18) on the left by b (i) and on the right by bx(i), one obtains
bE (i) X Z Z bt (j ()Ming + Vi (19)
=1 j=1

1<k<r,1<i<N, where

Miii; = —ppbk (1)L [Z15](0)br (i) (20)
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and
vii = —bi (1) L7 [H](4)by(4).- (21)

One sees that (19) is a system of rN scalars equations with rN scalar
unknowns. Based on the fact that for each integer o € {1,2,...,rN} there exists
a unique pair of natural numbers (k,7) € {1,2,...,7} x {1,2,..., N} such that
a = (k—1)N + i we may write (19) as an equation of the form (13) on the
space R™. To this end we set ¢ = ((1,Co, .., Gn)T, W = (U1, Wy, ..., ¥N)T,
D = (dap)i<a,p<rns

Cs = b (X)) if (1 —1)N +j =3, (22)
Vo = vy = —bi ()L H]()be (i) if (k= 1N +i=a (23)
dop = My = —piby (1)L [Z15)(0)br (4) (24)

if (k—1)N+i=aand (I —1)N+ j = 8. With these notations (19) may be
written in a compact form:

(I - D) =W (25)

Since the matrix D defined by (24) depend upon the unknown parameters
wy, for each perturbed system of type (1) one may associate a matrix D = D(u)
as before. Now we are in a position to state and proof the following result.

Theorem 4.1 Assume bi(i) #0, 1 <k <r, 1 <i < N. Under this condition
the following are equivalent:

(i) The perturbed system (1) corresponding to the set of parameters p =
(11, ooy por) 18 ESMS;

(i) The nominal system (3) is ESMS and the matriz D(p) associated to the
perturbed system (1) satisfies p(D(p)) < 1.

Proof. (i) = (ii) Let H € IntS}Y, be arbitrary but fixed. If the perturbed
system (1) is ESMS, then the nominal system (3) is also ESMS. Hence, the
Egs. (14)—(15) has a solution X = (X(1),..., X(V)) with X (i) > 0,1 <i < N.
Consider ¢,¥ € R™ defined via (22) and (23). Since by (i) # 0, for all (k,i) €
{1,2,....,7} x {1,2,..., N} one deduces that ¢, > 0 and ¥, > 0,1 < o < rN.
Further, one associates the matrix D whose elements are computed via (24). One
may check that dog > 0, for all 1 < a, 8 < rN. So, it follows that the Eq. (25)
associated to the perturbed system (1) satisfies the conditions from Proposition
3.3 (ii). Hence, p(D) < 1, this shows that the assertion (ii) from the statement
holds if (i) is satisfied.

Now the implication (ii) = (i) will be proved. Let H € IntS}\, be arbitrary.
It will be shown that the corresponding Eq. (4) has a solution X € IntS}, . One
notices that if the nominal system (3) is ESMS, then ¥ € IntR™ and the matrix
D € R™V*X"™N are well defined via (23) and (24), respectively. If p(D) < 1 then,
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based on the implication (¢) = (#¢) from Proposition 3.3 it follows (25) has a
unique solution ¢ € I ntRQN . Based on the components of the vectors ¥, ¢ and
of the matrix D one may define

Ui = Vo, Gj = Coy diiyyy = dug (26)

if (k,1),(1,7) € {1,2,...,7} x{1,2,.., N}, (k—=1)N+i=o,(I-1)N+j=06.Tt
is easy to see that Wy; = Wi, diij = M. With these notations one obtains
the following version of the Eq. (25)

r N
G = = S5 1B (LM ] 0bk(0)Gs — BT G)LT HIG)be(i)  (27)

=1 j=1

V(k,i) € {1,2,...,7} x {1,2,..., N}. Defining

r N
X(i) == > uiG L7 =)0 — £ H)(6), 1< i < N. (28)
1=1 j=1
and setting X = (X(1),..,X(N)), it results that X € IntSY, since

—L7Y5Z,]() > 0, =L~ [H](i) > 0 and §; > 0 for all (1,4,7) € {1,2,...,7} x
{1,2,..., N} x {1,2,..., N}. From (28) it follows

r N
LX)+ > piG=; +H=0. (29)

=1 j=1

Based on (17) it results that =j;(i) = 0 if ¢ # j, obtaining thus the following
componentwise version of (29)

LIX](6) + Y pilucili)ed (i) + H(i) = 0,1 <i < N. (30)
=1

From (28) with (27) it results that Cp; = bY (i)X (i)bg (i) for all 1 < k < 7,
1 <4 < N. Therefore one may rewrite (30) in the form

LX) + Y pia(@)b] @)X (@)bi(i)e (i) + H() =0 (31)
=1

which is just (4). Thus the proof is complete.

Remark 4.1. The result proved in Theorem 4.1 shows that, in order to decide
if the perturbed system (1) corresponding to a vector of unknown parameters
w € [—=|ful, |ul], 1 <1 <ris ESMS, we have to check if the spectral radius of
the matrix D = D(fi) (associated via (24) to the parameters fi;) is less then 1.
One notices that (24) may be rewritten in the form

dap = fi7 by (1) Z1;(1)br (i) (32)
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where (k,4),(l,7) € {1,2,...,r} x {1,2,..., N} are such that (k — 1)N +i = «
and (I—1)N+j =0, Z;; = (Z;;(1), ..., Z;;(N)) being the unique solution of the
equation

N
AT ()23 (i) + Ziy(DAG) + Y 4 Z5 (1) + Zi5(i) = 0 (33)
=1

1 <i< N, with =}; defined in (17).
According with [10] one introduces the following definition.

Definition 4.1. The vector of noise intensities p® = (u?, 13, ..., u0) is called
critical for the system (1) if the system (1) corresponding to the noise intensities
6/1,0 is ESMS if 0 < € < 1 and it is not ESMS if € > 1.

Remark 4.2. Denote D(u) the matrix D corresponding to the vector pu =
(p1, .., i) of the noise intensities. Based on (24) it follows that D(eu’) =
e2D(u?). Since the spectral radius of a positive matrix is an eigenvalue of that
matrix one may infer that

plD(ep®)] = e2p[D(u°))-

If ¥ is a critical vector of noise intensities then one obtains from Theorem
4.1 that p[D(ep®)] < 1 for all 0 < & < 1 obtaining thus that p[D(u")] < %,
0 < & < 1. So, we deduce that p[D(u°)] < 1. Since the perturbed system (1)
corresponding to the vector x° is not ESMS, one concludes via Theorem 4.1, that
p[D(u°)] = 1. Hence, the vector u® = (u9,...,u0) is a solution of the equation
det(I,n — D(p)) = 0.

In the space R" of the vector u = (g1, ..., ) the critical vectors of noise
intensities p® are included in the boundary of the stability region.

5 Several Special Cases

The first special case analyzed here is r = 1 and N > 2. In this case the system
(1) becomes

de(t) = Alm)e(t)dt + ub(n)™ (ne)a(t)dw (1), (34)
The matrix D associated to the system (34) is D = u?D; where
bT(1)Zy(1)b(1)  b"(1)Z2(1)b(1) ... DT(1)Zn(1)D(1)
o | rezewe TEzENe) . @)z
1 B e “ee “en “en (35)
BT (N) Zy (NJBN) BT (N) Za(N BN - 67 (N) Zy (N)B(N)

for each 1 < j < N, (Z;(1),..., Z;(N)) is the unique solution of the following
equation on S

AT (@) Z;(6) + Z; () AG) + ) 4 Z;(1) + Z5(i) = 0 (36)
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Z;(i) = 0if i # j and Z;(i) = c(j)cT (§) if i = j.

In the special case of the system (34), the Theorem 4.1 yields to the following
result.

Corollary 5.1. Ifb(i) 20, V1 < i < N the following are equivalent:

(i) The perturbed system (34) is ESMS;
(i) The nominal system (3) is ESMS and the parameter u satisfies the condition

2 1
K< o

Remark 5.1. The previous Corollary shows that the exponential stability in
mean square of the nominal system (3) is preserved for the perturbed system (34)

if and only if the unknown parameter y lies in the interval (—p = [D1], p [D1]),
which is the stability region in the case of perturbed system (34).

The second special case discussed here is > 1, N = 1. Now, the system (1)
becomes
du(t) = Ax(t)dt + Y mbie] z(t)dwi(t). (37)
=1
The matrix D associated to the system (37) via (24) is
D = Ddiag(ii3, .., 117, (38)
where

bT Z1by bF Zoby ... b7 Z,b,
b Zyby WL Zoby ... b1 Z,by

D= (39)
bT Zuby b7 Zab, ... bT Z,b,
for each 1 <1 < r, Z; is the unique solution of the Lyapunov equation
ATZ + Z)A + ¢l = 0. (40)

The result proved in Theorem 4.1 yields the next result.
Corollary 5.2. The following are equivalent

(i) The perturbed system (37) is ESMS for any value of the unknown parameters
€ (=il [ul), 1< 1<

(ii) A is a Hurwitz matriz and p[D] < 1, D being defined in (38)-(39) with
replaced by f;,1 <1 <r.

Remark 5.2.(a) The result stated in Corollary 5.2 is just the main result
derived in [10]. Its discrete-time version may be found in [11].

(b) Condition of the form b; # 0,1 <1 < r (as it is imposed in the general case
in Theorem4.1) is redundant in the case of system (37) because, if b;, = 0
for some [y, it follows that the noise wy,(f) does not affect the perturbed
system.
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In order to illustrate the above theoretical results one considers the dynamics
of Hopfield neural network of form

0 (t) = a;v;(t Jer”gj vi(t) +ec,i=1,...,N

a; < 0 and the activation functions g;(-) are strictly increasing. Then its approx-
imation around an equilibrium point v is

i(t) = Az(t) + Bf(x(t)

where z(t) = o(t) — % f(z) = gz + ) — g(v°) and where A =
diag(ay,...,a,) the elements of f() being sector-type nonlinearities satisfying
fe(zr) (fulzr) — przr) < 0,k = 1,...,n. Then for the above system associate
the linear approximation

dx(t) = Az (t)dt + ulg:l bickx(t)dw(t), n =3, r =2

A =diag(—0.5, —0.5, —0.5)
by =1[051,1]T ¢ =11,2,1]T
by =[1,0.25,—1]7, c; = [0.25, —1,1]7

Applying Corollary 5.2 it results that the above system is ESMS for all u €
[—0.2857;0.2857].
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Abstract. In this paper we study an optimal control problem for a
doubly nonlinear evolution equation governed by time-dependent subd-
ifferentials. We prove the existence of solutions to our equation. Also,
we consider an optimal control problem without uniqueness of solutions
to the state system. Then, we prove the existence of an optimal control
which minimizes the nonlinear cost functional. Moreover, we apply our
general result to some model problem.

Keywords: Optimal control - Doubly nonlinear evolution equations -
Subdifferentials - Without uniqueness

1 Introduction

The present paper is concerned with an optimal control problem without unique-
ness of solutions to a doubly nonlinear evolution equation governed by time-
dependent subdifferentials in a real Hilbert space H.

In our optimal control problem, for each control f, the state system (P; f) is
as follows:

State system (P;f):

P; ) {(Zz/g)(u:’(?o) Tn(?}p}’(u(t)) +g(u(t)) > f(¢t) in H for ae. t € (0,7T), (1.1)

where 0 < T < oo, v’ = du/dt in H, ¢ : H — RU {0} is a time-dependent
proper, lLs.c. (lower semi-continuous), convex function for each t € [0,T], ¢ :
H — RU{oo} is a time-independent proper, l.s.c., convex function, 9t and d¢p
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are their subdifferential in H, g(-) is a single-valued Lipschitz operator in H, f
is a given H-valued control function and ug € H is a given initial data.

In this present paper, we consider the optimal control problem without
uniqueness of solutions to the state system (P; f). To this end, let V be a real
Hilbert space such that the embedding V' — H is dense and compact. Then, we
study the following optimal control problem without uniqueness of solutions to

(P; f):
Problem (OP): Find the optimal control f* € F such that

J(f*) = inf J(f).

(/7) = inf J(f)

Here F := W%2(0,T; H) N L?(0,T;V) is the control space and J(f) is the cost
functional defined by

J(f):= inf , 1.2

(£):= Jof 7s(w) (1.2)

where f € F is the control, S(f) is the set of all solutions to (P; f) with the

control function f. Also, u is a solution to the state system (P; f) and m¢(u) is
its functional defined by

T T T
mi) =g [ ) —waliat + 5 [ 11Ok 5 [ Ip@Rar. (13)

where u,q € L*(0,T; H) is a given target profile and | - |y (resp. |- |v) is the
norm of H (resp. V).

There is vast literature on optimal control problems to (parabolic or elliptic)
variational inequalities. For instance, we refer to [5,10,11,17-19,23]. In particu-
lar, Lions [18] and Neittaanméaki et al. [19, Sect. 3.1.3.1] discussed the singular
control problems, which is the class of control problems characterized by not
well-posed state systems.

The theory of nonlinear evolution equations are useful in the systematic
study of variational inequalities. For instance, many mathematicians studied the
nonlinear evolution equation of the form:

u'(t) + 0  (u(t)) > f(t) in H for ae. t € (0,T), (1.4)

where ¢'(-) : H — R U {oo} is a proper, Ls.c. and convex function. For various
aspects of (1.4), we refer to [11,14,20,22]. In particular, Hu-Papageorgiou [11]
studied the optimal control problems to (1.4).

Also, doubly nonlinear evolution equations were studied. For instance,
Kenmochi-Pawlow [15] studied the following type of doubly nonlinear evolution
equations:

%8w(u(t)) + 0p'(u(t)) > f(t) in H for a.e. t € (0,T), (1.5)
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where ¢(-) : H — RU {00} is a proper, l.s.c. and convex function. The abstract
results of doubly nonlinear evolution Eq. (1.5) can be applied to elliptic-parabolic
equations. Therefore, from the view point of (1.5), Hoffmann et al. [10] studied
optimal control problems for quasi-linear elliptic-parabolic variational inequali-
ties with time-dependent constraints. Also, Kadoya—Kenmochi [12] studied the
optimal sharp design of elliptic-parabolic equations.

On the other hand, Akagi [1], Arai [2], Aso et al. [3,4], Colli [8], Colli-
Visintin [9], Senba [21] investigated the following type of doubly nonlinear evo-
lution Eq. (cf. (1.1)):

ot (W (t)) + 0p(u(t)) > f(t) in H for ae. t € (0,T). (1.6)

However, there was no result of optimal control for (1.1) and (1.6) since (1.1)
and (1.6) are not well-posed state systems, in general. Therefore, by arguments
similar to Kadoya et al. [13], more precisely, using the cost functional defined by
(1.2) and (1.3), we establish the abstract theory of the optimal control problem
(OP) without uniqueness of solutions to the state system (1.1).

The plan of this paper is as follows. In the next Sect.2, we state the main
result in this paper. In Sect. 3, we first give the sketch of the proof of solvability
for (1.1). Also, we prove the convergence result (Proposition 3) of solutions to
(P; f). Moreover, we prove the main result (Theorem 1) on the existence of the
optimal control to (OP). In the final Sect.4, we apply our abstract result to a
parabolic PDE with Neumann boundary condition.

Notations

Throughout this paper, let H be a real Hilbert space with the inner product
(,-) and norm | - |z, respectively. Also, let V' be a real Hilbert space with the
norm | - |y such that the embedding V' — H is dense and compact.

Let us here prepare some notations and definitions of subdifferential of convex
functions. To this end, let E be a real Hilbert space with the inner product
(-, ) - Then, for a proper (i.e., not identically equal to infinity), l.s.c. and convex
function ¢ : E — RU {oo}, the effective domain D(¢) is defined by

D(¢) = {z € B; ¢(2) < oo}

The subdifferential of ¢ is a possibly multi-valued operator in E and is defined
by z* € 0¢(z) if and only if

z€D(¢) and (2",y—2)g < é(y) —¢(z) forall ye E.

The next proposition is concerned with the closedness of maximal monotone
operator d¢ in F.

Proposition 1 (cf. [7, Lemma 1.2]). Let E be a real Hilbert space with the
inner product (-,-)g. Let ¢ : E — R U {oo} be a proper, l.s.c. and convex
function. Also, let [z, 2] € 0¢ and [z,2*] € E x E be such that

zZn — z weakly in E  and z), — 2 weakly in E as n — oo.
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Suppose that

lim sup(za, 25) 5 < (2,2 -

Then, it follows that [z,2*] € 0¢ and lim,,_ o (2n, 25 ) g = (2,2 E.

For various properties and related notions of the proper, l.s.c., convex func-
tion ¢ and its subdifferential O¢, we refer to a monograph by Brézis [6].

2 Main Theorem

We begin by defining the notion of a solution to (P; f).

Definition 1. Given f € L*(0,T; H) and ug € H, the function u : [0,T] — H
is called a solution to (P;f) on [0,T], if the following conditions are satisfied:

(i) we WH2(0,T; H).
(ii) There exist functions & € L*(0,T; H) and ¢ € L?(0,T; H) such that

E(t) € Ot/ (t)) in H  for a.e. t € (0,T),
C(t) € 0p(u(t)) in H forae te(0,T)

and
E)+C() +g(u(t)) = f(t) in H for a.e. t € (0,T).
(i11) u(0) =wug in H.
Now, we give the assumptions on ¢, v and g.

(A1) For each t € [0,T], ¥'*(-) : H — R U {oo} is a proper, l.s.c. and convex
function. Also, ¢(-) : H — RU {oo} is a proper, l.s.c. and convex function.
(A2) There exists a positive constant C; > 0 such that

Vi(2) > Chlz|3, Vt€0,T], ¥z € D).
(A3) There exists a positive constant Cy > 0 such that
|23 < Co(y'(2) + 1), V|z,2%] € ', vt € [0,T).
(A4) There are functions o € W12(0,T) and 8 € WH1(0,T) satisfying the

following property: for any s,t € [0,T] with s < ¢ and z € D(¢*), there exists
zZ € D(¢") such that

2= 2lar < fa(t) — a(s)| (14 °()F).
v1(8) = ¥() S B(E) — B(s)| (1 + 9" ().
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(A5) There exists a positive constant Cs > 0 such that
¢(2) > Cslzlfy, ¥z € D(p).

(A6) For each r > 0, the level set {z € H;¢(z) < r} is compact in H.
(A7) g : H — H is a single-valued Lipschitz operator. Namely, there is a positive
constant L, > 0 such that

lg(z1) — 9(22)|la < Lglz1 — 22lm, Vzi € H (i=1,2).

Remark 1. The assumption (A4) is the standard time-dependence condition of
convex functions (cf. [14,20,22]).

By a slight modification of [1,3], we can prove the following existence result
for problem (P;f). We give a sketch of its proof in Sect. 3.

Proposition 2 (cf. [1, Theorem 3.2], [3, Theorem 2.1]). Assume (Al)-
(AT). Then, for each ug € D(¢) and f € L*(0,T; H), there exists at least one
solution u to (P;f) on [0,T]. Moreover, there exists a positive constant Ny > 0,
independent of ug, such that

T
/ wt(u/(t))dt + sup p(u(t)) < No (‘P(UO) + ‘f|2L2(0,T;H) + 1) - (21
0 te[0,T]

Remark 2. Colli [8, Theorem 5] and Colli-Visintin [9, Remark 2.5] showed sev-
eral criteria for the uniqueness of solutions to the following type of doubly non-
linear evolution equations:

OY(u'(t)) + 0p(u(t)) > f(t) in H for a.e. t e (0,T). (2.2)

For instance, if Oy is linear, positive, self-adjoint in H and dvy is strictly
monotone in H, we can show the uniqueness of solutions to (2.2). However, dy*
and Op in (1.1) are nonlinear and not self-adjoint, and hence, the uniqueness
question to (1.1) is still open.

Now, we state the main result of this paper, which is directed to the existence
of an optimal control to (OP) without uniqueness of solutions to (P;f).

Theorem 1. Assume (A1l)-(A7) and uy € D(p). Let uqq be an element in
L?(0,T; H). Then, (OP) has at least one optimal control f* € F such that

J(F) = if J().

feF
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3 Proof of Main Theorem 1

In this section, we give the sketch of the proof of Proposition2 by arguments
similar to Akagi [1] and Aso et al. [3]. Moreover, we prove Theorem 1.

Throughout this section, we suppose that all the assumptions of Theorem 1
hold.

Sketch of the proof of Proposition 2.

By arguments similar to Akagi [1] and Aso et al. [3], we can prove Proposition 2.
In fact, for each A € (0, 1], we consider the following approximate problem for
(P;f), denoted by (P;f)x:

AU (8) + 0Pt (U (1)) + Opa(ur(t)) + g(J{ur(t)) o f(t) in H
(P; f)a for a.e. t € (0,T),
ux(0) =up in H,

where dpy and J{ := (I + AJ¢)~! denote the Yosida approximation and the
resolvent of Jy, respectively.

By Cauchy-Lipschitz—Picard’s existence theorem and the fixed point argu-
ment for compact operators (e.g. the Schauder’s fixed point theorem), we can
prove the existence of solutions uy to (P; f)x on [0,T].

From the standard calculation, we can establish a priori estimate (cf. (2.1))
of solutions uy to (P; f)x with respect to A € (0,1]. Therefore, by the limiting
procedure of solutions uy to (P; f)x as A — 0, we can construct the solution to
(P; f) on [0,T] satistying the boundedness estimate (2.1). For a detailed argu-
ment, see [1, Sects. 4 and 5] or [3, Sects. 3 and 4], for instance. O

Here, let us mention the result of the convergence of solutions to (P; f), which
is a key proposition to proving Theorem 1.

Proposition 3. Assume (A1)~(AT7). Let {f,} C L*(0,T;H), {uon} C D(p),
f€L?0,T;H) and ug € D(p). Assume that

fn — f strongly in L*(0,T; H), (3.1)

o — o v H and  p(ugn) — ¢(uo) (3.2)

as n — 00. Let u,, be a solution to (P;f,) on [0,T] with initial data ug,,. Then,
there exist a subsequence {ni} C {n} and a function v € W42(0,T; H) such
that w is a solution to (P;f) on [0,T] with initial data ug and

Un, — u in C([0,T;H) ask — oc. (3.3)

Proof. From the bounded estimate (2.1), (A2), (A5) and the level set compact-
ness of ¢ (cf. (A6)), we derive that there are a subsequence {n;} of {n} and a
function u € WH2(0,T; H) such that ny — oo,

Up, — u weakly in WH2(0,T; H),

in C((0,7]; H), (3.4)
weakly-x in L*°(0,T; H)
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as k — oo. Hence, we observe from (3.2) and (3.4) that «(0) = ug in H.

Now, let us show that w is a solution of (P; f) on [0,7] with initial data wo.
Since uy, is a solution of (P; fy,) on [0,T] with initial data ug n,, there exist
functions &,, € L?(0,T; H) and (,, € L?(0,T; H) such that

€ny (1) € OY'(ul,, (t)) in H for ae. t € (0,T), (3.5)
Cny (1) € Bp(up, (t) in H for a.e. t e (0,T), (3.6)
Enp (1) 4 Gy () + g(tn, (1)) = fn, (t) in H forae te(0,T). (3.7
Then, it follows from (2.1) and (A3) that
{€,,} is bounded in L*(0,T; H). (3.8)

Therefore, taking a subsequence if necessary (still denote it by {n}), we observe
that:

&, — & weakly in L*(0,T; H) for some & € L*(0,T; H) as k — co. (3.9)
Also, it follows from (A7) and (3.4) and that
g(tn,) — g(u) in C([0,T); H) as k — oc. (3.10)
Therefore, we infer from (3.1), (3.7), (3.8) and (3.10) that
{¢n, } is bounded in L2(0,T; H).

Hence, taking a subsequence if necessary (still denote it by {nx}), we observe
that:

Cn, — ¢ weakly in L?(0,T; H) for some ¢ € L*(0,T; H) as k — oc. (3.11)
Thus, we infer from (3.1), (3.7), (3.9), (3.10) and (3.11) that:
E+C+g(u)=f in L*(0,T; H). (3.12)

Also, from (3.4), (3.6), (3.11) and the demi-closedness of maximal monotone
operator Jp (cf. Proposition 1), we infer that

¢ € dp(u) in L*(0,T; H), (3.13)

which implies that {(¢) € Op(u(t)) in H for a.e. t € (0,T).
Now, we show that

£(t) € OYi(u/(t)) in H for ae. t e (0,T). (3.14)
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From (3.1), (3.2) and (3.4)—(3.13) we observe that

T
lim sup / (Ene (8), 1, (1))t

k—oo

T
— lim sup / (o (8) = G (8) = gty (1)), 1y, (1))t

k—oo

= limsup [/ (fnk( ) (unk (t))a nk dt _/ ds ¥ unk( ))ds]

k—o0

< / (F() — glu(t)), o (£))dt + limsup (—(umy (7)) + (o))

k—oo

< / (F(£) — g(u(®)), o/ (B)dt — (u(T)) + @(uo)
- / (F(8) — glult)) — C(t). ' (£))d
- / (), (),

thus, we observe from Propositionl, namely, the closedness of maximal
monotone operator 9yt that

¢coyt(u) in L*(0,T; H),

which implies that (3.14) holds. Therefore, we observe that u is a solution of
(P; f) on [0, T] with initial data ug. Thus, the proof of this proposition has been
completed. |

Now, let us prove the main Theorem 1 in our paper, which is the existence
of an optimal control to (OP).

Proof of Theorem 1.
Note that we show the existence of an optimal control to (OP) without unique-

ness of solutions to state problem (P; f)
Also note from (1.2) and (1.3) that J(f) > 0 for all f € F. Let {f,} C F be
a minimizing sequence such that

d* := inf J(f) = lim J(f,).

feFr n— oo

Then, we observe that {J(f,)} is bounded. Therefore, by the definition (1.2) of
J(fn), for each n there is a solution u, € S(fy,) such that

g un) < () +

Hence, we observe that {7y, (u,)} is bounded. Thus, by the definition of 7, (u,)
(cf. (1.3)) and by the Aubin’s compactness theorem (cf. [16, Chapterl, Sect. 5]),
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there are a subsequence {n;} C {n} and a function f* € F such that
fn, — f* weakly in W12(0,T; H),
weakly in L?(0,T;V), (3.15)

in L2(0,T; H)

as k — oo,
Now, taking a subsequence if necessary, we infer from Proposition 3 that there
is a solution u* to (P;f*) on [0,7] with initial data ug satisfying
Up, — v in C([0,T]; H) as k — . (3.16)

Therefore, it follows from (3.15)—(3.16), uv* € S(f*) and the weak lower semi-
continuity of L?-norm that

d*=inf J(f) < J(f")= inf *
Inf J(f) < J(F7) e s (u)
* 1 r * 2 1 r * 2 1 T * 2
sap ) =g | W) —vaalpdt+5 | FFORd+ 5 [ 1 @)Ed
0 0 0

1
< Tlim 1
<ty {040+ -}
= klim J(fn,) =4d".
Hence, we have d* = infrcr J(f) = J(f*), which implies that f* € F is an

optimal control to (OP). Thus, the proof of Theorem 1 has been completed. O

4 Application

In this section, we apply Theorem 1 to the simple model problem as follows:

A(t,ue) — div (|VuP7?Vu) + g(u) 3 f(t) in Q:=(0,T) x £2,
U0 on X = (0,T) x I

ov
u(0) =up a.e. in {2,

(SMP) ,

where 0 < T < oo, £2 is a bounded domain in RV (1 < N < o0), the boundary
I' := 912 of §2 is smooth if N > 1, g is Lipschitz on R, p is a positive number
with p > 2, v is an outward normal vector on I' and ug is a given initial data.
Also, A(t,-) is the given time-dependent function defined by

z—c(t), if z—c(t) > 1,
1, ifo<z—c(t) <1,
Alt,z) =< [-1,1], if z =c(t),
-1, if —1<z—¢(t) <0,

z —c(t),

if z—c(t) < -1,
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where ¢(-) is a given smooth function on [0, T].
To apply the abstract result to (P;f), we put H := L?(2) and V := H*()
with usual real Hilbert space structures. Define a function ¢ on H by

1
. ];/ |Vz(z)[Pdx + Cy, if 2 € WHP(0),
= o)

0, otherwise ,

o(2)

Also, for each t € [0,T], define a function ¥* on H by
Pi(z) = / A(t,z(z))dz for all z € H := L*(12),
I?)

where A(t,-) is the primitive of A(t,-) such that A(t,-) > 0 for all ¢ € [0, T].

It is not difficult to show that the assumptions (A1)—(A7) are satisfied. For
instance, put zZ = z — ¢(s) + ¢(t), a(t) := fg |¢/(7)|dT and B(t) = 0 for (A4) (cf.
[14, Chap. 3]). Therefore, by applying Theorem 1, we can consider the control
problem (OP) without uniqueness of solutins to (SMP),.
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Abstract. The goal of this paper is to derive a traffic flow macroscopic
model from a microscopic model with a transition function. At the micro-
scopic scale, we consider a first order model of the form “follow the
leader” i.e. the velocity of each vehicle depends on the distance to the
vehicle in front of it. We consider two different velocities and a transi-
tion zone. The transition zone represents a local perturbation operated
by a Lipschitz function. After rescaling, we prove that the “cumulative
distribution function” of the vehicles converges towards the solution of a
macroscopic homogenized Hamilton-Jacobi equation with a flux limiting
condition at junction which can be seen as a LWR model.

1 Introduction

The goal of this paper is to present a rigorous derivation of a traffic flow macro-
scopic model by homogenization of a follow-the-leader model, see [8,10]. The
idea is to rescale the microscopic model, which describes the dynamics of each
vehicle individually, in order to get a macroscopic model which describes the
dynamics of density of vehicles. Several studies have been done about the con-
nection between microscopic and macroscopic traffic flow model. This type of
connection is important since it allows us to deduce macroscopic models rigor-
ously and without using strong assumptions. We refer for example to [1-3] where
the authors rescaled the empirical measure and obtained a scalar conservation
law (LWR (Lighthill-Whitham-Richards) model). More recently, another kind of
macroscopic models appears. These models rely on the Moskowitz function and
make appear an Hamilton-Jacobi equation. This is the setting of our work which
is a generalization of [6]. Indeed, authors in [6] considered a single road and one
velocity throughout this road with a local perturbation at the origin while we
consider two different velocities and a transition zone which can be seen as a
local perturbation thats slows down the vehicles. At the macroscopic scale, we
get an Hamilton-Jacobi equation with a junction condition at zero and an effec-
tive flux limiter. In order to have our homogenization result, we will construct
© IFIP International Federation for Information Processing 2016
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the correctors. The main new technical difficulties comes from the construction
of correctors and in particular the gradient estimates are more complicated from
that in [6] because the gradient on the left and on the right may differ.

2 The Microscopic Model

In this paper, we consider a “follow the leader” model of the following form

N
N

Vi V2

-—
perturbation: radius= r

Uj(t) = Vi(Usr (t) = U (£)¢ (U (1) + Ve Uy (8) = U; () (1 = 0 (U;(1))) 4

where U; denotes the position of the j-th vehicle and Uj its velocity. The function
i simulates the presence of a local perturbation around the origin which allows
us to pass from the optimal velocity function V; (on the left of the origin) to V5
(on the right). We make the following assumptions on Vi, V5 and .

Assumption (A).

- (A1) Vi,V : R — RT are Lipschitz continuous, non-negative and non-
decreasing.
— (A2) For i = 1,2, there exists a h{ € (0, +00) such that

Vi(h) = 0 for all h < h{.
— (A3) For i = 1,2, there exists a h’,,, € (0,+00) such that
Vi(h) = Vimaz for all b > h

max*®

— (A4) For i = 1,2, there exists a real pj € [~1/h},0) such that the function
p+— pVi(—1/p) is decreasing on [—1/h}, p}) and increasing on [p,0).
— (A5) The function ¢ : R — [0,1] is Lipschitz continuous and

(@) 1 ife < -—r
€T =
v 0 ifz>r.

3 The Homogenization Result

We introduce the “cumulative distribution function” of the vehicles:

— Y H@-Ui(t) +>_ (-1+H(y—Us(t)

>0 <0
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and we make the following rescaling

ps(tv y) =é€p (t/E? y/g)

p° is a discontinuous solution of the following equation: for (¢,z) € (0, +00) xR,

i+ (202 g (2) 015 |0 @) (1= (2)) ) - sl =

(3.1)
uf(0, ) = up(x)
where the non-local operators M; and M5 are defined by
+o0 3
M:U(x) = / Ji(2)E(U(x+¢ez) —U(zx))dz — iwmaz (3.2)
with
0 ifz>0,
E(z)=41/2 if —1<z<0, Jy=V/andJy =V onR. (3.3)
3/2 ifz<—1.

We also assume that the initial condition satisfies the following assumption.

(A0) (Gradient Bound). Let ko = max (k§, k3) with & = 1/h{. The function ug
is Lipschitz continuous and satisfies

—ko < (ug)s < 0.
We have the following theorem (see [6]).

Theorem 1. Assume (A0) and (A). Then, there exists a unique viscosity solu-
tion u® of (3.1). Moreover, the function u® is continuous and there exists a
constant K such that

up(z) < u(t,x) < up(x) + Kt.

We will introduce now the macroscopic model which is a Hamilton-Jacobi
equation on a junction. The Hamiltonians H; and Hs are called effective Hamil-
tonians (see Proposition 2.9 in [6]) and are defined as follows: for i = 1,2

—p— kg for p < —k,
i) = § i () ol o~y <p <0 (3.4
D for p > 0,
with
H) = Eneiﬁﬁi(p) and Hy = max (Hy, H). (3.5)



Homogenization with Transition Function 275

Now we can define the limit problem. We refer to [9] for more details about
existence and uniqueness of solution for this type of equation.

u + Hi(ul) =0 for (t,z) € (0,+00) X (—00,0)

u + Ha(ul) =0 for (t,x) € (0,400) x (0, +00) (3.6)
uf + Fr(u2(t,07),ud(t,07)) =0 for (t,z) € (0,400) x {0} )
u®(0,2) = ug(x) for zeR.

where A has to be determined and Fy is defined by
f— 74'_ —_—
Fa(p-,p+) = max (A, (p-), 7y (1) );

ﬁf and H, represent respectively the increasing and the decreasing part of H;
and Hs. The following theorem is our main result in this paper.

Theorem 2. There exists A € [H&,O] such that the function u® defined by
Theorem 1 converge locally uniformly towards the unique solution u® of (3.6).

Remark 1. Formally, if we derive (3.6), we will obtain a scalar conservation law
with discontinuous flux whose literature is very rich, see for example [4]. However,
the passage from microscopic to macroscopic models are more difficult in this
setting and in particular on networks. On the contrary, the approach proposed
in this paper can be extended to models posed on networks (see [5]).

4 Correctors for the Junction

The key ingredient to prove the convergence result is to construct correctors for
the junction. Given A € R, we introduce two real numbers p;, D, € R, such that

— _ 7+ _ — _ —_ _ J—

Hy (py) = Hy (py) = Hi1(py) = Hy (py) = A (4.1)
If A< Hy, we then define p;,p, € R as the two real numbers satisfying

= Ft =\ T = T (=

Hy (py) = Hy (Py) = Hi (py) = Hy (p1) = Ho. (4.2)

Due to the form of H; and Hs this two real numbers exist and are unique. We
consider now the following problem: find A € R such that there exists a solution
w of the following global-in-time Hamilton-Jacobi equation

(Mi[w](z) - p(x) + Ma[w](z) - (1 = (2))) - |we| = A forz e R (4.3)

with

+oo
M;[U)() = / FEAB WU +2) - U@)ds = SVinaw  (44)

—0o0
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Theorem 3 (Existence of a global corrector for the junction). Assume
(A).

(i) (General properties) There exists a_constant A € [Hg,0] such that there
exists a solution w of (4.3) with A\ = A and such that there exists a constant
C > 0 and a globally Lipschitz continuous function m such that for all
z € R,

lw(z) —m(z)| < C. (4.5)
(ii) (Bound from below at infinity) If A > H}, then there exists vy such that
for every v € (0,70), we have

{w(xh)w(z)Z(plfy)thor:rgr and h > 0,

w(r+h) —w(x) > Py —y)h—C  forz>r and h > 0. (4.6)

(i1i) (Rescaling w) For e > 0, we set
el — E)
w®(z) = ew (6 ,

then (along a subsequence £, — 0) we have that w® converges locally uniformly
towards a function W = W (x) which satisfies

W(z) =W (y)| < Clz —y| for all z,y € R,

Hi(W;)=A for all z <0, (4.7

Hy(W,)=A for all z > 0.
In particular, we have (with W(0) =0)

W(x) = p12lizcoy + Datlizsoy- (4.8)
5 Proof of Theorem 3

This section contains the proof of Theorem 3. To do this, we will construct cor-
rectors on truncated domains and then pass to the limit as the size of the domain
goes to infinity. For [ € (r,+00), r << [l and r < R << [, we want to find )\, g,
such that there exists a solution w'# of

Qr (l‘, [wl’R], wé’R) = ALR ifx € (*l, l)

ﬁ; (wi’R) = AR if x € {1} (5.1)
Hy (whB) = A\ g if z € {1},
with
Qr(z,[U],q) = ¥r(x) - Ma[U](z) - (1 — ¢(x)) - lg] + (1 — ¢r(2)) - Ha(q) (5.2)
+ @p(z) - My [U](x) - o(x) - lg| + (1 = Pr(z)) - Hi(q) (5.3)

and ¢R7¢R S COO? z/JR7€pR R — [07 1], with

1 <R |1 x>-R
7J’R_{o >R41 gER_{O x<-R—1. (54)
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Proposition 1 (Existence of correctors on truncated domains). There
exists a unique \,g € R such that there exists a solutions whf of (5.1). More-
over, there exists a constant C (depending only on kg), and a Lipschitz contin-
uous function mh%, such that

Hol < )\Z7R < 07
m" i (z) = m M (y)| < Cla = y| for z,y € [,
|wh B () — mbE(z)] < C forx e Rx [—

1, (5.5)
1,1).

Proof. We only give the main steps of the proof. Classically, we will consider the
approximated problem depending on the parameter  and then take ¢ to 0.

5v° + Qr(z, [v°],vS) = 0 for x € (—1,1)
v+ H, (v)) =0 for x € {1} (5.6)
5@5+F;(v )=20 for z € {i}

Step 1: construction of barriers. Using Perron’s method and 0 and §~1|H}| as

barriers, we deduce that there exists a continuous viscosity solution v of (5.6)
which satisfies

(5.7)

Step 2: control of the space oscillations of v°. The function v° satisfies for all
z,y € [_lvl]v x Z Y,

—ko(z —y) — 1 <v°(x) —v°(y) <0,

with ko = max(k}, k2) (see [6, Lemma 6.5]).

Step 3: construction of a Lipschitz estimate. As in [6, Lemma 6.6] we can con-
struct a Lipschitz continuous function m?, such that there exists a constant C,
(independent of I, R and ¢) such that

1],

{|m5() m(y)| < Clz — y| for all 2,y € [~
[=L.1].

[vo(z) —ml(z)| < C for all z € (5.8)

Step 4: passing to the limit as § goes to 0. Classicly, taking § to zero, we get
A\.r, wh T and mbR satisfiying (5.5). The uniqueness of \; g is classical so we
skip it. This ends the proof of Proposition 1. a

Proposition 2. The following limits exist (up to a subsequence)

ZRZ lim )\ZR; and ZZ lim ZR.
l—+o0 R— 400

Moreover, we have

H} <Agp,A<0.
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Proposition 3 (Control of the slopes on a truncated domain). Assume
that | and R are big enough. Let w"® be the solution of (5.1) given by Proposi-

tion 1. We also assume that up to a sub-sequence A = lim lim X\ g > H}.
R—+o00 l—+00

Then there exits a vo > 0 such that for all v € (0,79), there exists a constant C
(independent of | and R) such that for all x < —r and h >0

whB(z — h) —whB(z) > (=p, —y)h — C. (5.9)
Similarly, for all x > 1 and h > 0,

whB(x + h) — whB(z) > (B, — v)h — C. (5.10)

Proof. We only prove (5.9) since the proof for (5.10) is similar. For ¢ > 0 small
enough, we denote by p? the real number such that

Hi(p?)=H, (p°) =N,z — 0.
Let us now consider the function w~ = p? x that satisfies
Fl(w;):)\l,Rfff for x € R.

We also have

For all € (—I,—r), using that ¢(x) = 1 and Yr(z) = 1, we deduce that w™
satisfies

Qr(z,[w,wy) = Npr—p forze(-l,—-r)
H, (wh)=Ngr—p for z € {-1}.

Using the comparaison principle, we deduce that for all h > 0, for all x €
(=1, —r), we have that

whB(x — h) —wh(z) > —p7h - 2C.
Finally, for 79 and o small enough, we can set p7 =p; + 7. O
Proof of Theorem 3. The proof is performed in two steps.

Step 1: proof of (i) and (ii). The goal is to pass to the limit as [ — +o0o0 and then
as R — +oo. There exists l,, — 400, such that

min B —mleB0) = m? asn — +oo,
the convergence being locally uniform. We also define

wh(z) = limsup” (w'F — w!»7(0)),
l,—+o00
QR({E) _ }HEH;E (,wlmR _ wl"“R(O)).
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Thanks to (5.5), we know that @w" and w’ are finite and satisfy
~C<uwf<w?®<mf 4

By stability of viscosity solutions, w" — 2C and w® are respectively a sub and
a super-solution of

Qr(z, [wWF],wl) = Ar forz e R (5.11)

Therefore, using Perron’s method, we can construct a solution w’ of (5.11) with
mR,ZR and w? satisfying
\mR(x) mP(y)| < Clz — y| for all z,y € R,
lwf(x) —m (x)\<C for v € R x R, (5.12)
Ho § AR S

Using Proposition 3, if A > Hy, we know that there exists vo and C' > 0, such
that for all v € (0,7p),

wf(z — h) —wh(z) > (=p; —y)h —Cforall 2 < —r, h >0, (5.13)
w?(z + h) —wh(z) > (P, )h C forallz>r, h>0. '

Passing to the limit as R — +o00 and proceeding as above, the proof is complete.

Step 2: proof of (iii). Using (4.6), we have that

w(x )—sm( ) +0).
Therefore, we can find a sequence ¢, — 0, such that
w* — W locally uniformly as n — 400,
with W(0) = 0. Like in [7](Appendix A.1), we have that
H(W,)=A forx<0 and Hy(W,)=A forx>0.
For all v € (0,70), we have that if A > H} and = > 0,
We 2P2 =7,
where we have used (4.6). Therefore we get
W, =Py for x>0,

Similarly, we get W, = Dp; for x < 0. This ends the proof of Theorem 3. O
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6 Proof of Convergence

In this section, we will prove our homogenization result. Classicly, the proof relies
on the existence of correctors. We will just prove the convergence result at the
junction point since at any other point, the proof is classical using that v = 0 is
a corrector, see [6].

Proof of Theorem 2. We introduce

u(t,r) =limsup*v® and wu(t,z) = limi(r)lf u®. (6.1)
e—0 €=U %
Let us prove that %@ is a sub-solution of (3.6) at the point 0, (the proof for u is
similar and we skip it). The definition of viscosity solution for Hamilton-Jacobi
equation is presented in Sect.2 in [9]. We argue by contradiction and assume
that there exist a test function ¥ € C!(J4) such that

u(t,0) = ¥(t,0)

u<vy on Qr #(£,0) with 7 > 0 (6.2)
u<W¥—2y outside Qr 7(¢,0) with n >0
W, (t,0) + Fx (¥, (¢,07), W, (t,0%)) = 6 with 6 > 0.

According to [9], we may assume that the test function has the following form
U(t,x) = g(t) + P17l {zco} + Pa®l{zs0p  on Qro2r(t,0), (6.3)

The last line in condition (6.2) becomes
g+ Fx(01.p;) = g'()) + A=90. (6.4)

Let us consider w the solution of (4.3) provided by Theorem 3, and let us denote

R [ g(t) + w(z) on Q5 27 (¢,0),
et z) = {gW(t,x) outside2 Qr 27 (1, 0). (6.5)

We claim that @€ is a viscosity solution on Qr (¢, 0) of the following problem,

o+ (115 | 2 00)] @ (2) + 085 | 00| @) (1= 0 (2)) ) 10zl = 5.

Indeed, let h be a test function touching ¢ from below at (¢1,z1) € Q7 #(¢,0),
1

so we have that the function x(y) = = (h(t1,ey) — g(t1)) touches w from below
€

x
at =% which implies that
€

(310 (2) 5 (2) 3001 (2) (15 (2)) it ) 2269

Using (6.4) and the fact that h:(t1,21) = ¢'(¢1) and computing (6.6), we get the
desired result.
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Getting the Contradiction. We have that for € small enough
u® + n<v= g(t) +T71x1{x<0} + ﬁ2$1{$>0} on QF,QF(ﬂ O)\QT_,F(ﬂ O)'

Using the fact that w® — W, and using (4.8), we have for € small enough

|3

u®+ = <¥*° on QF,QF(E, 0)\QF,F(£& 0).

~— N

Combining this with (6.5), we get that

ut + g < U outside Qr (t,0).

By the comparison principle on bounded subsets the previous inequality holds
in Qr #(t,0). Passing to the limit as ¢ — 0 and evaluating the inequality at (¢, 0),
we obtain the following contradiction

— 77 _

u(t,0) + 3 <¥(t,0) =u(t0).

a
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Abstract. In this paper the well-posedness of some degenerate par-
abolic equations with a dynamic boundary condition is considered.
To characterize the target degenerate parabolic equation from the
Cahn—Hilliard system, the nonlinear term coming from the convex part
of the double-well potential is chosen using a suitable maximal monotone
graph. The main topic of this paper is the existence problem under an
assumption for this maximal monotone graph for treating a wider class.
The existence of a weak solution is proved.

Keywords: Degenerate parabolic equation - Dynamic boundary
condition - Weak solution - Cahn—Hilliard system
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1 Introduction

The relationship between the Allen—-Cahn equation [2] and the motion by mean
curvature is interesting as the singular limit of the following form:

s —Au+€l2(u3—u) =0 inQ:=(0,T) xQ,
as € \, 0, where 0 < T' < +o00 and Q C R? for d = 2,3, which is a bounded
domain with smooth boundary I'. For example, Bronsard and Kohn presented
a pioneering result in [5], and subsequently many related results have been
obtained. A similar concept in this framework, the Cahn-Hilliard system [7],
is connected to motion by the Mullins—Sekerka law [19] in the limit of

% —Ap=0 in Q,
,u:fsAqul(quu) in @ (1.1)
€

as € \, 0. For both of these, the target problems are sharp interface models in a
classical sense and a powerful analysis tool seems to be the method of matched
asymptotic expansions (see [1,6,20] and the references in these papers).
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In this paper, we discuss this relation from a different view point. To do so,
we begin with the following degenerate parabolic equation:

ou .

5 AB(u) =g inQ, (1.2)
where g : 2 — R is a given source. This equation is characterized by the choice
of #: R — R. For example, if we choose § to be a piecewise linear function of
the form

ksr r <0,
B(r) =40 0<r<L, (1.3)
ke(r—L) r>1L;

where ks and k; > 0 represent the heat conductivities of the solid and liquid
regions, respectively, and L > 0 is the latent heat constant, then (1.2) is the
weak formulation of the Stefan problem, or the “enthalpy formulation,” where
the unknown u denotes the enthalpy and ((u) denotes the temperature. The
informant of the sharp interface, in other words the Stefan condition, is hid-
den in the weak formulation. Another example is the weak formulation of the
Hele-Shaw problem. If we choose (8 to be the inverse of the Heaviside function

0 if r <0,
H(r):=11[0,1] if r=0, forallreR,
1 if r>0

so that § is the multivalued function 3(r) := H~*(r) = 8Ijg,1)(r) for all r € [0,1],
then (1.2) can be stated as

e, MoAc=g m@Q

where 0I|g 1) is the subdifferential of the indicator function Ijg 1; on the interval
[0,1], the unknown u denotes the order parameter. Details about weak formu-
lations may be found in Visintin [22]. Weak formulations for this kind of sharp
interface model are the focus of this paper. Therefore, we use the terms “Stefan
problem” and “Hele-Shaw problem” in the sense of weak formulations through-
out this paper.

Recently, the author considered the approach to the following Cahn—Hilliard
system for the Stefan problem in [13]:

%—Auzo in Q, (1.4)
uw=—cAu+ fB(u)+er(u)— f inQ, (1.5)
with a dynamic boundary condition of the form
ou
E—F@,,M—Ap,u:O onY :=(0,T) x T, (1.6)

w=cedpu —eAru+ B(u) +em(u) — fr on X, (1.7)
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where the symbol 9, denotes the normal derivative on the boundary I' outward
from 2, the symbol Ar stands for the Laplace-Beltrami operator on I (see, e.g.,
[15, Chap. 3]), 3 is defined by (1.3), and 7 : R — R is a piecewise linear function
defined by w(r) :=L/2ifr <0, 7(r) :==L/2—7rif0<r < L and n(r) :== —L/2
if » > L. Thanks to this choice, system (1.4)—(1.7) has the structure of a Cahn—
Hilliard system. This problem originally comes from [14]. Formally, if we let
e\, 0in (1.4)—-(1.7), then we can see that the Cahn-Hilliard system (1.4)—(1.7)
converges in a suitable sense to the following Stefan problem with a dynamic
boundary condition:

O B = A Q.
O 0B() ~ ArB(w) = Dol — Arfy on S

Here, we should take care of the difference between the order and position of
in (1.1) and (1.5) even when 3(u) = u® and 7(u) = —u. In [13], 3 is assumed to
satisfy the following condition:

f is a maximal monotone graph in R xR, and is a subdifferential 3 = 85 of
some proper, lower semicontinuous, and convex function 5 : R — [0, +00]
satisfying 3(0) = 0 with some effective domain D(3). This implies 3(0) =
0. Moreover, there exist two constants ¢, ¢ > 0 such that

B(r) >clr* —¢é forallr € R. (1.8)

It is easy to see that (1.2) represents a large number of problems, including the
porous media equation, the nonlinear diffusion equation of Penrose-Fife type,
the fast diffusion equation, and so on. However, to apply this approach from the
Cahn—Hilliard system to these wider classes of the degenerate parabolic equation,
the growth condition (1.8) is too strong (see, e.g. [12]). Therefore, in this paper
based on the essential idea from [10], we relax the assumption in (1.8). This is
the different point from the previous work [13]. See also [3,16,17] for related
problems of interest.

Notation. Let H : =L?(Q), V := HY(Q), Hr : =L*() and Vr : =H(T') with
the usual norms | - |g, |- |v, | - |#e, | - |+ and inner products (-, )m, (-, )v,
(-, )eps (-s°)vy, respectively, and let H := H x Hp, V := {(z,2r) € V x Vp :
zp = 2|, a.e.on '} and W := H?(Q) x H*(T'). Then H, V and W are Hilbert
spaces with the inner product

(u,z)pr : =(u,2)g + (up, 2r)p.  for all u,z € H,

and the related norm is analogously defined as one of V' or W. Define m : H —

R by
1
m(z) .—W{/dex—i—/rzde} for all z € H,
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where [Q] : = [, 1dz and |T'| : = [;. 1d". The symbol V* denotes the dual space
of V', and the pair (-,-)y~y denotes the duality pairing between V* and V.
Moreover, define the bilinear form a(-,-) : V- x V — R by

a(u,z) : :/ Vu - Vzdr + / Vrur - Vrzrdl' for all u,z € V,
Q r

where Vr denotes the surface gradient on I' (see, e.g., [15, Chap. 3]). We intro-
duce the subspace Ho:={z € H : m(z) = 0} of H and Vy:=V N H,,
with their norms |z|g,:=|z|g for all z € Hy and |z|y,:=a(z,2)'/? for
all z € Vy,. Then the duality mapping F : Vo — V{ is defined by
(Fz,z)v: vy, =a(z,2) for all 2,2 € Vi and the inner product in V7 is
defined by (27}, z3)v::=(2], F~'25)v: v, for all 21,25 € V(. Moreover, define
P:H — Hyby Pz:=z—m(z)1 for all z € H, where 1 := (1,1). Thus we
obtain the dense and compact embeddings Vo —<— Hy —<— V7. See [8,9] for
further details.

2 Existence of the Weak Solution

In this section, we state an existence theorem for the weak solution of a degen-
erate parabolic equation with a dynamic boundary condition of the following
form:

ou

SE/B(U’)’ afAéb:g a.e. in @,

0
ér € B(ur), &r=¢, % 4+ 0,6 — Arér = gr a.e.on X,

u(0) =up a.e. in§), wur(0)=uer a..onT,

where 3, g, gr, ug and ugr satisfy the following assumptions:

(A1) § is a maximal monotone graph in R x R, and is a subdifferential 5 = 83 of
some proper, lower semicontinuous, and convex function §: R — [0, +0o0]
satisfying 5(0) = 0 in some effective domain D(3). This implies that
8(0) = 0;

(A2) g € L*(0,T; Ho);

(A3) ug := (ug,uor) € H with mg € int D(), and the compatibility conditions
B(ug) € LY(Q), B(uor) € L*(T') hold.

We remark that the growth condition of E in (A1) and the regularity of ug in

(A3) are relaxations from a previous related result [13] (cf. (1.8)).

Theorem 2.1. Under assumptions (A1)—(A3), there exists at least one pair
(u, &) of functions w € H*(0,T;V*)N L?(0,T; H) and & € L?(0,T; V) such
that & € B(u) a.e. in Q, &r € B(ur) and {r = &) a.e. on ¥, and that satisfy
<“/(t)7z>v*,v + <ui“(t)’zr>v;,vp + /Q VE(t) - Vadx + /F Vrér(t) - Vezpdl
= / g(t)zdx + / gr(t)zrdl  for all z:= (z,2r) €V (2.1)
Q r

for a.a. t € (0,T) with u(0) = ug a.e. in  and ur(0) = uor a.e. on T
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The continuous dependence is completely the same as in a previous result
[13, Theorem 2.2]. Therefore, we devolve the uniqueness problem on [13].

3 Proof of the Main Theorem

In this section, we prove the main theorem. The strategy of the proof is similar
to that of [13, Theorem 2.1]. However, to relax the assumption we use a different
uniform estimate. Let us start with an approximate problem. Recall the Yosida
approximation ) : R — R and the related Moreau—Yosida regularization (3 of
B:R — R (see, e.g., [4]). We see that 0 < 8y(r) < S(r) for all r € R. Moreover,
we define the following proper, lower semicontinuous, and convex functional
w: Hy— [0,+00]:

1 1
o(2) 5/ |Vz|?dx + 5/ |Vrzr|?dl if z € Vg,
= Q r

+o00 otherwise.

The subdifferential Oy on H is characterized by dp(z) = (—Az, 0,z — Arzr)
with z € D(0¢) = W N Vy (see, e.g., [9, Lemma C]). By virtue of the well-
known theory of evolution equations (see, e.g., [8,9,11,18]), for each ¢ € (0, 1]
and XA € (0,1], there exist v.x € H(0,T;Ho) N L>(0,T; Vo) N L*(0,T; W)
and p_ € L?(0,T; V') such that

)\v;)\(t) +F! (’0/67)\(?5)) +edp (v&)\(t))
= P (=B, (uc (1)) —em(uen(t)) + £()) in Hy (3.1)
for a.a. t € (0,T) with v, A (0) = vo. in Hy, where vg. € V| solves the auxiliary

problem vg +£90¢(vo:) = v := ug —mpl in Hy so that there exists a constant
C > 0 such that

|voe |3, < C,  elvoely, < C,
/ B(er + mg)dx < C, /E(UOE + mo)dl’ < C. (3.2)
Q r

Moreover, ue y = vex + mol, mo := m(ug) and 1 := (1,1), and B,(2) :=
(Br(2), Br(zr)) and w(2z) := (7(z),7(2r)) for all z € H, where 7 : D(7) =R —
R is a Lipschitz continuous function with a Lipschitz constant L, that breaks the
monotonicity in 3+ em; f € L?(0,T; D(9¢)) is the solution of g(t) = dp(f(t))
in Hy for a.a. t € (0,7). Namely, from [9, Lemma C], we can choose f(t) :=
(F(0), fr(1)) to satisfy

{—Af(t)=g<t> el ate (0,T).  (33)

Oy f(t) = Arfr(t) = gr(t) ae onT,

3.1 Uniform Estimates for Approximate Solutions

The key strategy in the proof is to obtain uniform estimates independent of
e > 0 and A > 0, after which we consider the limiting procedures A \, 0 and
e\, 0. Recall (3.1) in the equivalent form
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ve(s) + F(Pp.x(s)) =0 in Vg, (3.4)
Hex(5) = MZa(5) + €09 (ven(s)) + B (uen(s)) +em(uen(s)) — f(s) in H (3.5)
for a.a. s € (0,T). Moreover, if we put g9 := min{1,1/(4L2)}, then we have:

Lemma 3.1. There exist positive constants My, My independent of € € (0, &)
and A € (0,1] such that

Aoea(®)]y, +[0=n @), < M,

= [ oeno) s +2 183 ) s oy + 2 [ 1B (s (6)) s e s < M
for all t € [0,T].
Proof. Multiplying (3.1) by v..x(s) € Vo, we have
A(vea(8),ven(s)) g, + (UIE,A(S)7U€,A(S))VS +e(00(ven(s),ven(5)) gy,
+ (PBx(ven(s) +m0l),ven(5)) gy, = (£(5) — ePm(vea(s) +mol), ven(s)) y

for a.a. s € (0,7). Using the definition of the subdifferential, we see that

Ny op 1
2 ds Ho * 2ds
‘|'|/8A ue (s )|L1(Q)+|ﬁ>‘ ur,ex(s |L1(F)

0

|vea(s) |vea(s) |f, + §|vg,x(8)\f,0

< (|2 + |F|)ﬂ(mo) + §|’UE7)\(8)|V(,§ + |f(s)|v0 + Li82|’057)\(8)}30 for a.a. s € (0,7).

Taking ¢ € (0, 0] and using the Gronwall inequality, we obtain the existence of
M; and M, independent of € € (0,g9] and A € (0, 1] satisfying the conclusion. O

Lemma 3.2. There exists a positive constant Mz, independent of ¢ € (0, &)
and X\ € (0,1], such that

t ¢
2)\/ ‘vé’A(s)‘Zods+/ |’U/5’/\(S)|i.*d8+E|’U5,)\(t)ﬁ/0
0 0
+ 2|B,\(UE,A(t))|L1(Q) + 2|BA(UF,5 Al )|L1(F) < Ms,
¢
/ |Pu€’/\(s)|30d8 < Mz for all t €10,T).
0

Proof. Multiplying (3.1) by v ,(s) € Ho, we have
2 1 2 d
)‘|”/5,A(5)|H0 + 5’”/5,,\(5)"/3 + 5%90(1)5 A / 5>\ Ue A (
d ~
+ a/rﬁ/\ (up,&,\(s))df < L352|’UE7>\(8)|V0 + ‘j"(s)|v0 for a.a. s € (0,T).
Integrating this over (0,¢) with respect to s, we see that there exists a positive
constant M3, independent of £ € (0, 0] and A € (0, 1], such that the first estimate

holds. Next, multiplying (3.4) by P, \(s) € Vo and integrating the resultant
over (0,t) with respect to s, we obtain the second estimate. a
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The previous two lemmas are essentially the same as [13, Lemmas 3.1 and
3.2]. The next uniform estimate is the point of emphasis in this paper.

Lemma 3.3. There exists positive constant My, independent of ¢ € (0,1] and
A € (0,1], such that

A A
‘ug,,\(t)ﬁi < My (1 + 5) ’ |”6,/\(t)|fqo < M,y (1 + a) ;

K A
)\|v57,\(t)ﬁ/0 +€/0 |8g0(v5_,>\(3))|21_10ds < My (1 + 6) for all t €[0,T).

Proof. Multiplying (3.4) by ve z(s) € Vo and using the fact (d/ds)m(uc x(s)) =
0, we have
(uf{:,k(s)’ UE,)\(S))H + G(ME,)\(S), ua)\(s)) =0

for a.a. s € (0,T) (see [13, Remark 3]). On the other hand, multiplying (3.5) by
Op(ve 2 (s)) € Hy and integrating by parts, we have

(1t 7 (5), e 7 (5)) = 5 (1000 (5), 0 (9)) + el (w0 () [,
+/ ﬂg\(us,)\(s)ﬂvus,)\(s”zd:’:+/Bi\(ul",s)\(s))|VFUF,5,)\(S)|2dF
Q N
e (e 0 (), 00 (e 0 (9))) g + (00 (£() e 0 () gy

for a.a. s € (0,T). Using the Lipschitz continuity of = and (3.3), we see that
there exists a positive constant Cj such that

d d

Tluea®) 3 Ao sy, +elde(ven () [, < O (Jues@)f +1) + g )]y,
for a.a. s € (0, 7). Then, using (3.2) and the Gronwall inequality, we deduce that
e A + Ave a5, < {lvoe +mo1fEr + Avocfr, + CoT + 19220 gz | €7

A
< {20 +2[mol* (1] + [T']) + SCHCT + ‘9|2LZ(0,T;H0)}eCﬂT

for all t € [0,T]. That is, there exists a positive constant M, independent of
€ € (0,1] and X € (0,1] such that the uniform estimates hold. O

Lemma 3.4. There exists positive constant My, independent of € € (0,1] and
A € (0,1], such that

t 2 A
/ |u€1)\(5)|v ds < Mjs (1 + >,
0 0 €
/0 |ﬁ)\(u57>\(s))}i{ds < Ms <1 + 2) for all t €10,T.

Using Lemmas 3.1 to 3.3, the proofs of these uniform estimates are com-
pletely the same as those for [9, Lemmas4.3 and 4.4]. Therefore, we omit the
proof.



Stefan Problem with Dynamic Boundary Conditions 289

3.2 Limiting Procedure

From the previous uniform estimates, we can consider the limit as A \, 0. More
precisely, for each € € (0, g], there exists a subsequence { g }ren with Mg N\, 0 as
k — 400 and a quadruplet (v, v?, p., &) of v. € HY(0,T; V) NL>®(0,T; V)
NL%0,T; W), v: € L*(0,T; Hy), . € L?>(0,T; V), €. € L*(0,T; H), such that

Ven, — Ve weakly star in L(0,T; Ho), we»x, — ve weakly in L*(0,T; V),
Mevla, — 0 in L*(0,T; Ho), wi,, — v. weakly in L*(0,T; V),
Ue,n, — Ue = Ve +mol  weakly star in L*(0,T; V),
dp(ven,) — vi weakly in L*(0,T; Hy), Bey, — B weakly in L*(0,T;V),
B, (uen,) — & weakly in L*(0,T; H) as k — 4oo.

From the compactness theorem (see, e.g., [21, Sect. 8, Corollary 4]), this gives

Ve, — Ve inC’([O,T];HO), Ue ), — Ue inC’([O,T};H),
w(ucn,) — w(ue) in C([0,T);H) ask — +oo.

Moreover, from the demi-closedness of d¢ and [4, Proposition 2.2], we see that
v: = dp(v.) in L*(0,T; Hy) and &, € B(u.) in L*(0,T; H). From these facts,
we deduce from (3.4) and (3.5) that

v.(t)+ F(Pp.(t)) =0 in V5, (3.6)
£.(t) € B(uc(t), po(t) =e0p(ve(t) +€.(t) +em(uc(t) — f(t) in H (3.7)
for a.a. t € (0,T), with v:(0) = vo. in H. We also have the regularity u. €
HY0,T; V*)NL>(0,T; V)N L?(0,T; W). Now, taking the limit inferior as A \
0 on the uniform estimates, A\/e \, 0 for all € € (0,e¢], and we therefore obtain

the same kind of uniform estimates as in the previous lemmas independent of
€ c (0,60}.

Proof of Theorem 2.1. By using the estimates for v.,u., . and &, there
exist a subsequence {ej}reny with e \, 0 as k — 400 and functions v €
H'Y(0,T; V)NL®(0,T: Ho), w € H'(0,T:V*)NL>(0, T: H), p € L*(0,T;V)
and ¢ € L?(0,T; H) such that
v., — v weakly star in L™(0,T; Ho),
Ue, — u =v+moel weakly star in L>(0,T; H), erve, — 0 in L>(0,T;Vy),

— v weakly in L*(0,T; V), u., —u'  weakly in L*(0,T; V™),
pe, — p weakly in L*(0,T;V), &, — & weakly in L*(0,T; H),

exm(ue,) >0 in L0, T; H) ask — +oo.

/
'UEk

From the Ascoli-Arzela theorem, we also have

ve, »v inC(0,T;V}), ue, —u inC(0,T;V*) ask— +oo.
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Now, multiplying (3.7) by n € L?(0,T; V') and integrating over (0, T'), we obtain

T

/ (e, (D), 1(0)) pyilt = €4 / a(wer (t), m(1)) dt + / (&, (0. 0(1))
0

0 0

T T
+5k/0 (r(uak(t)),n(t))Hdt—/O (£(t),m(t)) dt.
(3.8)

Letting k — oo, we obtain

T T
| et m®) gt = [ (€)= £O.00) gt for al m e 0,75V,

namely, pu = & — f in L?(0, T; H). This implies the regularity of & € L?(0,T;V),
that is, & = €. a.e. on ¥. Next, we take n := u., € L*(0,7;V) in (3.8), so
that

timsup [ (€, (0,0 (0) gt < [ (020 ytt+ [ (70 000)

k—4o00
T
= /O (&(t), u(t)) dt.

Thus, applying [4, Proposition 2.2] we have ¢ € B(u) in L?(0,T; H), and so we
obtain § € B(u) a.e. in Q. &{r € B(ur) a.e. on . Finally, letting & — 400 and
applying Hahn—-Banach extension theorem of bounded linear functional on V' to
V x Vr, then we see that (3.6) gives (2.1) for a.a. t € (0,7), with u(0) = ug a.e.
in  and ur(0) = ugr a.e. on I'. O
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Abstract. We prove that the domain obtained by small perturbation
of a Lipschtz domain is the union of a star-shaped domains with respect
to every point of balls, such that the radius of the balls is independent of
the perturbation. This result is useful in order to get uniform estimation
for a fluid-structure interaction problem.

Keywords: Star-shaped domains -+ Fluid-structure interaction
Fictitious domain

1 Introduction

In [4,5] the existence of a solution is studied for an elastic structure immersed
in an incompressible fluid.

Let D C R? be a bounded open domain. We denote by (25 the undeformed
structure domain and by u = (uy,us) : ﬁg — R? its displacement. A particle
of the structure with initial position at the point X will occupy the position
x =@ (X) =X+ u(X) in the deformed domain ﬁi = (ﬁg) In [5], we have
assumed that 927 has the uniform cone property and the geometry of the cone
is independent of u. The fluid occupies the domain 2 = D \ﬁj see Fig. 1.

It is possible to construct an uniform extension operator E from {v €
(H! (ng))2, V.v=0in 25} to (H} (D))2 such that

V.E(v)=0, inD (1)
E(v)=v, in 2 (2)
||E(V)||1,D <K ||V||1,(2§ (3)

where the constant K > 0 is independent of 2%, but it depends on the geometry
of the cone.
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Fig. 1. Fluid and structure domains.

This construction is obtained by solving the Bogowskii problem in 2F see
for example [3], Lemma 3.1, page 121. There exists w € (H& (95))2 such that

V-w=f in0F
w =0, ondD
w =0, on 90

‘W|1,95 < K ||f‘|0,95

where fQF fdx = 0. If 2F is star-shaped with respect to any point of a ball of
radius R,,, we have the following estimation of K7 > 0:

) (552

R, R, ®)

Ky <c <
where diam(£25) is the diameter of £2£. A similar result holds if the domain 2}’
is union of star-shaped domains with respect to any point of a ball, see Theorem
3.1, p. 129, [3]. We have diam(§2F") < diam(D), for all u such that 2F C D.
The aim of this paper is to prove that, under some geometrical assumptions,
one can choose R, = R = constant, for small u.

2 Small Perturbation of the Boundary of a Star-Shaped
Domain with Respect to Any Point of a Ball

We denote by Br(xg) the open ball of radius R centered at xg, i.e. Br(xg) =
{x € R?; |xo — x| < R}, where | - | is the euclidean norm. A domain (2 is star-
shaped with respect to every point of a ball Br(xg) such that Br(zg) C £2, if
and only if, for every x € Bgr(xg) and y € {2, the segment with ends x, y is
included in 2. A characterization of such a domain is that every ray starting
from a point x € Bgr(zp) intersects the boundary of the domain at only one
point.

Proposition 1. Let a,r > 0 be two constants such that

a>4r (9)
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****************

T +
—T| 0 ' T
\ /

Fig. 2. A star-shaped domain with respect to every point of a ball.

and ¢ € WHo°(—r r) be such that

In e (0,r), sup )Iw(x)l <n (10)
xe(—r,r

3L > 0, sup |’ ()| < L. (11)
z€(—r,r)

We define the domain, see Fig. 2
Qo= {(z1,22) €R?* —r <1 <7, —r <z <a+p(r1)}. (12)

Let R € (0,r). If L < agfr, then the domain {2, is star-shaped with respect to
every point of the ball Br(0).

Proof. Since R < r, then Br(0) C £2,. Let x € Br(0). We suppose that a ray
starting from this point cuts 0f2, in two points y and z and y € (x,z), i.e. y is
on the segment with ends x and z.

Let us denote the top boundary of {2, by

I, = {(»Tlva"‘@(%)) S RQ; —r<a < 7"}.
Ify,z € 992, \ I, it follows that the ray cuts the boundary of the strip
C= {(:Ehl:z) ER%: —r<x <1, -1 < xg},

twice, which is not true because the C' is a convex set and a convex set is star-
shaped with respect to every interior point.

If we have only y € 942, \ I, then z belongs to the exterior of the strip C,
consequently z ¢ I,.
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g

X1 Ml “ X1 Y1 o=

Fig. 3. Case (i) at the left and case (ii) at the right

So, we will study only two cases:

(i) Y,z € Iy;
(ii) y e I, and z € 002, \ I, (Fig.3).

Case (i): y,ze I,.

Let & = (&1, &2) be the point in the plane, such that the line passing throw &
and x is parallel to the axis Oz and the line passing throw £ and z is parallel
to the axis Oxs. -

We denote by « the angle xz€. Since x € Br(0) using (10), we get |z — &| >
a—2r and |x — &| < 2r, then

x=¢ _ 2

tana = .
|lz—& ~— a—2r

By assumption we have y,z € Iy, then y = (y1,a+¢(y1)) and z =

(z1,a + p(z1)) with —r < y1,21 < r. We have also, tana = W(Iyrml

Telu)—e(zry] 2nd

using (11) we get

S

tana >

This implies that
2r 1
>
a—2r — L
which is in contradiction with the hypothesis L <
Case (ii): y € I, and z € 992, \ I,.
As in the Case (i), we construct &, we denote by « the angle xz& and we get

a—2r
2r "

x-g _ 2
|lz—& ~—a—2r

tana =
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Since z cannot belong to the bottom boundary of C', we assume that z belongs
to the right boundary of C, so z = (r, 22). We denote by q the point at the right
top corner of 2, so q = (r,a + ¢(r)). We have W (—r,r) C CO([—r,7]) (see
[1], Theorem VIIL.7, page 129), so ¢(r) is well defined.

Let o/ be the angle )7(-1\5 . Then

tana’ = M > l

lp(y1) —@(r)] — L

If 25 > a+ ¢(r) it follows that z belongs to the exterior of £2, not to 942,
$0 22 < a+ (r). In this case a > o’ and we get

tana’ < tana < —-

— =tana an o

L ~a-—2r
which is in contradiction with the hypothesis L < “5—3’"

Proposition 2. Let ¢ : [—r,r] — R be a Lipschitz function of constant L, i.e.

Yo,y € [=rrl, [C(z) = ((y)] < Lz —yl.

Denote by It = {(z,((z)) € R?, z € [-r,r]}, the graph of ¢.
Let u = (uy,u2) : It — R? be such that

;
dny € (O, 7> , sup Ju(x)] <m (13)
2 x€ele
1
I e (0 ) YRy eI G0 - uk) < mix -yl (1)

Then there exits a Lipschitz function ¢ : (— %) — R of constant less than

5
ﬁgji\/i ”;ILLj, such that its graph is included in (Id 4+ u) (I;). If ((0) = 0, then

1
Vze(—g,g), |<p(2)|Sr< 1+L2+2>.

Proof. Let us introduce the function

¢:[-rr] =R, ¢)=z+u(z,{(z)).

We will prove that ¢ is strictly increasing, so it is injective. To simplify, we
assume that ¢ and u are of class C'. We get

ouy Ouy

¢'(z) =1+ 871(% () + 372(% ()¢ ().

Since ¢ is Lipschitz function of constant L, |¢/(x)| < L. Similary, we have
|[Vu(x)| < n2. Using Cauchy-Schwarz we get

<\(Gu) s (2e) Vi

o) \Oxy

Sng\/l—I—LQ.

8u1 3U1 /
671(96, ¢(z)) + 872(% ()¢ ()
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It follows that

& (x) >1—mV1+ L2 >0,

and then ¢ is strictly increasing, so ¢ is a bijection from [—r,7] to [¢(—7), d(7)].
From (13), we obtain ¢(—r) < —% and ¢(r) > .

¢(2)

Lo

Fig. 4. The graphs of ¢ and .

Let us introduce the function ¢ : (=%, %) — R (Fig.4),

¥
o(2) = ((z) + u2(z,((2)),
where x = ¢~ !(z). The function is well defined because if z is in (f%, %), then
r = ¢ 1(2)is in (=7, 7).
We will prove that ¢ is a Lipschitz function. Let z,w € (—%7 %) and x =
(b_l(z)a Yy = ¢_1(w)'
lp(2) — e(w)| = [¢(x) = C(y) + uz(z, () — u2(y, C(y))
< I¢(@) = C(y)| + uz(@, C(2)) — u2(y, ((y))]
< Llz — y| +n2 (2, ¢(2)) = (y,C(v))]
= Llz —y[+m2/(x — y)? + ({(x) — ((y))?

< (L+mVI+12) ]2 —yl.

We have

|z —w| =z —y+ui(z,{(2) —ui(y, ((y))]
> |z =yl = Jui(z, {(2) — ui(y, C(y))]
> |z =yl —n2|(z,¢(2)) — (4, <(v))]
> |z —y| —mv/(z —y)? + (((x) — ((y))?
> (1 7772\/1+L2) |z — yl.

We deduce that for all z,w € (—%, %)

lp(2) = pw)] _ (L+myVIFT?)
pmwl T (l-mVirD?)
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Let (2,¢(2)) be a point on the graph of ¢, where z € (—%,%). Then there

exits x = ¢~ 1(z) € (—r,r). From the definition of ¢ and ¢, we have

(2,0(2)) = (z + wr(z, (7)), ¢ (2) + ua(z, ((2)))
= (z,¢(2)) + (ur (2, ((2)), uz(z, ((2)))
= (Id +u) (z,((x))

which proves that the graph of ¢ is included in (Id 4+ u) (It). Also

()] < |Gz, 0())]

(@ 4w, 6(2)), (@) + uaa, ¢ (@)

(. @) + |<< (@), uz(a.C()))]

VaZ £ (C@)? +m < VP + (@) + 5

If ¢(0) = 0, since ¢ is a Lipschitz function of constant L, we have
(@) = I¢(x) = C(0)] < L|z — 0] < L.
Then |p(z)| <7 (VI+L2+1).

IN

IN

IN

3 Uniform Estimation of the Radius of the Ball for Small
Perturbation of Lipschitz Domain

Definition 1 (see [2]). Let r, a, L be three positive numbers and {2 an open
bounded set of R2. We say that the boundary 052 is uniform Lipschitz if, for
every Xo € 012, there exits a Cartezian coordinates system {x1,x2} of origin Xo
and a Lipschitz function ¢ : (—r,7) — (—a,a) of constant L, such that {(0) =0

002N P(xo) = {(z1,¢(x1)), 1 € (=1, 1)},
NN P(xo) ={(x1,22), 1 € (—1,7), ((21) < 22 < a},

where P(xg) = (—r,7) X (—a,a).

We will use the same notation as in the first section. We will prove a result
similar to the Lemma 3.2, p. 40, from [3], but the radius of the balls is the same
for all admissible displacements.

Theorem 1. Let &Qg be an uniform Lipschitz boundary of parameters r, a, L.
We set R € (O, %) There exists two constants 1y € (O, g), Ny € (O, ﬁ) and
two natural numbers m,n € N*, such that for all u: 8(205 — R2, such that
sup [u(x)| <m (15)
xE@Q()S
vx,y €995, [u(x) —u(y)| < mlx -yl (16)
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we have the decomposition

m m—+n
~(U2)u( U e
=1 j=m+1

where 2; = 2F N Q(x;) for 1 < i < m are star-shaped domains with respect to
every point of a ball B; of radius R, B; C £2;, Q(x;) are rectangles of center
x; € 0825 congruent to (—%,%) x (—a,a) and By, (x;) form+1<j<m+n
are balls of center x; € 2% and radius 1, By, (x;) C 2F.

Proof. Let us remark that if Q@g is Lipschitz of parameters r, a, L, then it is
also for the parameters 1/, a, L, for v’ < r. Consequently, we can choose r small
enough such that 2L 4+ v1+ L2 + 3 < 2.

Let P(x) be the rectangle of center x € 925 given by the Definition 1. We
denote by Q(x) the rectangle (—%, %) x (—a, a) using the same local coordinates.
We have 0925 C Uxeans @(x) and since 002§ is compact, then there exits m € N*

and x; € 8(2@9, 1 < i < m, such that

005 < | Q).

i=1
We will use the notation
0,={x¢€ R d(x,@ﬁg) <n},
an ={x¢€ Qg; d(x,aﬂg) >n}

where d(x, A) = infyca |x — y| is the distance function. There exists g > 0,
such that

m

On € | Q(xi). (17)
i=1
Set m = m1n(;72° ,5) (Fig.5).
Let u : 9025 — R? be such that (15) holds. Then (Id+u)(9£25) C O,, C Oy,
for all admissible u and it follows that

QL cO, U, (18)

Since .Qé‘jno is bounded, then there exists n € N* and x; € ano form+1<j<
m 4+ n, such that

m—+n

25, U Bu(x)) (19)

j=m+1

But 71 <, so By, (x;) C 2F. From (17), (18), (19), we get

m—+n

o= (Utarnown)U( U muesy

j=m+1
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Fig. 5. The rectangle (—g, %) X (—a,a) is of center x; € 8025, the ball of radius n; is

P
of center x; € {27 ,,-

Using the Proposition 2, (Id + u)(9£25) N Q(x;) is the graph of a Lipschitz
function ¢ : (—%,%) — (—a,a) of constant

_ L4+mV1+ 12
1—772\/1—|—L2

and o] <7 (VI+ L2+ 3). I ny € [0, 52— ), then L' € [L,2L + 1).

We have 2L + 1 < w by the choice of r at the begining of the
proof. Using a similar argument as in the Proposition 1, we get that §2; =
2F N Q(x;) is a star-shaped domain with respect to every point of the ball of
radius R and center (0, —a + 3).

L/

Corollary 1. Using the Theorem 3.1, p. 129, from [3], we get that the con-
stant Ky from the inequality (7) depends on min(ny, R) and diam(D), but it is
independent on the displacement u.
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Abstract. The present paper represents a continuation of [3]. There,
we studied a new class of variational inequalities involving a
pseudomonotone univalued operator and a multivalued operator, for
which we obtained an existence result, among others. In the current
paper we prove that this result remains valid under significantly weaker
assumption on the multivalued operator. Then, we consider a new
mathematical model which describes the equilibrium of an elastic body
attached to a nonlinear spring on a part of its boundary. We use our
abstract result to prove the weak solvability of this elastic model.

Keywords: Multivalued operator - Variational inequality - Cut-off
operator + Elastic material unilateral constraint - Weak solution

1 Introduction

The theory of variational inequalities plays an important role in the study of
nonlinear boundary value problems arising in Mechanics, Physics and Engineer-
ing Sciences. Based on arguments of monotonicity and convexity, it started in
early sixties and has gone through substantial development since then, as illu-
strated in the books [1,4,9,10], for instance. There, the inequalities have been
formulated in terms of univalued operators and subgradient of a convex function.

Variational inequalities with multivalued operators represent a more recent
and challenging topic of nonlinear functional analysis. In particular, they repre-
sent a powerful instrument which allows to obtain new and interesting results in
the study of various classes of variational-hemivariational inequalities. Such kind
of inequalities involve both convex and nonconvex functions, have been intro-
duced in [8] and have been investigated in various other works, as explained
in [6,7] and the references therein.

Recently, in [3], we considered a class of stationary variational inequali-
ties with multivalued operators, for which we proved an existence result, under
a smallness assumption on the data. The proof was based on standard arguments
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of variational inequalities followed by a version of the Kakutani-Fan-Glicksberg
fixed point theorem. Then, we considered a dual variational formulation of the
problem, studied the link between the primal and dual formulations and pro-
vided an equivalence result. Finally, we applied this abstract formalism to the
study of a frictional elastic contact model with normal compliance, for which we
obtained existence and equivalence results.

The present paper represents a continuation of [3]. Our aim is twofold. The
first one is to prove that the existence result of [3] remains valid under sig-
nificantly weaker assumption on the corresponding multivalued operators. The
second aim is to illustrate the use of this result in the study of a new mathe-
matical model which describes the equilibrium of an elastic body attached to a
nonlinear spring.

The manuscript is organized as follows. In Sect. 2 we recall the statement of
the problem together with the existence result obtained in [3]. In Sect. 3, we state
and prove our main abstract result, Theorem 2. Next, in Sect. 4, we introduce
the elastic problem, list the assumption on the data and state its variational
formulation. Finally, in Sect. 5, we apply Theorem 2 to prove its weak solvability.

2 Problem Statement

Everywhere in this paper, we assume that (V|| - ||) is a reflexive Banach space,
we denote by V* its topological dual, and (-, -) will represent the duality pairing
between V' and V*. We use Oy for the zero element of the space V and || - ||
for the norm on V*. Assume in addition that (U, | - ||¢) is a reflexive Banach
space of topological dual U*. We denote by || - ||+ the norm on U* and by
(-, Yu+xu the duality pairing between U and U*. The symbol w-U will represent
the space U endowed with the weak topology while s-U* will represent the space
U* endowed with the strong topology. For a set D in a Banach space E, we define
D]z = sup{||ullz [ue D}.

Consider a set K C V, a single-valued operator A: V — V* a multivalued
operator B: U — 2Y7, a linear, continuous and compact operator ¢: V — U,
and a functional f € V*. We denote by |¢|| the norm of ¢ in the space of
linear continuous operators from V' to U. With these data we state the following
inequality problem.

Problem 1. Findu €V and £ € U* such that

ue K, (Au—fiv—u)+ (& tlv—u))yxy >0 forall ve K,
& € B(w).

Note that, since the operator B is multivalued, we refer to Problem 1 as
a multivalued variational inequality. Let :*: U* — V* be the adjoint operator
to ¢. Then, using the definition of the subgradient of the indicator function of
the set K, denoted 0.1, it is easy to see that Problem 1 is equivalent with the
following subdifferential inclusion: find v € V' such that

Au+ *B(w) + 0k (u) 3 f in V™.
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In the study of Problem 1 we need the following assumptions.

H(A): A:V — V™ is an operator such that

(1) Ais coercive, i.e., (Au,u) > allu|? — 3 for all u € V with «, 8 > 0.

(2) ||Aullv+ < a1 + az ||ul| for all w € V with a1, ag > 0.

(3) A is pseudomonotone, i.e. it is bounded and w, — w weakly in V and
lim sup (Aup, u, —u) < 0 imply (Au,u — v) < liminf (Auy,,u, — v) for all
veV.

(4) A is strictly monotone on K, i.e., for all u, v € K such that u # v, we have
(Au — Av,u —v) > 0.

H(B): B:U —2Y" is an operator such that
B has nonempty and convex values.
the graph of B is sequentially closed in (s-U) x (w-U*) topology.

(1)
(2)
(3) ||Bw|lu* < by + ba ||w||y for all w € U with by, ba > 0.
(4) the smallness condition by [|¢||> < a holds.

H(K): K is a nonempty, convex and closed subset of V.

The following result, obtained in [3], provides the solvability of Problem 1.

Theorem 1. Under hypotheses H(A), H(B) and H(K) Problem 1 has at least
one solution.

The proof of Theorem 1 is based on arguments of elliptic variational inequal-
ities, various estimates and a version of the Kakutani-Fan-Glicksberg fixed point
theorem.

3 An Abstract Existence Result

We now consider the following assumptions on the data of the Problem 1.

H(B): B:U —2Y is an operator such that

(5) the operator B: U — 2V is bounded, i.e., it maps bounded sets in U into
bounded sets in U*.

(6) there exist constants bz, by > 0 with by [|¢]|? < « such that for all u € U and
all £ € Bu we have

(& uu= x v = —bg — by [|ullF-
Our main abstract existence result in the study of Problem 1 is the following.

Theorem 2. Assume hypotheses H(A), H(B)(1), (2), (5) and (6), H(K) and
0y € K. Then Problem 1 has a solution.
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Proof. Fix N > 1 and define a cut-off operator BNV : U — 2V" by

Bv if vl < N
BW@{ Iolls <

B (”]TYTUU) otherwise

for v € U. Since B satisfies assumptions H(B)(1) and (2), it is straightforward
to verify that the operator BV satisfies these two assumptions as well. Moreover,
since B satisfies H(B)(5), it follows that B satisfies H(B)(3) with a constant
b1 > 0 which depends on N and by > 0 arbitrary small and independent of N.
It is also clear that BY satisfies H(B)(4). We are now in a position to apply
Theorem 1. Thus, we deduce that there exists (u™,&V) € V x U* such that
uN e K, (Aul — fo— o)+ (€N (v —uN )y « v >0 forall ve K, (1)
N e BN ().
The hypothesis 0y € K allows to test (1) with v = 0y. As a result, we obtain
(Au ) + (Y WMo v I fllve Il (2)

We estimate from below the expression (€N, ™)y« . If [tu™ ||y < N, then
&N € Bu® and

(N, My v > —bs = by || [u™]%.

If, in contrast, [[cu™ ||y > N, then &y € B(%), and assumption H(B)(6)
yields

N
LU
Z (—b3 o b4 N2) || N”U

NN |||
N N _ N
<£ ) LU >U x U — <£ ) HLUN||U>U*><U N

> —bg [lellllu™ ]| = ba [|e*|u™ 1.
In either case, we have
(€, w)ue v 2 =by = by el — ba el 2. 3)
Combining inequality (3) with H(A)(1) and (2) implies
(o = ballef )™ [[* < bz + ([ flv= + ballel) [[u™]]- (4)

Next, using (4) and H(B)(6), we deduce that [|u”| is bounded by a constant
independent of N. Therefore, since ||« |l < ||¢]||uN]], it follows that |cu® ||y
is also bounded by a constant independent of N. We now take N large enough
so that the truncation in the definition of the operator BY is inactive. It follows
that u” also solves Problem 1, which completes the proof. a

We end this section with some comments on the assumptions on the multi-
valued operator B. First, we note that, clearly, condition H(B)(5) is significantly
weaker than H(B)(3). Moreover, we stress that assumption H(B)(6) is weaker
than H(B)(3) and H(B)(4). In addition, condition H(B)(6) has various physi-
cal interpretations, when dealing with examples arising in mechanics. We also
mention that if (§,u)y+ x v > 0 for all w € U and £ € Bu, then this condition
is satisfied.
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4 Contact Problem in Elasticity

In this section we consider a boundary value problem which models a contact
problem for elastic material and for which the abstract result of Sect.3 can be
applied.

The physical setting is the following. An elastic body occupies an open,
bounded and connected set in 2 C R? (d = 2, 3) with a Lipschitz boundary
082 = I'. The concept of measurability, used below, is considered with respect to
the d-1 dimensional Hausdorff measure, denoted by m. The set I" is partitioned
into three disjoint and measurable parts I, I'; and I3 such that m(I7) > 0. The
body is clamped on I7, is submitted to surface tractions on I'; and is attached
to a nonlinear spring on I3.

We use the symbol S for the space of second order symmetric d x d matri-
ces. The canonical inner product on R% and S¢ will be denoted by “” and the
Euclidean norm on the space S? will be denote by || - [|s. We also use the nota-
tion v for the outward unit normal at I" and, for a vector field v, v, and v, will
represent the normal and tangential components of v on I" given by v, = v - v
and v, = v — v, v, respectively. The normal and tangential components of the
stress field o on the boundary are defined by o, = (ov) - v and 0, = ov — o, v.
The mathematical model which describe the equilibrium of the elastic body in
the physical setting above is the following.

Problem 2. Find a displacement field w: 2 — R%, a stress field o: 2 — S% and
the reactive interface force £: I's — R such that

o=Fe(u) in £2,
Dive + f, =0 in £,

u=0 onl},

TN TN N N
o ~J O
I — D

ov=7Fy onlby,
—g1 <uy, < g2, €€ h(w)
Uy, = —g1 = —0, <,
Uy =gy = —0o, >,
g1 <u, < go = —0,=¢§
o, =0 on [Ij. (10)

on I3y, 9)

Equation (5) is the constitutive law for elastic materials in which F represents
the elasticity operator and (u) denotes the linearized strain tensor. Equation
(6) is the equilibrium equation in which f, represents the density of body forces.
Conditions (7) and (8) are the displacement and traction conditions, respectively,
in which f, denotes the density of surface tractions. Condition (9) represents the
interface law in which h is a multivalued function which will be described below
and, finally, condition (10) shows that the shear on the surface I's vanishes.
We now provide additional comments on the conditions (9) which represent
the novelty of our elastic model. First, this condition shows that spring prevents
the normal displacement of the body in such a way that —¢g; < u, < go. When



A Multivalued Variational Inequality with Unilateral Constraints 307

—g1 < uy < go the spring is active and exerts a normal reaction on the body,
denoted &, which depends on the normal displacement, i.e., —o, = & € h(u,).
Note that, for physical reason, h must be negative for a positive argument (since,
in this case the spring is in compression and, therefore, its reaction is towards
the body) and positive for a negative argument (since, in this case the spring is
in extension and, therefore, it pulls the body). A typical example is the function
h(r) = kr which models the behavior of a linear spring of stiffness & > 0.
Nevertheless, from mathematical point of view, we do not need this restriction,
as shown in assumption H(h) below. When wu, = go the spring is completely
compressed, thus, besides its reaction, an additional force oriented towards the
body becomes active and blocks the normal displacements w, . Therefore, in this
case we have —g,, > £. When u, = —g; the spring is completely extended and,
besides its reaction, an extra force pulling body becomes active, which implies
that —o, < €.

In the study of Problem 2, we use standard notation for Lebesgue and Sobolev
spaces. For the displacement we use the space

V={uecH'(2;RY) |u=0 on I}

It is well known that the trace operator v: V — L2(942; R?) is compact. More-
over, we put U = L?(I3) and define the operator ¢: V — U by «(u) = u,|r, for
all u € V. For the spaces V and U, we use the notation already used for the

corresponding abstract spaces in Sects. 2 and 3. In particular, || - || and || - || will
represent the norm on V and V*, respectively, (-,-) denotes the duality pairing
between V and V*, || - [y and || - ||~ are the norms on U and U™.

We also need the following assumptions on the problem data.
H(g): g1, g2 > 0 are two real constants.
(F): F:02xS?—S?is such that

(1) there exists Ly > 0 such that ||F(x,e1) — F(x,e2)|lga < Lrller — e2||ge for
all €1, g5 € S%, ae. x € (2.

(2) there exists mz > 0 such that (F(x,e1) — F(x,e2)) - (1 — €2) >
mg|le1 — 2|2, for all e1, &2 € S, ae. T € £2.

(3) F(x,¢) is measurable on {2 for all ¢ € S¢.

(4) F(x,0g4) = 0ga a.e. x € {2.

(

h): h:I3x[—g1,92] — 2R is a multifunction such that

) the sets h(x,r) are nonempty and convex for all r € [—gy, go], a.e. « € I3.
) h(-,r) has a measurable selection for all r € [—g1, g2].
) the graph of multifunction h(x,-) is closed in R? for a.e. z € I5.

h

(1
(2
(3
(4) |h(z,r)| < hforallre |- gl,gg] and a.e. ¢ € I'y with h > 0.

H(f): the densities of body forces and surface tractions are such that

(1) if d = 2, then f, € L¥' (£;R?), f, € L¥' (I';R?) for some p’ € (1,00).
(2) if d =3, then f, € L3 (;R3), f, € L3 (Iy;R3).
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We now turn to the variational formulations of Problem 2. To this end, we
introduce the set of admissible displacements fields

K={ueV|u, €[—g1,92] ae. on 3} (11)

Also, we define the operator A: V' — V* by the formula
(Au,v) / Fe(u v)dz for all u,veV. (12)

Note that, since H(F) holds, the operator A is well defined. Next, we note that
the hypothesis H(f) implies that the mapping

V9v>—>/ folz) -v(x)dx + | fylx) -v(x)dl € R
9] I’

is linear and continuous. Indeed, if d = 2, then the embedding V C L"(§2;R?)
and the restriction of the trace operator yr,: V — L"(I;R?) is linear and
continuous, for any r € (1,00). On the other hand, if d = 3, then the embedding
V C L5(£2;R?) and the restriction of the trace operator yr,: V — L4(I;R3) is
linear and continuous. Hence, we can define f € V* by the formula

/fo x)de + [ folx) v(x)dl.
Iy

Next, with a slight abuse of notation, we extend the multifunction h to I3 x R
by setting h(zx,s) = h(x, —g1) and h(x,s) = h(x,gs) for s < —g; and s > ga,
respectively. We use the same symbol h to denote this extended multifunction
and we introduce the multifunction B: U — 2U" by the formula

B(u)={£eU" | {(x) € h(z,u(x)) ae onlz} foralluel. (13)

The variational formulation for Problem 2, obtained by using standard argu-
ments, reads as follows.

Problem 3. Find a displacement field w € V' and a contact interface force £ € U
such that

ueK, (Au,v—u)+ (Elv—u)y x v > {(fio—u) forallve K,
€ € B(tu).
Note that Problem 3 represents a multivaled variational inequality. Its solva-

bility will be proved in the next section, based on the abstract existence result
provided by Theorem 2.

5 Existence of the Solution

The main result in this section is the following.
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Theorem 3. Under hypotheses H(g), H(F), H(h) and H(f), Problem 3 has at

least one solution.

The proof of the theorem is carried out in several steps, based on two lemmas
that we state and prove in what follows. The first lemma, already proved in [3],
is given here for the convenience of the reader.

Lemma 1. Assume H(F). Then, the operator A: V — V* defined by (12) sa-
tisfies conditions H(A)(1)-(4) with « = mx in H(A)(1).

Proof. By conditions H(F)(1) and (3), we have
‘/ Fe(w) - e(v) dz| < Lelulo]| for all u, v c V.
Q

This implies that [|Aul|. < Lz||u| for all w € V, which proves H(A)(2). In
addition, assumption H(F)(2) yields (Au — Av,u —v) > mxz|lu —v||? for all u,
v € V. This shows that condition H(A)(4) is satisfied. Furthermore, for u, v,
w eV, by H(F)(1), we have (Au — Av, w) < Lr|u—v|v|w] for all w, v € V.
This proves that |Au — Av||, < Lg|lu — v||y for all u, v € V, which implies
that A is Lipschitz continuous and hence hemicontinuous. Since we already know
that A is bounded and monotone, by Proposition 27.6 in [11], it follows that A
is pseudomonotone and H(A)(3) holds. By H(F)(4), we have A0y = Oy. Thus,
from (5), we get (Au,u) > mg||ul|? for all w € V. Therefore, H(A)(1) holds,
which completes the proof. a

Next, we proceed with the following result.

Lemma 2. Assume H(g) and H(h). Then, the multivalued operator B defined
by (13) satisfies H(B)(1), (2), (5) and (6).

Proof. First we prove H(B)(1). Convexity of values of B is a simple consequence
of the convexity in H(h)(1). To prove nonemptiness, let u € U and (u,)52; be
a sequence of simple (i.e. piecewise constant) functions converging to u for a.e.
x € I3. The hypothesis H(h)(2) implies that the multifunction I's 3  —
h(z,un(z)) C R has a measurable selection &, for all n € N. From H(h)(4), it
follows that [|&,[/Z. = fr;, &.(x)2dl < h2m(TI3), so passing to a subsequence, if
necessary, we may assume that &, — £ weakly in U* with £ € U*. As &,(x) €
[~h, h] for a.e. ¢ € I3, we are in a position to apply Proposition 3.16 of [5] to
obtain {(x) € conv limsup,,_, (& (x)) for a.e. & € I';, where limsup,,_, ., is the
Kuratowski-Painlevé upper limit of sets defined by

limsup A, ={s€R | sy, — S, Sn, € An, }
for a sequence of sets A,, C R. Hence &(x) € conv limsup,,_, ., h(x, un(x)) for
a.e. ¢ € I's. From H(h)(1), (3) and the pointwise convergence u,(x) — u(x)
a.e. on I3, it follows that

&(x) € conv limsup h(x, u,(x)) C conv h(x, u(x)) = h(z, u(x)),

n—oo
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for a.e. @ € I's and £ is the sought measurable selection.

We pass to the proof of H(B)(2). Let u, — w strongly in U and &, — &
weakly in U* be such that &, € B(u,). We show that & € B(u). At least for a
subsequence, not relabeled, we have uy(x) — u(x) for a.e. € I's. The proof
that £(x) € h(x,u(x)) for a.e. & € I'; follows the line of the corresponding proof
of condition H(B)(1).

By a straightforward calculation and H(h)(4), we deduce that hypothesis
H(B)(5) holds. To prove H(B)(6), let uw € U and £ € Bu. From the following
inequality

Euwu xv=[ {x)u(@)dl = *71/ lu(@)| dl" > ~hm(Is)? |ullu
I I3

__“ Hu”?] _ HL||QB27TL(F3)7
—20? 2a
we deduce that H(B)(6). The proof is complete. O

We are now in a position to provide the proof of Theorem 3.

Proof. Note that Problem 3 is a particular case of Problem 1. Indeed, both V'
and U are reflexive Banach spaces, and the normal trace operator ¢ is linear,
continuous and compact. Moreover, the set K defined by (11) is nonempty,
convex, closed in V', and 0y € K. In addition, from Lemma 1, it follows that
H(A)(1)—(4) hold, and Lemma 2 shows that the operator B satisfies H(B)(1),
(2), (5) and (6). Theorem 3 is now a direct consequence of Theorem 2. O

Theorem 3 provides the weak solvability of the contact Problem 2, since once
the displacement field is obtained by solving Problem 3, then the stress field o
is determined by using the constitutive law (5). The question of the uniqueness
of the solution is left open.

Remark 1. Note that because of H(h)(4), the multivalued map given by (13)
satisfies hypothesis H(B)(4), and Theorem 1 is sufficient to obtain the exis-
tence result in Theorem 3. However, if in the place of (9), we consider the law
—0, = ku, with £ > 0, and set K = V, then to apply Theorem 1, we need
a smallness assumption on the constant k. On the other hand, the above law
satisfies H(B)(5)—(6) without any limitations on the value of k.
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Abstract. In the present paper we investigate nonlinear tracking prob-
lem under boundary control for the oscillation processes described by
Fredholm integro-differential equations. When we investigate this prob-
lem we use notion of a weak generalized solution of the boundary value
problem. Based on the maximum principle for distributed systems we
obtain optimality conditions from which follow the nonlinear integral
equation of optimal control and the differential inequality. We have devel-
oped an algorithm to construct the optimization problem solution. This
solving method of a nonlinear tracking problem is constructive and can
be used in applications.

Keywords: Weak generalized solution - Boundary control - Functional -
Maximum principle - Nonlinear integral equation - Optimization

1 Introduction

With the emergence the theory control for the systems with distributed parame-
ters, a lot of applied problems described by integral-partial differential equations,
integral equations, differential and integral-functional equations ([1], Chap.5,
pp. 193-197), [2], ([3], Chap. 16, pp. 410-414), ([4], Chap. 1, pp. 30-76), became
investigate by methods of optimal control theory ([4], Chap.6, pp. 356-383),
([5], Chap. 2, pp. 45-78), ([6], Chap. 4, pp. 281-309),[7-9]. However, the control
problems described by the integral-differential equations are little learned. In
this paper we investigate the boundary tracking control problem for the elastic
oscillations described by the partial Fredholm integral-differential equations in

partial derivatives. This problem has a number of specific properties: according
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to the method of [10] the generalized solution of the problem is built by the
solving of countable number of integral equations; the optimal control simulta-
neously satisfies the two relations in the form of equality and inequality, where
the relation in the form of equality leads to a nonlinear integral equation, and
the relation in the form of inequality is a differential with regards to the function
of the external source.

The sufficient conditions for the unique solvability of specific problems
were found, and algorithm was indicated for constructing solutions of nonlin-
ear optimization problems with arbitrary precision in the form of the triple
(u(t), VO(t, x), J[u®(t)]), where u®(t) is the optimal control, VO(t, z) is the opti-
mal process, J[u’(t)] is the functional’s minimum value.

2 Formulation of the Optimal Control Problem and
Optimality Conditions

We consider the optimization problem where it is required to minimize the inte-
gral functional

T T
Tu®) = [ [ Wt.o) - &t dude +25 [ Mppuielae 5>0 (1)
0 JQ 0
on the set of solutions of the boundary value problem

T
VtthV:)\/ K(t,7)V(r,z)dr+g(t,x), t€ QCR", 0<t<T, (2)
0

V(O,Z‘) = wl(x)v Vt(ovx) = w2(l‘)’ r€qQ, (3)
I'v(t,z) = Z a; j(x)Vy, (t,x)cos(d, x;) + a(x)V(t, ) (4)

=b(t,z)f[t,u()], ey, 0<t<T.

Here A is the elliptic operator defined by the formula

n

AV (t,x) = Z (aij(x)Vy, (t,m))m‘ —c(x)V(t,x), a;;(z) = aj(x),

i

ij=1

n

n
> aij(@)aia; >0y af, >0

i,j=1 i=1
0 is a normal vector, emanating from the point = € ; K(¢,7) is a given function
defined in the region D = {0 <t < T, 0 <7 < T} and satisfying the condition
I K2 (¢, T)dtdr < Ko < o0, ie. K(t,7) € H(D);

%/11@) € Hl(Q)a ¢2($) € H(Q)v fu[tvu(t)] 7é 07Vt € (O’T)7
f(t,.T) € H(QT)a M[t7u(t)] € H(OaT)v QT - Q X (OvT)v (5)
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are given functions, a(z) > 0,c(x) > 0 are known measurable functions; H(X)
is Hilbert space of functions defined on the set of X; Hy(X) is the first order
Sobolev space; f,[t,u(t)] is the function of boundary source which nonlinearly
depends on the control function u(t) € H(0,T) and it is an element of H(0,T);
A is a parameter, T is a fixed moment of time; M, [t, u(t)] # 0 and satisfies the
Lipschitz condition with respect to functional argument w(t) € H(0,T).

This problem is to find a control u°(t) € H(0,T), for which the appropriate
solution VO(¢,z) of the boundary value problem (2)—(4) deviates little from the
given trajectory &(¢,z) € H(Qr) during the entire time ¢ € [0, 7] of the control.

At the same time u°(t) is called optimal control and V°(¢,z) is the optimal
process.

We are looking for a solution of the boundary value problem (2)—(4) in the

form of the series
oo

V(t,z) = Zvn(t)zn(m)v (6)

n=1
where z,(x) are generalized eigenfunctions of the boundary value problem [10]

n

Dn (P, zn) = /Q ( Z a;,j (%) Pa; 2na; +c(:r;)zn(:r;)¢(t,x)> d:L‘—i—/a(x)zn(x)@(t, z)dx
2t

i,5=1
:)\i/ zn(2)P(t, x)dz;
Q
I'zp(z)=0, z€7,0<t<T,n=1,2,...,

and they form complete orthonormal system in the Hilbert space H(Q), and the
corresponding eigenvalues A, satisfy the following conditions

A < g1, Vn=1,2,3,..., lim A\, = oo.

n—oo

The Fourier coefficients V;,(¢) for each fixed n = 1,2,3, ..., satisfy the linear
nonhomogeneous Fredholm integral equation of the second type

T
V() = A / Kot 8)Vi(s)ds + an(b). (7)

where

1 gt
K,(t,s) = )\7/0 sinA, (t — 7)K (1, s)dr,
1

an(t) = P1ncosApt + %sin)\nt—l— 3 /t SINAp (t—T)[qn (T) + by (7) f [, w(7)]]dT.
n 0

(8)
The solution of equation (7) we find ([11], chap. 2, pp. 98-110) by the follow-
ing formula

n

T
Vi(t) = A /0 Ro(t, 5, Nan (s)ds + an(t), )
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where the resolvent R, (t,s, A) of the kernel K, (t, s) is given by
(5, 0) Z)\Z YKni(t,s), Kni(t,s) = Ky(t,s)

and the iterated kernels K, ,(t,s) for each n = 1,2,... are defined by the
formulas

T
Koain(t,s) :/ Kot ) K (n,8)d, i = 1,2,3, ., K (t,8) = Kn(t, s).
0

Resolvent R, (t, s, \) is a continuous function when |A| < \’\/170 and satisfy the

following estimate

/ R2(t,s,\)d TKo (10)
(A ~ NTVE)*

Further, taking into account (8) and (9) solution of the boundary value problem
(2)—(5) can be written as

o) T
V(t) = Y (alt ) + 5 / et Nba ()£ (1, u(m))dn)za(@), (1)

where

T
U (t, X)) = Y1p(cos Apt + /\/ R, (t,8,A) cos A, sds)
0

T T
+%(Sm)\ t+ )\/ R, (t, s, A)sin A, sds) + /\i / en(t,n, N)gn(n)dn, (12)
0

n n

T
sin A\, (t —1n) + )\/ R,(t, s, N)sinA\p(s —n)ds, 0 <n <t,
en(t,n, ) = ! (13)

T
)\/ R, (t,8,A\)sin A, (s —n)ds, t <n<T.
n

The function (11) is an element of Gilbert space H(Qr) and weak generalized
solution of boundary problem (2)—(5).

According to condition (5) each control u(t) uniquely defines the controlled
process V (¢, ). Therefore for the solution V (¢,2) + AV (¢, ) of boundary value
problem (2)—(4) corresponds the control u(t)+Au(t), where AV (¢, z) is the incre-
ment corresponding to the increment Au(t). By the method of to the maximum
principle ([4], Chap. 6, pp. 356-383), ([5], Chap. 2, pp. 45-78) the increment of
functional (1) can be written as

AJu] = Ju+Au]—J / AT, V(¢ x),w(t, ) ]dt-l—/ / AV?(t, x)]dzdt;
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where
o[, V(tz),w(t,z),ut)] = /w(t,z)b(t,x)dxf[t,u(t)} —2BM|t, u(t)],
¥
and the function w(¢, x) is the solution of the adjoint boundary value problem

T
wir — Aw = /\/ K(r,t)w(r,z)dr —2[V(t,z) — £(t,2)], £ € Q,0 <t < T,
0
W(T, LC) = vat(Ta .’E) =0, r€Q, (14)
Tw(t,z) =0, z €7, 0<t <T.

According to the maximum principle for systems with distributed parameters
([4], Chap. 6, pp. 356-383), ([5], Chap. 2, pp. 45-78), the optimal control is deter-
mined by the relations

M, [t, u(t)]
Qﬁfutu o] Zb (15)
Al 0 (K“&f’&%?)gov e

which are called optimality conditions.

3 Solution of the Adjoint Boundary-Value Problem

We are looking for a solution of the adjoint boundary value problem (14) in the
form of the series -
x) = an(t)zn(x) (17)
n=1

The Fourier coefficients w,(t) for each fixed n = 1,2,3,..., satisfy the linear
nonhomogeneous Fredholm integral equation of the second type

T
on®) = [ Buls, twns ”8‘%[ s (7 — )[Va(r) — &4(7)ldr,  (18)
where

1 /7
B, (s,t) = )\—/ sindn (7 — t)K (s, 7)dT.
n Jt

The solution of equation (18) we find ([11],chap. 2, pp. 98-110) by the fol-
lowing formula

n

T T
o) = A [ Pas.t.) (-f / sin)\n(T—s)[Vn(T)—§n(7)]d7> ds



On the Solvability of a Nonlinear Tracking Problem 317

——/ sinp (1 — ) [V (1) — &u(7)]dT (19)

where the resolvent P, (s, ¢, A) of the kernel B, (s,t) is given by

(s,t,\) Z/\’ 'B.i(s,t), Bni(s,t) = By,(s,t),

T
By.it1(s,t) :/ B, (n,t)Bp.i(s,n)dn, i=1,2,3, ...
0

and it is continuous function when || < = :>1KT) and satisfy the following estimate

(20)

T
/ P2(s,t, \)dr < TKy 5.
0 ()\n — |)\|T\/ Ko)

Further, taking into account (17) and (19) solution of the adjoint boundary value
problem can be written as

w(t,z) = —2{—h(t,z) + E(t, )}, (21)
where - .
Wt z) = g Ai / En(t, 7, Ml (7 N2 (),
= Z /\in /O (/0 bn(t)En(tv T, A)En(ﬂ m, A)bn(n)d7> f(77» u(n))dnzn(x)v
1
A | —Pu(s,t,N)sinA, (T —s)ds, 0 <71 <t,
E,(t,7,)\) = /0 An

1 1
/\—sin)\n(T -t + /\/ /\—Pn(&t, A)sin, (7 — 8)ds, t <17 < T,
n 0 n

In(t, A) = Eu(t) — n(t, ).
By means of the direct calculations we have proved the following lemmas:
Lemma 1. The function h(t,z) is an element of the space H(QT).

Lemma 2. Function E(t,z) is an element of H(Qr).

Based on the Lemmas 1 and 2 from (21) it follows that solution of adjoint bound-
ary value problem (14) w(t, z) is an element of the Hilbert space H(Qr).
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4 Nonlinear Integral Equation of Optimal Control

We find the optimal control according to optimality conditions (15) and (16). We
substitute in (15) the solution of adjoint boundary-value problem (14) defined
by (21).

We rewrite the equality (15) in the form of

e} T ,T
futu Z% ) / / Eu(t, 7, Nen(r,0, A)drby (n) £ (n, u(n) )dn

2 L (t) [T Bult, 7 A\l (7, N)dr. (22)

Thus, the optimal control is defined as the solution of a nonlinear integral equa-
tion (22) and at the same time (15) and (16) should be carried out. Condition
(5) restricts the class of functions f[t, u(¢)] of external influences. Therefore, we
assume that the function f[t,u(t)] satisfies (16) for any control u(t) € H(0,T),
i.e. the optimization problem is considered in class { f (¢, u(t))} of functions satis-
fying (16). Nonlinear integral equation (22) is solved according to the procedure
of work [7,9]. We set

M, (t,u)
Sult,u)
According to condition (16) control function u(t) is uniquely determined from
equality (23), i.e. there is a such function ¢ that ([12], Chap. 8, pp. 467-480)

u(t) = o(t, p(t), 3). (24)

By (23) and (24) we rewrite the equation (22) in the operator form

B =p(t). (23)

p(t) + Glp, A = h(t, X) (25)

where

Glp A =3 30n) [ ([ Bulter et N ) < bl o0, B

o) 1 T
h(t,\) = ben(t) /0 En(t, 7, Nln (7, \)dT.

Now we investigate the questions of unique solvability of the operator
equation (25).
Lemma 3. The function p(t) is an element of the space H(0,T).

Proof. By (23) we have the estimate

u(l
fult,u)

sup

’“)’ < N, Vvt e[0,T].
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Since u(t) € H(0,T), the statement of the lemma follows by the inequality
M, (t,u)|?

T T
2 2
/O Ip(t) 2dt < 8 / YRR

Lemma 4. The operator G[p(t)] which defined by the formula (25) maps the
space H(0,T) into itself, i.e. it is an element of the space H(0,T).

dt < B°N*T? < .

Proof. Taking into account the following estimations

T 22
NT2K
/ e (t,m, N)dn < 2T<1 + 0 >
0

(M — NVT?R,)?

22
/E tTAdT<Z(1+ AT Ko 2),
A (M — INVTZE)

we obtain the assertion of lemma from following inequality

[oma= [ {ERn0f ([ wmrecnme)

() FIn. (. p(). 3 dn} < / ﬁbi

0 0

2
. Z_:l {/ En(t, 7, N)en(T,m, A)d7by(n) fln, ©(n,p(n), ﬂ)}dn} dt

oo T T T
< R 2 2 2
- /0 Z )\2 Zl /0 /0 n(t7 T, A)dT A gn(Ta 777 >‘>d7—bn (U)dn

/ 2, e, p(n dndt</ sz

nl

N2T2K, NT2E, )
XZ/ { (M — AVTPE )}QT{H(An—|A|FT2K)2}b”(md”

/fzm @(n, p(n), B)ldndt < — (/ Zb > 2?

2
ANT2K,
1 — 0
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Lemma 5. Suppose that the conditions
£t w®)] = fIt a®lmor) < follul®) —a()mor). fo>0,

[olt, p(t), B — @[t @), Bl 0,7y < o (B)|IP(E) — BE)| (0,1, P0(3) >0
are satisfied. Then if the condition

v = Cofopo(B) < 1,

is met, the operator Glp, \] is contractive. Here

Co

2T MNT?2K,
(1 : 0 ) 1506 2) 1o

N A — AVTZR,)

Proof. The proof of this theorem follows from Lemma 4 by the following inequal-
ity, i.e. the following inequality is fulfilled

1Glp. A~ Glp. 5. N30y < CEIFE u(®)] — Flt a0, 1,
< C2R2Neltp(), B) — ot 5(0). B30 my < C3F23(B)Ipt) — 5(0) s, -

Theorem 1. Suppose that conditions (5), Lemmad and |A| < T\);KT) are satis-

fied. Then operator equation (25) has a unique solution in the space H(0,T).

Proof. According to Lemmas 3 and 4, operator equation (25) can be considered
in the space H(0,T). According to Lemma5 operator G(p) is contractive. Since
the Hilbert space H(0,T) is a complete metric space, by the theorem on principle
of contracting mappings ([12], Chap. 1, pp. 43-53) the operator G(p) has a unique
fixed point, i.e. operator equation (25) has unique solution.

The solution of operator equation (25) can be found by the method of successive
approximations, i.e. n th approximation of the solution is found by the formula

pn=h—G[pp-1], n=1,2,3,...,

where po(t) is an arbitrary element of the space H(0,T'). For the exact solution
P(t) = lim p,(t) we have the following estimate
n—oo

196 = pu(8)] < T l1h = Glpo(®)] = po®)

or when h = py(¢)

n

g
1—

1) = Pl 01) < T 1GPoOll0.1)-

where 0 < v < 1 is the contraction constant. The exact solution can be found
as the limit of the approximate solutions, i.e. substituting this solution in (24)
we find the optimal control

uo(t) = @[t,ﬁ(t), 6}
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We find the optimal process V(¢ z), i.e. the solution of boundary value problem
(2)-(4), corresponding to the optimal control u®(t, z), according to (6) from the
formula

0 X)) = N ! S (10 S S—ao Zn T
VO(t, z) §_j<x/ Ra(t, 5, \)ad(s)d n<t>> (),

t
al (t) = hincosh,t+ %sin)\nt—i— S / SN (t—T)[qn (T) +bp (7) £, u° (7)]]d 7.
An An Jo

The minimum value of the functional (1) is calculated by the formula

J[uo(t)]:/o /Q[Vo(m)—§(t7x)]2da:dt+2ﬂ/o Mt,u®(t)]dt.

The found triple (u®(t), VO(¢,z), J[u®(t)] is a solution of the nonlinear optimiza-
tion problem.
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Abstract. We study the inverse Ingham type inequality for a wave equa-
tion in a ring. This leads to a conjecture on the zeros of Bessel cross
product functions. We motivate the validity of the conjecture through
numerical results. We do a complete analysis in the particular case of
radial initial data, where an improved time of observability is available.

1 Introduction

We study the solution u = wu(t,r,#) of the wave equation in an annulus {2 of
small radius a and big radius b:

' =Au, 0<t<T, z€
u=0, 0<t<T, zel =01 (1)
w(0,2) =up(z), Ou(0,z) =ui(z), z €

We have the following classical observability estimate (see [7] for example):

Proposition 1. There exists Ty > 0 such that for T > Ty the system (1) is
observable: there exists a constant ¢ > 0 such that we have

T
lulliy o+ lslaey < [ [ Doutt.o) arae, 2)

for all (ug,u1) € Hy(£2) x L*(£2).

© IFIP International Federation for Information Processing 2016

Published by Springer International Publishing AG 2016. All Rights Reserved
L. Bociu et al. (Eds.): CSMO 2015, IFIP AICT 494, pp. 322-330, 2016.

DOI: 10.1007/978-3-319-55795-3_30



Observability of a Ring Shaped Membrane via Fourier Series 323

This proposition is a special case of a general result, which can be proved by
micro-local analysis [2] with the critical time To = 2v/b? — a?, according to the
geometrical ray condition.

Our aim here is to study this problem using a Fourier series approach [5,6]

Note that such an approach has been tackled for the whole disk (see [7]); the
case of an annulus leads to new difficulties. In particular, we are not able to
treat the general case, as it relies on very precise estimates of the location of the
zeros of Bessel cross product functions, that we did not find in the literature.
Instead, we state a conjecture on these zeros and give some numerical results to
support the conjecture. In the case of radial functions or more generally functions
with a limited number of modes in the angle direction, we are able to get the
observability estimates with this method, even for smaller times T > 2(b — a),
using an asymptotic result of MacMahon (see [1], p. 374).
In Sect. 2, we give the expression of the solution. In Sect. 3, we formulate a theo-
rem for the special case of radial functions. Section 4 is devoted to the statement
of the conjecture and its numerical illustration. Finally, we prove in Sect. 5 the
theorem of Sect. 3.

2 Expression of the Solution

Let J, (resp. Y,) be the Bessel functions of first (resp. second) kind of order v.
We recall the following proposition (see [7,8]).

Proposition 2. (i) Let v € R* and 0 < o < 1. The nonnegative zeros v, i, k €
N* of the Bessel cross product function

H,o(z) =Y, (2)J,(ax) — J,(2)Y, (ax),
form a strictly increasing sequence:

0< Tl < Y2 < oo Yok < ooey k e N*.

(ii) The eigenfunctions of the Laplacian corresponding to (1) are Ry ., (r)e'™’

for k € N* and m € N, where

r r

Rk,m(r) - Ym(’)/m,a,k)Jm(g’Ym,a,k) - Jm('ym,a,k)ym(g’}/m,a,k) (3)



324 V. Komornik et al.

(iti) For a dense set of initial data the solution of (1) is given by the formula

o0

o0
u(t,r,0) = Z ZRk,m(T) (szeimeeﬂmf’kt n C’;mefimee,ﬂm,ba‘kt) ()

m=0 k=1

with complex coefficients c,fm, all but finitely of which vanish.

3 Observability Estimates for Radial Solutions

We recall from [1] the following estimate of MacMahon (1894):

7k 2 —-11-a l—«o 3
Tv,a,k = + +O< ) . (5)

11—« 8ma k k
Thanks to this estimation, we can obtain the following theorem.

Theorem 1. Let T > 2(b — a). For each positive integer M there exists a con-
stant cpr > 0 such that

T
ol + s ooy < [ [ sutta)Para, (6)

for all solutions of (1) of the form (4) with cim = 0 whenever m > M.

Remark 1. — This theorem covers the case of radial initial data, corresponding
to the case M = 1.

— If 2v/b% —a? > T > 2(b — a), then the constant cps tends to zero as M — oo
because Ty = 2v/b% — a? is the critical observability time for general initial
data.

— The theorem remains true if the integral in (6) is taken only over the outer
boundary (the circle of radius b: see the estimate (16)) below.

— We may obtain similar results by changing the boundary conditions. For exam-
ple, we may take homogeneous Neumann condition on the inner boundary, and
observe the solution only on the outer boundary (see [4] for the corresponding
asymptotic gap estimate that is needed).

4 Conjecture and Numerical Illustration

We then state the following conjecture.
Conjecture 1. Let 0 < a <1 and v > 1/2.

— There exists a positive integer k, (a) such that v, o x+1 — Vv,a.k is decreasing
for k < k, () and increasing for k > k,(«).

—-1/2
— We have Vvsonku(a)+1 — Vv,arky (o) = T (1 - 042) / .
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Using a Bessel Zeros Computer [3] we can evaluate the zeros 7, o,k for several
parameters v, a and k.

We plot on Fig. 1 (top and bottom left) the values k, («) versus v for different
values of . We observe that k, («) increases with v for a fixed a.. The dependence
seems to be almost linear, except for small values of o where the dependence
seems to be quadratic (see Fig.1, bottom left). On Fig.1 (bottom right), we
see the relative difference with the gap (corresponding to the optimal

T
1—a?
value of Proposition 1). We observe that 7, o &, (a)+1 = Vv,a,k, (o) decreases and
approaches to this gap as v increases.

1000 ; ; ; ; 90
alpha=0.001 —+— ] 80 | b
alpha=0.1 —x— | 70 |- A
100 alpha=02 —x— o 60 |- B
s ¥ alpha=03 —@— | 0 b
* alpha=0.5 40 - h
pha=0. S
10 ° alpha=0.8 A 30 4 a
] 20 alpha=0.1 —+— -
" ] 10 | alpha=02 —x— -|
1 86 1 1 1 1 1 0 1 1 1 1 1 1 1 1 1
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Fig. 1. Index k,(a) where minimal gap occurs versus v > 1/2 (top left, logarithmic
plot for a € {0.001,0.1,0.2,0.3,0.5,0.8}; top right, standard plot for a = 0.1 and

a = 0.2; bottom left, o = 0.001 and comparison with function 0.25 1/2). Difference
Tv,a,ky ()41~ Vv, a,ky ()

W/\/lfozz

— 1 versus v in logarithmic scale (bottom right).

5 Proof of Theorem 1

We first express the norm in terms of the Fourier coefficients. We have

0o oo
u(t,r,0) = Z ZRk,m(T) (C;meimeeﬂm’%’kt + clzme_im"e_iwm’%’kt)
m=0 k=1
with
r T
Rk’m(r) = Ym('ym,a,k)Jm(gFYm,a,k) - Jm('ym,a,k)ym(EVm,a,k)‘
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This leads to the equalities

uo(r,0) = u(0,7,0) Z ZRk m( ( fom€ el 1 c,;me_ima).
m=0 k=1
and
uy(r, ) = 0u(0,r,0) Z Z Z’Ym “kpR kom ()€™ (c;meime — c,;’me_im(’).
m=0 k=1

Now, using the orthogonality of the eigenvectors of the Laplacian operator we
obtain

||u1||L2 (2) —/ /9 |y (r, 0)|” rdrdo

_ TYm, o,k + 2 —
=2 >0 S (et [+ e,

m=1 k=1

o | 70,0k |2

am ||
P

and a similar computation gives

oo 0o 9 9 b
/Q|u0|2d(2 :27'(2 Z chm’ + ’c,;m‘ >/ |Rk,m(r)|2rd7"

m=1 k=1

oo 9 b )
T (‘3;0 + ‘31;0‘ ) / |Ri.o(r)|” rdr.
k=1 a

||u0||fqé(m:/Q|Vuo|2d9+/0|uo|2d(2,

we have to compute also the first integral on the right side. We have

b pom
/|Vu0|2d(2:/ / |Oruo] rdrd9—|—/ / = |Dguo|? drdf.
£ r=a J 0= 0=

9 b
> / |Rk7m(r)|2 rdr

2 b
cho—cia| [ 1Ruor)f?rar,
a

DN

+

Since

Since

and
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using the orthogonality of the eigenfunctions, we get

/ /271' ‘a U[)| rdrdf =27 i i (‘C;mr + ’Ckvmr) /b |R;€7m(r)‘2rd’f’,

m=1 k=1
oo

9 b
T <’cz0+c,;0’ )/ |R;€70(r)|2rdr
a

k=1

[\

+

/ /0 |80u0| drdf=2m Z Z (’ckm‘ + ‘ckm‘ ) /b % |Rk,m(7“)|2 dr.

=1k=1

Using all these results we obtain the equalities

Ey = ||Uo||§15(rz) + HU1H%2(Q) =2m Z Z (‘sz‘ + ‘c;,m’ )

m=1 k=1

b 2 2 b
</ (1 + ‘M‘ + 7712> | R (1) rdlr +/ |Rj, m(r)|2rdr>
a b r a ’

+2”Z(/ (‘CZ,OJ’%O‘
k=1 "¢

2 2
— 0,0,k
#leto = ol 225 ]) 1Ruatrf rar

2 b
_ 2
+ ’c;ﬁo + ck70’ / |R§€70(r)‘ rdr) (7)
a
and

27

/|8yutx\ ar= %" / |0rul(t, £,60) do

te{a,b}
o0 oo ’Y 2
+ , Ym,ok a k 'Ym a k t
=21 > > D] Rem0e R
tef{a,b} m=1 =
50 2
ak _ 0k
+27 Z Z cr oRk o€ o + Z ¢ oBk0(0)e z .
tefa,b} k=1

Since asymptotic gap is b 5= = == by the formula (5), we may apply Ingham’s
theorem (more precisely its version due to Haraux, see, e.g., [7]) to deduce from
the last equality the existence of C1 as > 0 such that

/F|8,,u(t,x) 240 > Oy i i (‘c;mf + ‘c,c’mF) S R OF,

te{a,b}

for all complex sequences (cim) with cim = 0 whenever m > M.
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Now it remains to prove that there exists another constant C5 p; > 0 such that

S R0

tef{a,b}

> Com (/ab( "Ymak’ +)|ka( )| rdr+/ |ka |7‘dr> (8)

for m > 1, and a similar inequality for m = 0.
We adapt an argument used in [7], p. 107. Let y satisfy the Bessel equation

2y +ay + (¥ —m?)y =0. 9)

Let ¢ > 0. Multiplying the equation by 2y’ and integrating over (ca, cb) (instead
of (0,¢) as in [7]), we get

cb
/ (22%y'y" + 2x(y)? + 2(x* — m?)yy')dz = 0.
C

a

Integrating by parts the first and third terms, we obtain

cb
/’em@f+n@f+mmw—u%Wux—Wmm&
ca

so that ,
C

2 [ o= 1y (0 - mt I
Ci

a

The change of variable x = ¢r transforms this into

b
M/rﬂmM—WW+< —m2)y)eh. (10)

Recall that

r T
Rk,m(r) - Ym('Ym,a,k)Jm(g’Ym,a,k:) - Jm(’Ym,a,k)Ym(g’Ym@,k:)-

Now, we define
yk,m(m) — Ym(’Ym,a,k)Jm(x) - Jm(’Ym,a,k)Ym(x)

which satisfies (9), and thus we have (10) with y =y, and ¢ =
We have

y(cr) = Rk,m(T)7 y(ca) = Rk,m(a) = 07 y(Cb) = Rk,m(b) = 07
/(CT) = R;c,m(r)

Ym, o,k
b -

and thus

b
202/ TRy (r)?dr = b* §€7,,L(b)2 — azR;m(a)z. (11)
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From (3) we have the relation

TQRZM(T) + ’I“R;€7m(’l“) — M2 R (1) = —*1? Ry, (). (12)

Integrating by parts and using the relations Ry ., (b) = Ry m(a) = 0 we obtain
that

b b
1
/ R;ym(r)%dr = —/ r Ry m (1) ( ;c'ym(r) + rRz’m(T)> dr.
Using the relation (12) hence we conclude that
b b m2
/ R}y (r)?rdr = —/ 7 Rp o (1)? <—82 + ) dr. (13)
Setting

b 2 m? 2 b / 2
A= ) 1+c +r72 |Rig,m ()| rdr + ’ |Rk7m(r)| rdr

we deduce from the above relations that

b
A=(1+ 202)/ |Rkym(r)|2 rdr

1+ 2¢2
= 202 (b2 ;C,m(b)Q - a2R;c,m(a)2) . (14)
Since
inf 0 15
L 1Yk, cm] > (15)

by (5) and the inequalities vi,qo,m > 0, we conclude that
A< O3 MRy 1 (0)% < Cyar (Rpo (0)° + Ry (a)?) (16)

for a suitable constant C3 pr > 0. This proves (8) for m > 1.
For m = 0, using (13) we deduce from (7) that

+ - + -
QWE (/ <’Ck,0+ck,0’ JF‘Ck,o*Ck,o‘
a

2 b 9
CZ:O + C,;O‘ / | ;C’O(r)| rdr)
a

‘ 2

2 2
”Yo,ba,k ‘ ) |Ry.o(r)|” rdr

2
+ —
+ ‘Ck,o - Ck,o’ ’

2
S ILICR

+

2 2 b
_ k
oo+ cio| || / [Rico(r)* rdr)
a

b
xE (
k=1

2 2 b
- 70,0,k
ol + leig| )\ [ Ro()f?
a
and we conclude as before.
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Abstract. Various algorithmic differentiation tools have been developed
and applied to large-scale simulation software for physical phenomena.
Until now, two strictly disconnected approaches have been used to imple-
ment algorithmic differentiation (AD), namely, source transformation
and operator overloading. This separation was motivated by different
features of the programming languages such as Fortran and C++. In
this work we have for the first time combined the two approaches to
implement AD for C++ codes. Source transformation is used for core
routines that are repetitive, where the transformed source can be opti-
mized much better by modern compilers, and operator overloading is
used to interconnect at the upper level, where source transformation is
not possible because of complex language constructs of C++. We have
also devised a method to apply the mixed approach in the same appli-
cation semi-automatically. We demonstrate the benefit of this approach
using some real-world applications.

Keywords: Algorithmic differentiation - Adjoint computation

1 Introduction

Solution techniques for optimal control and optimal design problems rely on
the correct and efficient computation of the adjoint state. Various analytical and
numerical techniques have been devised to compute these derivatives in the past.
One of the emerging techniques for the computation of derivatives on modern
computers is algorithmic differentiation (AD) [6]. Despite differentiation being a
badly conditioned operation in general, research has shown [3] that the process
of algorithmic differentiation is well behaved and the derivatives obtained are
accurate to within round-off errors. This situation is in contrast to numerical
derivatives computed by using finite-differencing techniques, where the difference
step size is of critical importance.

Algorithmic differentiation assumes that functions are evaluated by using a
finitely terminating evaluation procedure consisting of simple arithmetic opera-

tions {+, —, /, *} and elementary function evaluations {v/ ,sin, cos, exp, log, ...}
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Since the analytical derivatives of such arithmetic operations and elementary
functions are well known, these can be introduced in the evaluation procedure
almost mechanically, and the chain rule of differentiation can be applied to prop-
agate the derivatives from one variable to another in the evaluation. In [6] various
modes of propagation of derivatives as well as methods to implement tools are
discussed in great detail. Here we present two techniques of AD, namely, source
transformation and operator overloading.

Source transformation: Source transformation AD tools generate a new source
code that computes the derivatives of an input source code. The output code
must be compiled and executed in order to compute the derivatives. Tools such as
ADIFOR [2], Tapenade [7], and OpenAD [11] can be used to generate derivative
code for functions written in Fortran. Tapenade and ADIC [9] are examples of
source transformation AD tools for C. In this work, we use ADIC to differentiate
input source code portions written in C. In the output code, active variables are
declared as objects of DERIV_TYPE, and runtime functions are used to propagate
derivatives between them. When the output code is compiled with an appropri-
ate driver and runtime library provided by ADIC, the Jacobian matrix can be
computed.

Because such tools perform source code analysis, they can identify algorith-
mically active and passive variables and portions of the code. Furthermore, com-
pilers can optimize the output code, resulting in high performance. However, no
tool can generate derivative code for complete C++ input. C++ contains fea-
tures such as polymorphism, inheritance, and templates that cannot be resolved
statically, precluding the generation of correct derivative code.

Operator overloading: In an object-oriented language such as C++ the concept
of operator overloading is well known. Several tools have been developed in
recent years for AD using C++ operator overloading. ADOL-C [13] is a well-
known open source AD tool with many features and high flexibility and has
been successfully used to compute derivatives in a large number of simulation
codes. The most important manual change required for using ADOL-C in any
simulation is to convert the datatype of the real values to the special datatype
adouble defined in the ADOL-C library. All operations executed after a call
to trace_on() and before a call to trace_off () are recorded in an internal
representation called the trace. Before the actual computation takes place, the
independent variables are marked by assigning them values using the special
<<= operator. Similarly the final dependent variables are marked by extracting
their values using the special >>= operator. The trace can then be used in
any mode of AD (i.e., forward or reverse) in order to compute first or higher
derivatives. Several easy-to-use drivers for computing the derivative information
from the trace are available. The most-used drivers are gradient (), jacobian(),
and hessian(). For further usage details see [13].

The creation of the trace is the most crucial part of the whole program; and
depending on the complexity of the functions being traced, the trace can become
large and thus has the most impact on the memory consumption of the program.



A Mixed Approach to Adjoint Computation with Algorithmic Differentiation 333

Where the trace does not fit into a prescribed amount of memory (RAM), it spills
over automatically to the disk as trace files, thereby reducing the performance of
the implementation severely. Past attempts at reducing the memory requirement
for certain applications include using checkpointing strategies [4,5]. For a number
of problems, however, checkpointing is not applicable.

We propose a mixed approach that uses both operator overloading and source
transformation to differentiate an input code that is largely written in C++ but
whose computationally intensive portions are written in a C-like manner. Our
approach employs operator overloading for most of the application and source
transformation for the C-like portions. Because the computationally intensive
portions contribute most to the trace, using source transformation instead for
these portions leads to a smaller trace and better performance. We have made
changes to both ADIC and ADOL-C and written a preprocessor that enables
the approach to be semi-automated. The rest of the paper is organized as fol-
lows. Section 2 presents the details of the mixed approach. Section 3 presents
experimental results on two applications and, Sect. 4 discusses future work.

2 Mixed Approach

The process of converting an ADOL-C instrumented application to use ADIC in
certain parts is the following: (1) The user identifies a computationally intensive
and C-like function from the input based on performance analysis or experi-
ence. (2) This function must be treated as an externally differentiated function
(EDF) by ADOL-C. For this purpose, annotations are added to the input to
support extraction of the EDF and its callees for differentiation by ADIC. Addi-
tional annotations are used to generate wrappers functions and files to copy data
between ADOL-C data structures and the EDF. (3) ADIC is used to differentiate
the EDF and provide forward- and reverse-mode differentiated code for it. (4)
The EDF input, output, wrapper files, and original ADOL-C code are then built
together. The rest of this section elaborates on the concepts of the EDF and the
changes we made to ADOL-C and ADIC to support the mixed approach.

Ezxternally differentiated functions in ADOL-C: The individual arithmetic oper-
ations and mathematical function evaluations of an EDF are not recorded on the
ADOL-C trace. Instead the actual implementation of the differentiated EDF is
provided via user defined function pointers that implement a certain predefined
signature. As one can see in Fig. 1 the EDF replaces a large part of the trace
by repeated calls to itself, which reduces the size of the trace. When ADOL-C
processes the trace and arrives at a call to the EDF, ADOL-C calls the corre-
sponding user-provided forward mode- or reverse mode- derivative code to obtain
the derivatives.

ADOL-C previously maintained the EDF interface using a special structure
struct ext_diff fct that is registered to the ADOL-C core on a per func-
tion basis. Implementations for the forward- and reverse-mode first-order deriv-
ative computations are set up in this structure as function pointers that have a
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Part A Part B PatC - D> o m e >

NSRS Z/ B\ Y

ADOL-C trace (basic)

Part A ____ _ __ _____ - Part C P < S,
N\ N N K N
. - <t
B

ADOL-C trace (with external function)

Fig.1. ADOL-C trace of a simple and externally differentiated function (left).
Repeated evaluation of an external function in forward and reverse mode (right)

particular signature as defined in the header file <adolc/externfcts.h>. The
limitation of this interface is that it expects all inputs as well as all outputs to
the EDF to be passed as two contiguously allocated arrays.

The design of the adouble type in ADOL-C creates an internal representa-
tion of the executed code at runtime. In order to do so most efficiently, adouble
objects are allocated in a memory pool whereever there is unused space. Unless
the pool is exhausted, new memory is not allocated. This design makes the
allocation of large contiguous arrays an expensive operation, because of the
need for finding a suitable chunk of unused space in the memory pool. Sev-
eral smaller contiguous arrays, on the other hand, can be allocated more easily.
Therefore we designed a second version of the EDF interface structure struct
ext_diff_fct_v2 that supports providing several input arrays and several output
arrays, each not necessarily of the same size. We also added extra integer-valued
input parameters and an opaque object-valued input/output parameter that do
not have an effect on the differentiation process outside the EDF. These changes
required adjusting the signatures of the forward- and reverse-mode implemen-
tations for the EDF. The signatures now contain the number of input and out-
put vectors, the sizes of each of these, their values, the corresponding tangents
or adjoints, extra integer-valued input arrays, and an opaque context object if
needed (see Fig. 2(a)). However, the process of registration and setup of the func-
tion pointers stays the same as in the original EDF interface and can even be
encapsulated in a separate routine (see Fig. 2(b)), which is called once before the
function is required to be evaluated. The ADOL-C evaluation of the complete
structure would then look something like the code in Fig. 2(c).The user-provided
functions edf->fov_forward() or edf->fov_reverse() are called during the
evaluation of the jacobian() at the appropriate point.

Runtime support for ADIC generated code: To support the mixed approach’s
use of forward-and-reverse mode AD in a single execution instance, we recoded
ADIC’s runtime library in C++ and used namespaces to separate forward- and
reverse-mode derivative manipulation routines. The namespace usage is inserted
into the ADIC-generated code by using simple postprocessing scripts. The
DERIV_TYPE structure was rewritten to be a class that supports both dynamic
and static allocation of the grad array within DERIV_TYPE. Because dynamic
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// primal function signature

int myfunc_v2 (int iArrLen, int *iArr, int nin, int nout, int *insz, double *#*x, int *outsz,
double *xy, void* ctx);

// first order forward implemetation signature

int myfunc_forward_v2(int iArrLen, int* iArr, int nin, int nout, int *insz, double **x, int
ndir, double ***Xp, int *outsz, double **y, double ***Yp, void* ctx);

// first order reverse implementation signature

int myfunc_reverse_v2(int iArrLen, int* iArr, int nout, int nin, int *outsz, int dir, double
*#*xUp, int *insz, double ***Zp, double **x, double **y, void* ctx);

(a)
ext_diff_fct_v2 * reg_ext_fct_myfunc(){
ext_diff_fct_v2 xedf trace_on(tag) ;
= reg_ext_fct(myfunc_v2); ... // evaluations
edf->zos_forward = myfunc_v2; if (firsttime) edf = reg_ext_fct_myfunc();
edf->fov_forward = myfunc_forward_v2; call_ext_fct(edf,...);
edf->fov_reverse = myfunc_reverse_v2; ... // further evaluations
// similar for scalar modes trace_off();
return edf; jacobian(tag,...); // when required
}

) (c)

Fig. 2. (a) Signatures of the forward- and reverse-mode wrapper routines; (b) per-
routine registration of EDF; (c) calling an EDF in ADOL-C instrumented code

allocation for every DERIV_TYPE object can be expensive, we created a memory
manager that allocates a large amount of memory from the heap and then allo-
cates the grad array of an object from this pool. We matched ADIC’s layout
of grad array to ADOL-C’s layout of tangents and adjoints for the input and
output vectors. Therefore only pointers are copied, and ADIC reuses memory
already allocated in ADOL-C.

User annotations and preprocessing: User annotations have two purposes: First,
they identify an EDF and its callees for extraction and subsequent differentia-
tion by ADIC. The annotations surround the EDF and its callees, as shown in
Fig. 3(a). The extraction of code is necessary because ADIC requires the C code
to be isolated from the C++ code that it does not differentiate. Additional user
editing may be required to obtain code that is appropriate for differentiation
by ADIC. Second, annotations are used to generate the interface code for argu-
ments of the EDF. The annotation identifies inputs, outputs, and their respective
sizes or extra integers required for the computation, as well as the position of
each formal parameter in the argument list of the EDF. This information helps
generate wrapper code to transfer data between ADOL-C data structures and
ADIC-generated code. These annotations are written directly as Python tuples,
as seen in Fig. 3(b). Each tuple contains the name of the formal argument, fol-
lowed by its size and the position in the formal argument list. The size itself is a
list of length 0, 1, or 2, depending on whether the argument represents a scalar, a
vector, or a matrix. Integer arguments are always scalars. The size may also con-
tain references to values stored in the integers list. Several interface definitions,
and thus multiple EDF structures, may also be used in any application.
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/*@ declare doubletype=adouble @*/
// since ADIC doesn’t know adouble

/%@ begin adic_extract global @*/
. // global defines, wariables etc
// required by ADIC routines
/%@ end adic_extract @*/

/*@ begin adic_extract @/
. // lower level computational routines
// differentiated by ADIC
/*@ end adic_extract @*/

/%@ begin adic_extract replace=rk_iter
type=void @*/
. // top level interface routine
// differentiated by ADIC
/%@ end adic_extract @*/

void rk_iter(double h, adouble *y, adouble
*xk, adouble *rhs, int n, adouble *u,
int m, adouble *yt, adouble *ynew)

{
/*@ begin adic_export interface
name = 'rk.iter’

iarr = [ ('n’,5), ('m’,7) ]
input = [ ('h’, [, 1),
Cy’, ['2¢nDe+57, 2),
Cu’, ['57,6) 1
output = [ ('k’, ['stage’, 2xnDe+57, 3),
('rhs’, ['2¥nDe+571, 4),
C'yt', ['2«xnDe+51, 8),
('ynew’, ['2xnDe+57, 9)]
ox/
... // original ADOL-C computation code
/*Q@ end adic_export @*/
¥

(a)

(b)

Fig. 3. (a) Annotations for extracting code for ADIC processing; (b) annotations
describing the interface routine to generate wrapper code

3 Applications

We have tested the mixed approach on two applications. The following describes
each application briefly and provides the results obtained by using the mixed
approach.

Periodic adsorption process: The periodic adsorption process was studied from
an optimization point of view in [8,12]. A system of PDAEs in time and space
with periodic boundary conditions models the cyclic steady state of a process,
where a fluid is preferentially absorbed on the surface of a sorbent bed. This
leads to dense Jacobians that dominate the computation time (see [8]). There-
fore, previous works have used inexact Jacobians (for example, [12]). Using AD,
however, we compute the equality and inequality constraint Jacobians as well as
the objective gradient exactly up to machine precision.

The PDAE system is discretized in space by using a finite-volume approach,
and the resulting system of ODEs is then integrated in time by using a Runge-
Kutta method. This Runge-Kutta iteration in the implementation was deter-
mined to be a suitable EDF for differentiation by ADIC, particularly because
this routine is repeatedly called at each time step of the simulation and has
a C-like implementation. The annotations for declaring this interface routine
are shown in Fig. 3(b). Two other lower-level routines for computing the right-
hand side of the ODE system are also processed by ADIC. The overall problem
size depends on the spatial and temporal discretization (Ngpace and Niime). In
Table1 we show the memory required by the trace files created on disk in a
purely ADOL-C implementation for various problem sizes, which are absent
in the mixed approach. Both approaches preallocate memory of size 2.3 GB
in all cases. The absence of trace files on disk in the mixed approach shows
that the trace was small enough in all cases to fit into the preallocated memory.
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Table 1. Sizes of trace files created on disk in a purely ADOL-C implementation of
periodic adsorbtion process that are not present in a mixed approach

Nspace | Ntime

2000 3000 5000

20 576 MB | 863 MB 2511 MB
30 856 MB | 2240 MB | 3734 MB
50 2472 MB | 3707 MB | 7146 MB
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(b)

Fig. 4. Time required (in seconds) to compute (a) Jacobian of equality constraints
in forward mode; (b) Jacobian of inequality constraints and gradient of objective in
reverse mode

Additionally, the runtimes of the mixed approach show improvement over a pure
ADOL-C implementation. In Fig. 4(a) the runtimes required in the computation
of a equality constraint Jacobian with forward mode are plotted in the left figure
for certain problem sizes. In the right side is the time required in the mixed app-
roach is divided into the time required in the wrapper code of the EDF and the
ADIC-processed part of the EDF. The same runtimes for the computation of the
inequality constraint Jacobian and the objective gradient are shown in Fig. 4(b).
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Fluid dynamics — airfoil simulation: Recently, AD was successfully applied to
the open source multiphysics suite SU2 [10], which uses a highly modular C4++
code structure, to design an efficient adjoint solver [1] for optimization. The
implementation is based on the fixed-point formulation of the underlying solver
and requires only the recording of one iteration using the converged flow solution.
Therefore, at least for steady-state problems, the necessity for checkpointing is
eliminated. Still, because of the nature of operator overloading, the memory
requirements increase by approximately a factor of 10 compared with the direct
flow solver.

SU2 is based on a finite-volume method and offers several well-established
combinations of spatial and temporal methods for discretizing the flow equations.
Either the steady Fuler or the Navier-Stokes equation can be used as the physical
model. For this work we have used a second-order central discretization plus
an artificial dissipation term (Jameson-Schmidt-Turkel scheme, JST) for the
convective terms and a least-squares method for evaluating the gradients needed
for the viscous terms. The explicit Euler method is used to advance in pseudo-
time until convergence. The following two routines were identified as promising
use cases for the mixed approach:

1. CCentJST_Flow: :ComputeResidual (su2double*val_residual):
per edge convective residual, projects convective flux on the cell-face normal.
2. CEulerSolver::SetPrimitive _Gradient LS (CGeometry *geometry) :

per node gradient of non-conservative variables using least-squares (only Navier-Stokes).

Both routines contain mainly C-like code, which can be processed by ADIC.
A potential drawback, however, is that they use mainly class member variables
as input. Another difficulty is posed by calls of routines that return variables
from other class objects. In such cases we manually copy the data back and forth
into simple arrays and define interface routines that take extra inputs.

Figure 5(a) shows the runtime and memory requirements for the Euler solver
with a 2D airfoil in transonic flow with 10,216 elements. While the time for
tracing is clearly reduced, the evaluation time has significantly increased. This
indicates that ADIC-generated derivative code is slower for that case compared
with ADOL-C. However there is a decrease of disk usage, solely due to trace
files, and an increase in the used RAM. For a 3D airfoil with 582,752 elements
the workload for each element is much higher. In that case the total runtime for
tracing plus evaluation decreases in the mixed approach as shown in Fig. 5(b).
Still, a large fraction of the evaluation time is in the ADIC-generated code. Disk
usage reduces by approximately 10% while the used RAM increases insignifi-
cantly. For the Navier-Stokes solver with a 2D airfoil with 13937 elements, as
shown in Fig. 5(¢), the time for tracing reduces by 36%, and the evaluation time
increases slightly, resulting in a total reduction by 16%. Furthermore, the total
memory usage decreases by 15%.
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Fig. 5. Runtime and memory requirements for a 2D Euler case (a), 3D Euler case (b)
and 2D Navier-Stokes case (c).

4 Conclusions and Future Work

We have implemented a mixed approach to AD that uses the operator overload-
ing approach to differentiate most of an application and source transformation
to differentiate just the computationally intensive portions. The user identifies
these portions to be processed by ADIC and uses annotations and a preprocessor
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to generate code that interfaces ADOL-C’s internal data structures with ADIC
generated code. The mixed approach has been applied successfully to medium-
sized and large-sized applications, resulting in lower memory usage. We plan to
apply the mixed approach to more applications. We will also study the benefit
of differentiating most of an application using source transformation and only
some C++ portions using ADOL-C.
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Abstract. Image restoration under sparsity constraints has received
increased attention in recent years. This problem can be formulated
as a nondifferentiable convex optimization problem whose solution is
challenging. In this work, the non-differentiability of the objective is
addressed by reformulating the image restoration problem as a nonnega-
tively constrained quadratic program which is then solved by a speciali-
zed Newton projection method where the search direction computation
only requires matrix-vector operations. A comparative study with state-
of-the-art methods is performed in order to illustrate the efficiency and
effectiveness of the proposed approach.

Keywords: ¢1-norm based regularization - Newton projection method -
Image restoration - Inverse problems

1 Introduction

This work is concerned with the general problem of image restoration under
sparsity constraints formulated as

, 1
min ¢(x) = 5| Ax — b3 + x|l (1)

where A is a m X n real matrix (usually m < n), x € R”, b € R™ and A is
a positive parameter. (Throughout the paper, || - || will denote the Euclidean
norm). In some image restoration applications, A = KW where K € R™*" ig
a discretized linear operator and W € R™*"™ is a transformation matrix from a
domain where the image is a priori known to have a sparse representation. The
variable x contains the coefficients of the unknown image and the data b is the
measurements vector which is assumed to be affected by Gaussian white noise
intrinsic to the detection process. The formulation (1) is usually referred to as
synthesis formulation since it is based on the synthesis equation of the unknown
image from its coefficients x.

The penalization of the ¢1-norm of the coefficients vector x in (1) simultane-
ously favors sparsity and avoids overfitting. For this reason, sparsity constrained
© IFIP International Federation for Information Processing 2016
Published by Springer International Publishing AG 2016. All Rights Reserved

L. Bociu et al. (Eds.): CSMO 2015, IFIP AICT 494, pp. 341-350, 2016.
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image restoration has received considerable attention in the recent literature and
has been successfully used in various areas. The efficient solution of problem (1)
is a critical issue since the nondifferentiability of the ¢;-norm makes standard
unconstrained optimization methods unusable. Among the current state-of-the-
art methods there are gradient descent-type methods as TwIST [5], SparSA [14],
FISTA [2] and NESTA [3]. GPSR [6] is a gradient-projection algorithm for the
equivalent convex quadratic program obtained by splitting the variable x in its
positive and negative parts. Fixed-point continuation methods [9], as well as
methods based on Bregman iterations [7] and variable splitting, as SALSA [1],
have also been recently proposed. In [12], the classic Newton projection method
is used to solve the bound-constrained quadratic program formulation of (1)
obtained by splitting x. A Modified Newton projection (MNP) method has been
recently proposed in [11] for the analysis formulation of the ¢;-regularized least
squares problem where W is the identity matrix and x represents the image
itself. The MNP method uses a fair regularized approximation to the Hessian
matrix so that products of its inverse and vectors can be computed at low com-
putational cost. As a result, the only operations required for the search direction
computation are matrix-vector products.

The main contribution of this work is to extend the MNP method of [11],
developed for the case W = 1I,,, to the synthesis formulation of problem (1)
where W # I,,. In the proposed approach, problem (1) is firstly formulated as
a nonnegatively constrained quadratic programming problem by splitting the
variable x into the positive and negative parts. Then, the quadratic program is
solved by a special purpose MNP method where a fair regularized approximation
to the Hessian matrix is proposed so that products of its inverse and vectors
can be computed at low computational cost. As a result, the search direction
can be efficiently obtained. The convergence of the proposed MNP method is
analyzed. Even if the size of the problem is doubled, the low computational cost
per iteration and less iterative steps make MNP quite efficient. The performance
of MNP is evaluated on several image restoration problems and is compared with
that of some state-of-the-art methods. The results of the comparative study show
that MNP is competitive and in some cases is outperforming some state-of-the-
art methods in terms of computational complexity and achieved accuracy.

The rest of the paper can be outlined as follows. In Sect.2, the quadratic
program formulation of (1) is derived. The MNP method is presented and its
convergence is analyzed in Sect. 3. In this section, the efficient computation of the
search direction is also discussed. In Sect. 4, the numerical results are presented.
Conclusions are given in Sect. 5.

2 Nonnegatively Constrained Quadratic Program
Formulation

The proposed approach firstly needs to reformulate (1) as a nonnegatively con-
strained quadratic program (NCQP). The NCQP formulation is obtained by
splitting the variable x into its positive and negative parts [6], i.e.
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x=u-v, u=max(x,0), v=max(—x,0).

Problem (1) can be written as the following NCQP:

1
min F(u,v) = §||A(u —v)=b|? + x1u+ a1y

(u,v)

st. u>0,v>0

(2)

where 1 denotes the n-dimensional column vector of ones. The gradient g and
Hessian H of F(u, V) are respectively defined by
3)

_[AFA(u-v)-Afb+ 21 H— AFA —AHTA
T |-ATA(u—v) AT 1|’ —AHA AHA |-
We remark that the computation of the objective function and its gradient values
requires only one multiplication by A and one by A nevertheless the double

of the problem size. Since H is positive semidefinite, we propose to approximate
it with the positive definite matrix H:

ATA + 71, —AHA
] 4)

H. = { CAMA AYA I,
where 7 is a positive parameter and I is the identity matrix of size n.

Proposition 21. Letoy,09,...,0, be the nonnegative eigenvalues of A in non-
increasing order:

01>209>...20, > 0my1=...=0, =0. (5)

Then, H, is a positive definite matriz whose eigenvalues are
200+ 7T, 200+7T, ..., 200 +T, T, ..., T. (6)

The proof is immediate since the spectrum of H, is the union of the spectra of
APA + 7T+ A7A and APA +71 - AHA.

The following proposition shows that an explicit formula for the inverse of
H. can be derived.

Proposition 22. The inverse of the matriz H, is the matriz M. defined as
1
M, =-M;M, (7)
T

where

M, — ATA +7T AHA M, — (2ATA + 1)1 0
P71 APA AHA 47T 27 0 (2APA + )71
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Proof. We have

lH M. — 1 (AFA +71)2 — (AFA)? 0
T 0 (APA +71)2 — (AT A)?
1 2rAH A + 721 0 R
Bk { 0 2arAlA 421 = Me )
Similarly, we can prove that
1 —1
;MlHT =M;". (9)

We now show that MMy = MsM;. We have

MM, — [(AHA)(QAHA +rI)7t (AMA)(2ATA + 71)1}

(ATA)2ATA + 7)1 (ATA)(2ATA + 1)~
T(2AHA + 71)71 0
+ [ 0 T2AH A + TI)l}
(2AMA +71)"L(ATA) (2A7A 4 7T)"1(A7A)
(2AMA +71)"L(AMA) (2A7A + TI)_l(AHA)}
T(2A7A + 7I)7! 0
* { 0 T2AT A + 71)1} '

MM, = [

After some simple algebra, it can be proved that
(AFA)2ATA +71)71 = A7 A +7T) 1 (ATA).
and thus
M, M, = MM, . (10)
From (8), (9) and (10), it follows

1
H, M, = “H,M;M; = M;'M; =1,
T

1 1
M,H, = ~-M;M,H, = -M,M H, = M, 'M;"' = I,.
T T

3 The Modified Newton Projection Method

The Algorithm. The Newton projection method [4] for problem (2) can be
written as

(k+1) (k) + (k)
u u u
L(m)} = H k)] —a(k)p(’“)} , pM =8Wgh gk — E(zc)] (11)

v( {

where []T denotes the projection on the positive orthant, g&k) and gs,k) respec-

tively indicate the partial derivatives of F with respect to u and v at the current
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iterate. The scaling matrix S*) is a partially diagonal matrix with respect to
the index set A®) defined as

AK) = {Z |0 < y§k) <e® and g(k) > 0}

y® — {L‘E’Zi} e® = minfe,w®}, w® = [ly®) — [y _ g®)t)

and ¢ is a small positive parameter.
The step-length a(®) is computed with the Armijo rule along the projection
arc [4]. Let E®) and F*) be the diagonal matrices [13] such that

1,i¢ AWK,

In MNP, we propose to define the scaling matrix S*) as
s — ERM,E® + F®), (12)

Therefore, the complexity of computation of the search direction p*) = S*)g(k)
is mainly due to one multiplication of the inverse Hessian approximation M.,
with a vector since matrix-vector products involving E*) and F(*) only extracts
some components of the vector and do not need not to be explicitly performed.
We remark that, in the Newton projection method proposed in [4], the scaling
matrix is S*) = (E(k)HTE(k) + F(’“))_1 which requires to extract a submatrix
of H, and then to invert it.

Convergence Analysis. As proved in [4], the convergence of Newton-type
projection methods can be proved under the general following assumptions which
basically require the scaling matrices S(*) to be positive definite matrices with
uniformly bounded eigenvalues.

A1 The gradient g is Lipschitz continuous on each bounded set of R?".
A2 There exist positive scalars ¢; and co such that

allyl? < y”s®y < e|yl? vy e R*™, k=0,1,...

The key convergence result is provided in Proposition 2 of [4] which is restated
here for the shake of completeness.

Proposition 31. [/, Proposition 2] Let {[u'®), v(*)]} be a sequence generated by
iteration (11) where S®) is a positive definite symmetric matriz which is diago-
nal with respect to A®) and o is computed by the Armijo rule along the projec-
tion arc. Under assumptions A1 and A2 above, every limit point of a sequence
{[u®,v®NY is a critical point with respect to problem (2).

Since the objective F of (2) is twice continuously differentiable, it satisfies
assumption Al. From Propositions 21 and 22, it follows that M., is a symmetric
positive definite matrix and hence, the scaling matrix S*) defined by (12) is a
positive definite symmetric matrix which is diagonal with respect to A®*). The
global convergence of the MNP method is therefore guaranteed provided S(*)
verifies assumption A2.
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Proposition 32. Let S™) be the scaling matriz defined as S*) = EFH,_ E®) +
F®) . Then, there exist two positive scalars ¢; and co such that

allyl? < y¥SWy < eolly|? Wy eR™, k=0,1,...

Proof. Proposition 21 implies that the largest and smallest eigenvalue of M., are
respectively 1/7 and 1/(207 + 7), therefore

1
pr— —lyll* < y M,y < Iyl vy e R (13)

We have yHS®)y = (E(’C)y)HMT (E(k)y) +yHF®)y. From (13) it follows that

[E®y|?

Hp(hy < (B IM. (E® Hp(k)y < |IE®y|? Hp(k)
5 +y y < (EWy) "M, (EWy)+y y<————+y y-
o1 +T7 T

Moreover we have y?F#)y = D e At y2, ||E(k)y||2 = ZieAW y?; hence:

1 1
el DERID DN LMEED SR ESD
o1+ T T
ig A(F) ic AK) i¢ A(k) ic AR

and

. 1
min{ 1}yl < y"s®y < max{—, 1}{ly[*,

200 + 7’

The thesis follows by setting ¢; = min{ﬁ, 1} and ¢; = max{,1}.

Computing the Search Direction. We suppose that K is the matrix repre-
sentation of a spatially invariant convolution operator with periodic boundary
conditions so that K is a block circulant with circulant blocks (BCCB) matrix
and matrix-vector products can be efficiently performed via the FFT. More-
over, we assume that the columns of W form an orthogonal basis for which fast
sparsifying algorithms exist, such as a wavelet basis, for example. Under these
assumptions, A is a full and dense matrix but the computational cost of matrix-
vector operations with A and A is relatively cheap. As shown by (12), the
computation of the search direction p®*) = S®)g*) requires the multiplication
of a vector by M. Let [Z,W] € R?™ be a given vector, then it immediately
follows that

(14)

M [z] 1 [AHA(2AHA+TI)1(Z+W)+T(2AHA+TI)1Z

w| 7 ATA(2AHA + TI)_l(Z +w)+7(2A7A + TI)_1W
Formula (14) needs the inversion of 2A* A + 7I. Our experimental results indi-
cate that the search direction can be efficiently and effectively computed as
follows. Using the Sherman-Morrison-Woodbury formula, we obtain
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(247 A+ 1) = 2 (1- WHKY (KK + 1) 'KW) - (15)

ATA(2ATA +-1) 7" = %(WH (K"K - K"KK"(KK" + ) 'K)W).  (16)
Substituting (15) and (16) in (14), we obtain
ATAQAPA +71) 24+ w) +T(2AFA +71) 'z =
%WH (K"K - KPKK” (KK" + g)_lK) (Wz + Ww)

~ WHKH (KK + %)_1K)Wz +z (17)

ATACATA +7) Nz w) +T(2ATA £ 1T) T Tw =
Iwi (k7K - KPKK (KK + g)’lK) (Wz + Ww)
=
- WIK"(KK" + %)*1K)Ww +w.  (18)

Since K is BCCB, it is diagonalized by the Discrete Fourier Transform (DFT),
i.e. K = UYDU where U denotes the unitary matrix representing the DFT and
D is a diagonal matrix. Thus, we have:

T

K7 (KK™ + 5

)K= UH(m>U (19)

D|4
KK - KFKK?(KKT + ~ ‘1K:UH(D2—|7)U. 20
( + 2) D] |D|2 + % (20)

Substituting (19) and (20) in (17) and (18), we obtain

ATAQATA +71) 24+ w) +T(2ATA +71) 'z =
1 ID[* IDJ?

IwHH R ed R D
-WHU ((IDI |D|2+%)(UWz+UWw) (|D|2+%)UWZ)+Z (21)

ATAQRATA +71) 2+ w) + T(2A7A +7T) 'w =
D[* IDJ?

1
,VVHFH( DIz - ="
T (D) IDI2+ 3 D2+ %

)(UWz + UWw) — ( JUWw) +w.

(22)

Equations (14), (21) and (22) show that, at each iteration, the computation of
the search direction p(¥) requires two products by W, two products by W# , two
products by U and two products by U . The last products can be performed
efficiently by using the FFT algorithm.
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Fig. 1. Top line: exact image (left), Gaussian blurred image (middle) and MNP recon-
struction (right). Bottom line: out-of-focus blurred blurred image (left) and MNP recon-
struction (right). The noise level is NL = 7.5 - 1075,

4 Numerical Results

In this section, we present the numerical results of some image restoration test
problems. The numerical experiments aim at illustrating the performance of
MNP compared with some state-of-the-art methods as SALSA [1], CGIST [§],
the nonmonotonic version of GPSR [6], and the Split Bregman method [7]. Even
if SALSA has been shown to outperform GPSR [1], we consider GPSR in our
comparative study since it solves, as MNP, the quadratic program (2). The
Matlab source code of the considered methods, made publicly available by the
authors, has been used in the numerical experiments. The numerical experiments
have been executed in Matlab R2012a on a personal computer with an Intel Core
i7-2600, 3.40 GHz processor.

The numerical experiments are based on the well-known Barbara image
(Fig.1), whose size is 512 x 512 and whose pixels have been scaled into the
range between 0 and 1. In our experiments, the matrix W represents an orthog-
onal Haar wavelet transform with four levels. For all the considered methods,
the initial iterate x(?) has been chosen as x(©) = WHb; the regularization para-
meter X\ has been heuristically chosen. In MNP, the parameter 7 of the Hessian
approximation has been fixed at 7 = 100\. This value has been fixed after a wide
experimentation and has been used in all the presented numerical experiments.

The methods iteration is terminated when the relative distance between two
successive objective values becomes less than a tolerance toly. A maximum num-
ber of 100 iterations has been allowed for each method.

In the first experiment, the Barbara image has been convolved with a
Gaussian PSF with variance equal to 2, obtained with the code psfGauss from
[10], and then, the blurred image has been corrupted by Gaussian noise with
noise level equal to 7.5 - 1073 and 1.5 - 1072, (The noise level NL is defined as
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— NP

- - ~SALSA
GPSR

- - caisT
Bregman

Fig.2. MSE (left column) and obiective function (right column) histories of MNP
(blue solid line), SALSA (magenta dashed line), GPSR (red dotted line), CGIST (black
dashdotted line) and Split Bregman (cyan dashdotted line) methods. Top line: Guassian
blur; bottom line: out-of-focus blur. The noise level is NL=1.5- 1072, (Color figure
online)

Table 1. Restoring the noised and blurred Barbara image: numerical results.

tol¢ Method | Gaussian blur Out-of-focus blur
NL =0.0075 NL =0.015 NL = 0.0025 NL =0.0075
MSE Obj | Time MSE Obj |Time|MSE Obj | Time | MSE Obj |Time
10~ | MNP |4.18:10727.33/1.15 |4.25-107213.26/1.17 |2.99-10~3|3.04/2.68 [3.79-1073|7.73 | 1.42
SALSA (4.34-1073|7.86(0.47 |4.45-1073|15.05/0.36 |4.35-10723.960.47 |4.85-10729.78 | 0.47
GPSR [4.31-1073|7.49/0.89 |4.35-1073[13.76/0.89 |4.83.10725.41/0.66 |4.86-1072/9.90 | 0.64
CGIST (4.37-1073(8.09(0.72 |4.46-1073|14.92/0.56 |4.90-10725.33/0.90 |5.00-107210.36| 0.72
Breg. |4.34-1072(7.50(0.72 |4.43.1073|14.32|0.75 [3.61-102|3.03|0.48 [4.58.10~3|8.81 | 0.72
10~2|MNP |4.17-10727.03/1.68 |4.25-10213.00/1.70 |2.47-10~3|2.54|5.66 [3.45-10~3|7.29 | 2.48
SALSA (4.21-1073(7.04[1.19 |4.31-103|13.55/0.92 |3.25.-10~2 |2.78/2.07 |4.20-102|7.98 | 1.62
GPSR [4.22:1073(6.84|1.62 |4.34-103|13.67/1.00 |3.94-1073(3.162.39 (4.03-1073|7.74 | 1.59
CGIST (4.24-1073(7.19(1.84 |4.32:1073|13.611.51 |3.87-10723.28/4.82 |4.34.1072 8.22 | 2.82
Breg. |4.23-107°(6.98|1.31 [4.33.1073(13.49(1.22 |2.85.103|2.58(1.33 |4.15.10"3|7.85 | 1.56
1073 | MNP |4.21.1073|6.54|3.42 |4.35.1073|12.77(3.26 |2.34.1073|2.49(8.92 |3.16-1073|6.88 | 6.38
SALSA [4.14-1073(6.60(4.09 |4.22.103[12.793.46 |2.45.10~2|2.466.74 |3.46-10~2|7.05 | 6.27
GPSR [4.20-107°(6.84[1.90 |4.22:1073|124 |2.04 [3.81.10~22.57|5.19 |3.40-10726.94 | 4.24
CGIST [4.14-1073(6.65|7.13 |4.22:107 3 |12.82(5.71 |2.86-1073|2.59 18.81|3.52.1073 |7.11 |11.65
Breg. |4.16-1073(6.57|4.38 [4.23.1073(12.79(3.76 |2.21-103|2.41|4.15 |3.44.1073(7.02 | 6.01
NL := ||n|| / | AXoriginal|| Where Xoriginal is the original image and 7 is the noise

vector.) In the second experiment, the Barbara image has been corrupted by
out-of-focus blur, obtained with the code psfDefocus from [10] and by Gaussian
noise with noise level equal to 2.5 - 1072 and 7.5 - 1073. The degraded images
and the MNP restorations are shown in Fig.1 for NL = 7.5 - 1073, Table1
reports the Mean Squared Error (MSE) values, the objective function values
and the CPU times in seconds obtained by using the stopping tolerance values
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toly = 1071,1072,1073. In Fig. 2, the MSE behavior and the decreasing of the
objective function versus time (in seconds) are illustrated.

The reported numerical results indicate that MNP is competitive with the
considered state-of-the-art and, in terms of MSE reduction, MNP reaches the
minimum MSE value very early.

5 Conclusions

In this work, the MNP method has been proposed for sparsity constrained image
restoration. In order to gain low computational complexity, the MNP method
uses a fair approximation of the Hessian matrix so that the search direction can
be computed efficiently by only using FFTs and fast sparsifying algorithms. The
results of numerical experiments show that MNP may be competitive with some
state-of-the-art methods both in terms of computational efficiency and accuracy.
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Abstract. The Hilbert Uniqueness Method introduced by J.-L. Lions
in 1988 has great interest among scientists in the control theory, because
it is a basic tool to get controllability results for evolutive systems. Our
aim is to outline the Hilbert Uniqueness Method for first order coupled
systems in the presence of memory terms in general Hilbert spaces. At
the end of the paper we give some applications of our general results.

Keywords: Coupled systems - Convolution kernels - Reachability

1 Introduction

It is well known that heat equations with memory of the following type

Y = al\y + /0 K(t — s)Ay(s)ds, (1)

with o > 0, cannot be controlled to rest for large classes of memory kernels
and controls, see e.g. [3,4]. The motivation for that kind of results is due to the
smoothing effect of the solutions, because (1) is a parabolic equation when the
constant a before the Laplacian is positive.

On the other hand the class of the partial integro-differential equations
changes completely if in the Eq. (1) one takes o = 0. The physical model relies
on the Cattaneo’s paper [1]. Indeed, in [1] to overcome the fact that the solu-
tions of the heat equation propagate with infinite speed, Cattaneo proposed the
following equation

g = / K(t — s)Ay(s)ds, (2)

with K (t) = e~ 7%, v being a positive constant. The interest for equations of the
type (2) is in the property of the solutions to have finite propagation speed, the
same property of the solutions of wave equations.
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From a mathematical point of view, a natural question is to study integro-
differential equations of the type

¢
ug + / M(t — s)A%u(s)ds = 0,
0

where M (t) is a suitable kernel, locally integrable on (0, +00), and A2 denotes
the biharmonic operator, that is in the N-dimensional case

N N
NPu=Y"N"0%0%u.
i=1 j=1

The Hilbert Uniqueness Method has been introduced by Lions, see [7,8], to
study control problems for partial differential systems. That method has been
largely used in the literature, see e.g. [5].

Inspired by those problems, the goal of the present paper is to describe the
Hilbert Uniqueness Method, for coupled hyperbolic equations of the first order
with memory in a general Hilbert space, when the integral kernels involved are
general functions kq, ks € L'(0,7T) and integral terms also occur in the coupling:

t
U1 + / kl(t — S)Aul(s)ds + El(l * ’lLQ) =0
0
in (0,7),
t
Uot + / ko(t — 8) A%us(s)ds + Lo(1 % up) =0
0

In another context, in [2] the authors study the exact controllability of the
equation

Y = /t K(t — s)Ay(s)ds + uxw in (0,7) x £, (3)
0

where w is a given nonempty open subset of {2. The hyperbolic nature of (3)
allows to show its exact controllability under suitable conditions on the waiting
time T" and the controller w, thanks to observability inequalities for the solutions
of the dual system obtained by means of Carleman estimates.

For a different approach leading to solve control problems for hyperbolic
systems, we refer to [6,11].

2 The Hilbert Uniqueness Method

Let H be a real Hilbert space with scalar product (-, -} and norm || - ||.

We consider a linear operator A : D(A) C H — H with domain D(A),
ki,ko € LY(0,T) and L; (i = 1,2) linear operators on H with domain D(L;) D
D(A). We assume that Lo is self-adjoint and £; is self-adjoint on a subset of its
domain that will be precised later.

Moreover, let H; be another real Hilbert space with scalar product (-, -},
and norm || - ||z, and B € L(Hy; Hy), where Hy is a space such that D(A) C
Hy C H. In the applications B could be, for example, a trace operator.
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We take into consideration the following first order coupled system with
memory

t
Ui + / ki(t — s)Auq(s)ds + L1(1*xuz) =0
0
in (0,7),  (4)
t
Uzt + / ko(t — 8) A%ug(s)ds + La(1 % up) =0
0
with null initial conditions
u1(0) = u2(0) =0, (5)
and satisfying
B’U,l(t) =01 (t), BUQ(t) =0, B.AUQ(t) = gg(t), te (0, T) (6)
For a reachability problem we mean the following.

Definition 1. Given T > 0 and uyg,us € H, a reachability problem consists
in finding g; € L*(0,T; Hy), i = 1,2 such that the weak solution u of problem
(4)—(6) verifies the final conditions

(5% (T) = Uu10, 'LLQ(T) = U20- (7)

One can solve such reachability problems by means of the Hilbert Uniqueness
Method. To show that, we proceed as follows.
To begin with, we assume the following conditions.

Assumptions (H1)
1. There exists a self-adjoint positive linear operator A on H with dense domain
D(A) satistying
D(A) c D(A), Az = Az VYze D(4), D(VA)=Ker(B).
2. Ly is self-adjoint and £, is self-adjoint on D(A) N Ker(B), that is

(L19,€) = (9, L1€), Vi, & € D(A) N Ker(B). (8)
3. There exists D,, € L(Hy; Hy) such that the following identity holds
(Ap, &) = (¢, AS) — (Bo, Du&)m,, Vo € D(A), & € D(A). 9)

Now, we consider the adjoint system of (4), that is, the following coupled
system

T T
21t — / ki(s —t)Az1(s)ds — / Loza(s)ds =0
t t
in (0,7, (10)
T T
Zot — / ko(s —t)A?2o(s)ds — / Lizi1(s)ds =0
t t
with given final data

Z1 (T) = Z217T, ZQ(T) = ZoT. (11)

We assume that for final data sufficiently regular an existence and regularity
result for the solution of (10)—(11) holds. Precisely:
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Theorem 1. For any z17 € D(A) and zor € D(A?) there exists a unique solu-
tion (z1,22) of (10)—(11) such that z; € C*([0,T],H) N C([0,T], D(A)) and
z2 € Cl([ov T]v H) N C([(), T]7 D(Az))

That type of result will be true in the applications, taking into account that
backward problems are equivalent to forward problems by means of a change of
the variable ¢ into ¢t — 7.

If Theorem 1 holds true, then the regularity of the solution (z1,z2) of (10)-
(11) and assumption (H1)-3 allow to obtain the following properties: the func-
tions D, z;, i = 1,2, belong to C(0,T; Hy), because D(A) C D(A) C Hy. So, we
can consider the nonhomogeneous problem

‘(1 +/ k(= ). Ay (s)ds + L1 (1% o) =
Ot

¢5(t) + / o(t — 8)A%pa(s)ds + La(1 % ¢1) =0

T
B (t / k1(s — t)Dyz1(s)ds,
t
T

Boo(t) =0, BApa(t) = / ka(s —t)Dy,z2(s)ds

$1(0) = ¢2(0) =0

If (¢1, ¢2) denotes the solution of problem (12), then we can introduce the fol-
lowing linear operator on H x H:

V(z1r, 22r) = (91(T), 92(T)), (217, z21) € D(A) x D(A?).
We will prove the next result.

Theorem 2. If (&1,&2) is the solution of the system

&(t) - /T ki(s —t) A& (s ds—/ L26>(s)ds = 0,
n (0,7)

/ ko(s — t)A%Ey(s ds—/ L1&1(s

§(T) =&ir, &(T) = &or,
where (&17,&1) € D(A) x D(A?), then the identity
(W (217, 227), (617, 27))
T T
= [ B0, [ k=D& () s, )
T

+/0 <B.A<bg(t),/75 ka(s —t)D,&a(s) ds)p, dt,

holds true.
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Proof. We multiply the first equation in (12) by &;(¢) and integrate on [0, 7], so
we have

T T t
/0<¢'1,a> dt +/O </O Fa(t— ) A (s) ds, €1) dt

T
+/0 (L1(1% ¢2),&1) dt = 0. (14)

In the second term of the above identity we change the order of integration and,
since &1 (t) € D(A), we can use (9) to get

/OT (/Otkl(t—s)Aqﬁl(s) ds, &1 (8))dt :/OT /STk1(t—s)<A¢1(s),£1(t)) dt ds
:/OT <¢1(s),/f b (t — 8) A€ (£) dt) ds
_/0T<3¢1(5),/8T ke (t—s)Dyr(t) i), ds.

Note that, in virtue of assumption (H1)-1, one has D(A) C D(A) N Ker(B); so,
changing again the order of integration and applying (8), we obtain

T T T
/0<£1(1*¢2),51> dt:/o <¢2(s),/s La6a(t) dt) ds.

If we integrate by parts the first term in (14) and take into account the previous
two identities, then, in view also of ¢1(0) = 0, we get

T T T
(61(T), &1(T)) — / (G1(1), £1(1)) dt + / (1), / Fa(s — )AG(s) ds) dt
T T
- / (B (1), / ku(s — )Dyéa(s) ds)a, dt
0 t

T T
+/0 <¢2(t)a/t L1&:1(s) ds) dt = 0.

As a consequence of the former equation and

T T
€1(t) - / Fi(s — 1) A6y (s)ds = / Lata(s)ds,

we obtain
T T
(61(T), E17) / (B (1), / Fu(s — D1 (s) ds)p, dt
T T ’ ! T T (15)
+/0 <¢2(t)7/t L1&1(s) ds) dt—/o (¢1(t),/t Lo&o(s)ds) dt = 0.

In a similar way, we multiply the second equation in (12) by &(t) and inte-
grate on [0,T7]: if we integrate by parts the first term, take into account that
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#2(0) = 0 and change the order of integration in the other two terms, then we
have

T
(62(T), o) / (6a(t), E4(1)) dt
//kzt—8)<«4¢2()£2()>dtd8 (16)

/ / (La1(s),&2(t)) dt ds = 0.

Now, we observe that from (9) it follows for any ¢ € D(A?) and £ € D(A?)
<A2(P7€> = <<,07A2€> - <BSD7DVA§>H1 - <BV4<;07DV£>H1

Putting the above equation into (16) and taking into account that the operator
Lo is self-adjoint yield

(62(T), o) — / (6a(1), E4(1)) dt

T T

+ / (6a(s), / kalt — ) A%E5(1) dt) ds

—/ (BA(bQ(s),/ ka(t — s)D,&a (1) dt}H1 ds
0

T T °
+ / (61(s), / Labo(t) dt) ds =
T T
—/ k’2(3—t)142€2(8)d3=/ L1&1(s)ds

T T
(62(T), Exr) — /O (BAGs(s), / ks (t — 8)Dya(t) db) . ds

In virtue of

we get

T T T T (17)
+ [ oo, [ e dt— [ o, [ s a0,
If we sum Egs. (15) and (17), then we have
(W (21, z2r), (Gar, &or)) = (D1(T), &1r) + (D2(T), Eor)
T T
=/, (Bou(t), /t ki(s —t)Dy&(s) ds)y, dt as)

+/0 <BA¢2(t),/t kz(s —t)Dl,fg(S) d8>H1 dt,

that is, (13) holds true. O
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If we take (&17,&71) = (217, 227) in (13), then we have

<W(Z1T7 ZQT), (ZlT, ZzT)>

- /OT <‘ /tT ka5 — Dy 21(s) d ;) dt.

Consequently, we can introduce a semi-norm on the space D(A) x D(A?%). Pre-
cisely, if we consider, for any (217, zo7) € D(A) x D(A?), the solution (z1, z2) of
the system (10)—(11), then we define

9 T
+ ‘ / ka(s — t)Dyza(s) ds
H, ‘

H(2’1T722T)||% =

/T /Tk( AD.n(s) d 2 dt(19)
o ; 1S v21(S S H, .

We observe that || - ||r is a norm if and only if the following uniqueness theorem
holds.

9 T
+ ‘/ ka(s — t)Dy2a0(s) ds
H, ¢

Theorem 3. If (21, 22) is the solution of problem (10)—(11) such that

/ k1(s —t)D,z1(s) ds = / ki(s —t)D,z2(s) ds =0, on [0,T],

then
z1=20=0 in [0,T].

The validity of Theorem 3 is the starting point for the application of the Hilbert
Uniqueness Method. Indeed, if we assume that Theorem 3 holds true, then we
can define the Hilbert space F' as the completion of D(A) x D(A?) for the norm
|l - ||7. Thanks to (13) and (19) we have

(U (217, 22m), (&11, C21)) = (211, 227), (ams o)) P

) (20)
V(zir, 227), (617, §21) € D(A) x D(A%),

where (-, -) p denotes the scalar product associated with the norm || - || 7.
Consequently,

(@ (217, 221), (&7, &or))| < [|(2ar, 220) | 7 167, Eon) | P
Y(z11, 221), (617, &21) € D(A) x D(A?).

Thanks to the above inequality, the operator ¥ can be extended uniquely to a
linear continuous operator, denoted again by ¥, from F into its dual space F”.
By (20) it follows that

(Y (211, 221), (&a1, &or)) = (2175 227), (§a1, €21)) P
V(zi7, 2o1), (&1, §21) € F,
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and, as a consequence, we have that the operator ¥ : F — F” is an isomorphism.
Moreover, the key point to characterize the space F' is to establish observ-
ability estimates of the following type

/OT <‘ /tT ki(s —t)Dyz1(s) ds’; + ’ /tT ka(s — t)Dyza(s) ds‘;> dt o)

= |za1irllz, + lz2r s,

for suitable spaces Fi , F5. In that case, the uniqueness result stated by Theorem 3
holds true, so the operator ¥ : F' — F” is an isomorphism, and in virtue of (19)
and (21) we get

F:F1XF2

with the equivalence of the respective norms. Finally, we are able to solve the
reachability problem (4)—(7) for (u1g,u20) € F{ X Fy.

3 Applications

Ezample 1. Let H = L*(0,7) be endowed with the usual scalar product and

norm. In [9] we take A = % with null Dirichlet boundary conditions, k;(t) =

%e*”t +1-— g, ko = 1. We examine the case in which £; = a1, with a; € R,
i = 1,2 and I the identity operator on H.

By writing the solutions as Fourier series, we are able to prove Theorems 1
and 3, thanks also to some properties of the solutions of integral equations. In
particular, by showing suitable Ingham type estimates, we prove observability
estimates of the type (21) where F' = H}(0,7) x HZ(0, 7). Therefore, we can
deduce reachability results by means of the Hilbert Uniqueness Method.

Example 2. We consider H = L?(0,7) endowed with the usual scalar product
and norm. In [9] we take A = d% with null Dirichlet boundary conditions,
k’l(t) = ;efnt +1-— %, ko = 1, L= a1% and Lo = aol with a; € ]R, 1=1,2.

Ezample 3. Let H = L?({2) be endowed with the usual scalar product and
norm. In [10] we take A = A with null Dirichlet boundary conditions, k1 (t) =
%e‘"t +1- %, ke =1, L1 = a1/ and L5 = as]l with a; € R, i =1,2.
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Abstract. We consider a game problem of guaranteed positional con-
trol for a distributed system described by the phase field equations under
incomplete information on system’s phase states. This problem is investi-
gated from the viewpoint of the first player (the partner). For this player,
a procedure for forming feedback controls is specified. This procedure is
stable with respect to informational noises and computational errors and
is based on the method of extremal shift and the method of stable sets
from the theory of guaranteed positional control. It uses the idea of stable
dynamical inversion of controlled systems.

Keywords: Guaranteed control - Phase field equations

1 Introduction

The control theory for distributed systems has been intensively developed in
recent time as a part of mathematical control theory. At present, there exists
a number of monographs devoted to control problems for distributed systems
[1-3]. As a rule, the emphasis is on program control problems in the case when
all system’s parameters are precisely specified. Along with this, the investigation
of control problems for systems with uncontrollable disturbances (the problems
of game control) is also reasonable. Similar problems have been poorly inves-
tigated. In the early 70es, N.N. Krasovskii suggested an effective approach to
solving game (guaranteed) control problems, which is based on the formalism
of positional strategies. The detailed description of this approach for dynamical
systems described by ordinary differential equations is given in [4]. The goal of
the present work is to illustrate possibilities of this approach for investigating a
game problem for systems described by the phase field equations.

We consider a system modeling the solidification process and governed by
the phase field equations (introduced in [5])

gg@:kAL’(/J—‘rB’U,—C’U in Q=02 x (ty, 9],
ot (1)

0 =EArp+g(e)+, = const < +oo,

9
el

"ot
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with the boundary condition %w = %(p =0 on 92 x (to,V] and the initial
condition ©¥(tg) = 1o, @(to) =¢o in 2. Here, 2 C R” is a bounded domain
with the sufficiently smooth boundary 02, Ay, is the Laplace operator, 9/0n
is the outward normal derivative, (U, |- |¢) and (V|- |v) are Banach spaces,
B e L(U;H) and C € L(V; H) are linear continuous operators, H = La({2),
and the function g(z) is the derivative of a so-called potential G(z). We assume
that g(z) = az + bz?% — c23.

Systems of form (1) have been investigated by many authors. In what follows,
for the sake of simplicity, we assume that £ = £ = 7 = ¢ = 1. Further, we assume
that the following conditions are fulfilled: (A1) the domain 2 C R™, n = 2,3,
has the boundary of C?-class; (A2) the coefficients a and b are elements of the
space Loo (T % 2),T = [to, V], and vraisupc(t,n) > 0 for (¢,71) € [tg, 9] x £2; (A3)
the initial functions 1y and ¢q are such that {¢g, p,} € R = {1, € W2,(£2) :
3% :3%90:0 on 002},

Introduce the notation: W2'(Q) = {u | u, g;]‘i, 632;771 o e L”(Q)} for

p € [1,00) is the standard Sobolev space with the norm ||u||W3,1(Q); (,)m

and | - |g are the scalar product and the norm in H, respectively. Let
some initial state g = {vo,p0} and functions wu(-) € L(T;U) and
v(-) € Loo(T;V) be fixed. A solution of system (1), x(-;to, o, u(-),v(:)) =
{5 t0, o, u(), v(+)), (s to, po, ul-),v(-))}, is a unique function z(-) =
x(+5t0, o, u(-),v(+)) € Vj(}) = Vi x Vi, Vi =W}H(Q) satisfying relations (1).
By virtue of the corresponding embedding theorem, without loss of generality,
one can assume that the space Vj(}) is embedded into the space C(T; H x H).
Therefore, the element x(t) = {1 (t), p(t)} € H x H is the phase state of system
(1) at the time ¢. The following theorem takes place

Theorem 1. [6, p. 25, Assertion 5] Let conditions (A1)—(A3) be fulfilled. Then
for any u(-) € Loo(T;U) and v(-) € Loo(T; V) there exists a unique solution of
system (1).

The paper is devoted to the investigation of the game control problem.
Let us give the informal formulation of this problem. Let a uniform net A =
{r}y, 7 =m7i—1+96, 70 =10, Tm = with a diameter 6 = 7; — 7,1 be
fixed on a given time interval T'. Let a solution of system (1) be unknown. At
the times 7; € A, a part of the phase states x(7;) (namely ¢(7;)) is inaccurately
measured. The results of measurements ¢! € H, i € [1 : m — 1], satisfy the
inequalities

€8 — ¢(ri)lu < h. (2)

Here, h € (0, 1) is a level of informational noise. Let the following quality criterion
0

be given: I(z(-),u(-)) = o(z(9)) + [ x(t,z(t),u(t)) dt, where o : H x H — R
to

and x : T x H x H x U — R are given functions satisfying the local Lipschitz
conditions. Let also a prescribed value of the criterion, number I,, be fixed.
The control problem under consideration consists in the following. There are
two players-antagonists controlling system (1) by means of v and v, respectively.
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One of them is called a partner; another, an opponent. Let P C U and E C V be
given convex bounded and closed sets. The problem undertaken by the partner is
as follows. It is necessary to construct a law (a strategy) for forming the control
u (with values from P) by the feedback principle (on the base of measurements
of ¢(7;)) in order to provide the prescribed value of the quality criterion for any
(unknown) realization v = v(+).

To form the control v providing the solution of the problem, along with the
information on the “part” of coordinates of the solution of system (1) (namely, on
the values {f satisfying inequalities (2)), it is necessary to obtain some additional
information on the coordinate t(-), which is missing. To get such a piece of
information during the control process, it is reasonable, following the approach
developed in [7-9], to introduce an auxiliary controlled system. This system is
described by a parabolic equation (the form is specified below). The equation has
an output w,(t), t € T, and an input p”(t), t € T. The input p"(-) is some new
auxiliary control; it should be formed by the feedback principle in such a way that
p"(-) “approximates” the unknown coordinate 1(-) in the mean square metric.
Thus, along with the block of forming the control in the real system (it is called
an controller), we need to incorporate into the control contour one more block
(it is called an identifier) allowing to reconstruct the missing coordinate ¥ (-) in
real time. Note that, in essence, the identifier block solves a dynamical inverse
problem, namely, the problem of (approximate) reconstruction of the unknown
coordinate 1 (). In he recent time, the theory of inverse problems for distributed
systems has been intensively developed. Among the latest investigations, it is
possible to mark out the research [10].

2 Problem statement

Before passing to the problem formulation, we give some definitions. Further-
more, we denote by ug(-) the function u(t), ¢ € [a,b], considered as a whole.
The symbol P, () stands for the restriction of the set Pr(-) onto the segment
[a,b] C T. Any strongly measurable functions u(-) : T — P and v(-) : T — E
are called program controls of the partner and opponent, respectively. The sets
of all program controls of the partner and opponent are denoted by the sym-
bols Pr(-) and Er(-) : Pr(-) = {u(:) € Lo(T;U) : u(t) € P ae. t € T},
Er() = {v(:) € Lo(T;V) : v(t) € E ae. t € T}. Elements of the product
T x H are called positions, H = H x H xR x H x H x R. Any function (perhaps,
multifunction) U : T x H — P is said to be a positional strategy of the partner.
The positional strategy corrects the controls at discrete times given by some
partition of the interval 7. Any function V : T'x H x H — H is said to be a
strategy of reconstruction. The strategy V is formed in order to reconstruct the
unknown component ) (-).
Consider the following ordinary differential equation

q(t) = x(t, (1), u(t)), q(to) = 0. 3)

Introducing this new variable g, we reduce the control problem of Bolza type to a
control problem with a terminal quality criterion of the form I = o(z()) +¢(9).
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In this case, the controlled system consists of phase field Eq. (1) and ordinary
differential Eq. (3).

The scheme of an algorithm for solving the problem undertaken by the part-
ner is as follows. In the beginning, auxiliary systems M; and Ms (models) are
introduced. The system M; has an input u*(-) and an output w(-); the sys-
tem Mo, an input p”(-) and an output w.(-), respectively. The model My with
its control law V forms the identifier, whereas the model M; and system (1)
(with their control laws) form the controller. The process of synchronous feed-
back control of systems (1), (3), M1, and M, is organized on the interval T
This process is decomposed into m — 1 identical steps. At the ith step car-
ried out during the time interval [r;,7;41), the following actions are fulfilled.
First, at the time 7;, according to some chosen rules V and U, the elements
Pl € V(ri, & wa(m)), ul € U(r, &8, ph ol w(r;)) are calculated. Here, ¥ is
the result of measuring ¢(7;). Then (till the moment 7; ), the control p"(t) = p?,
7, <t < Tip1, is fed onto the input of the system My; the control u”(t) = uéﬂ
7; <t < Ti41, onto the input of system (1), (3). Under the action of these
controls, as well as of the given control u*(t), 7; <t < 7;1+1, and the unknown
control of the opponent v(t), 7; < t < 7511, the states x(7;+1), q(7:), w(Tit1),
and wy (7;41) are realized at the time 7;11. The procedure stops at the time 9.

Let models M; and M, with phase trajectories w(-) and wy(-) be fixed.
A solution z(-) of system (1) starting from an initial state (t.,z.) and cor-
responding to piecewise constant controls u"(-) and p"(-) (formed by the
feedback principle) and to a control v, 4(-) € Ey, ¢(-) is called an (h, A)-
motion ka() = xzw(gt*,z*,u,V,vt*ﬂg(«)). This motion is generated by
the positional strategies & and V. Thus, the motions xz’w(-), ¢4 (-),w(-), and

wy(+) are formed simultaneously. So, for ¢t € [1;,7;41), we define xz,w(t) =
x(t;Ti?xz,w(Ti>7uﬁi,T.H,l(.)’U7i77"i+1<.>)7 C]Z(t) = q<t;Ti’qZ(Ti)’uﬁhrHl('))’
w(t) = w(t;n,w(n—)mii’nﬂ(-)),w*(t) = w, (t; 72-7w*(n),pﬁmiﬂ(-))7 where

ut(t) = uf € U(r, &}, q" (1), w(m)), (1) = pf € V(7i, & wi(m))  (4)
for t € [15,Tit1),
iefit) :m—1), & =k (m)lu <h, [ —gh(m) <h,  (5)
i(t) =min{i: 7 > t.}, u"(t)=uleP, p't)=pleH forte [t ru.))
The set of all (h, A)-motions is denoted by Xj, (t., x., U, V, A, w).

Problem. It is necessary to construct a positional strategy U : T' X' H — P of the
partner and a positional strategy V : T'x H x H — H of reconstruction with the
following properties: whatever a value € > 0 and a disturbance vr(-) € Er(-),
one can find (explicitly) numbers h, > 0 and d, > 0 such that the inequalities

(2l (), up () = L <& Vali () € Xnlto, z0,U, V, A, w) (6)

are fulfilled uniformly with respect to all measurements «Ezh and wzh with proper-
ties (5), if h < h, and § = §(AQ) < J..
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3 Algorithm for Solving the Problem

To solve the Problem, we use ideas from [4], namely, the method of a priori
stable sets. In our case, this method consists in the following. Let a trajectory
of model My, w(-), possessing the property o(wq (1)) + wa(¢) = I. be known.
Then, a feedback strategy U providing tracking the prescribed trajectory of My
by the trajectory of real system (1) is constructed. This means that the (h, A)-
motion z”(-) formed by the feedback principle (see (4)) remains at a “small”
neighborhood of the trajectory w(-) during the whole interval T'. This property
of the (h, A)-motion allows us to conclude that the chosen strategy solves the
considered control problem.

Let us pass to the realization of this scheme. Define &(¢,x,u,v) = {Bu —
Cv,x(t,z,u)} € H xR, &,(t,z,v) = U b(t,z,u,v), Ho(t;x) = [ Pult,z,v),

E

ve
H.(z) ={u() € La(T; H x R) : u(t ) 6 H (t;x) for a.a.teT}. As a model
M, we take the system including two subsystems, i.e., the phase field equation

0 9 .
5 ()+la w® = Apw® +uy in 2 x (to, V], (7)

9
ot
with the boundary condition Zw® = Zw® =0 on 02 x (to,9] and the

initial condition w(M (ty) = v, wP(tg) = in 2, as well as the ordinary
differential equation

w® = Arw® + g(w®) + w®

W () = ug(t), w®eR, w®(0)=o. (8)

By the symbol w(-), we denote the solution of system (7), (8). Then, the model
M has the control u(-) = {u1(-),uz(-)}. As a model My, we use the equation

g@t:ALw*—th—Fg(w*) in  §2 x (to,V] (9)

with the boundary condition ‘952 = =0 on 30§2x(tg,V] and the initial condition
wy(to) = o in L2

Condition 1. There exists a control u(-) = u*(-) = {uj("),
H(t;wM (1), w?(t)) for a.a. t € T such that I, = o(w® (9)) + w? ().
The strategies U and V (see (4)) are defined in such a way:

U(t, & p, ¥, w) = argmin{L(u,y) + (¢ — w@)x(t.&,p,u) su€ Py, (10)
V(t, & wy) = argmin{l(t, a,u, s) : v € Uy}, (11)

where w = {w(l)vw@)vw(g)}ﬂ L(U’?y) = (_yaBu)H7 Yy = w(l) - D + Z(w(2) - 5)7
I(t, o, u,s) = exp(—2b,t)(s,u)g + alulf, s = we — & b = |a+1/3b1_ (0
a = a(h), Uy = {p(:) € Ly(T;H) : |pit)lg < d for aa. t € T}, d >
supyer{[¥(tito, mo, u(-), v()|m s u() € Pr(-),v() € Er()}.



Game Control Problem for Systems of Distributed Equations 365

Condition 2. Let h,d(h), and a(h) satisfy the conditions: a(h) — 0,d(h) —
0,(h+d(h)a"t(h) — 0as h— 0.

Let us pass to the description of the algorithm for solving the Problem.
Namely, we describe the procedure of forming the (h, A)-motion xgyw() =
{wg’w(d,gpz’w(-)} and trajectory ¢/i(-) corresponding to some fixed partition
A and the strategies U and V), see (10) and (11). Before the algorithm starts,
we fix a value h € (0,1), a function @ = a(h): (0,1) — (0,1), and a partition
Ah = {Th,i}:’;h() with diameter 6 = 5(/1) = Ti+1—Tiy Ti = Th,i, Th,0 = t(), Thmy, = 9.
The work of the algorithm is decomposed into mj, — 1 identical steps. We assume
that

uh(t) = u(’)l S u(t07£g7p8707w(t0)>7 ph(t) = p(})b S V(t07£(§L7 900)

(|€h — wolur < h) on the interval [tg, 71). Under the action of these piecewise-
constant controls as well as of an unknown disturbance wy, ., (-), the

(h7A)'m0ti0n {xz,w(')}to,ﬁ = {wz,w(';toﬂﬁmuﬁ,n(') vto,n( )) QPZ w( 1o, o,
?0 7'1( ) Uto,‘l't( ))}to T1 of SyStem (1)7 the trajectory {qA( )}to, - {q( to, ( ))7

uto 7'1( ))}to,ﬁ of Eq ( ) the trajectory {w*<')}to7ﬁ = {w*( ath ¢0apt0771( ))}to,rl
of the model Mo, and the trajectory {w(-)}e,,~ = {w(:; to,xo, uy, 7'1( ))},50771 of

the model M, are realized. At the time ¢ = 7, we determine ul and p ! from the
conditions

'U/? € u(717€?7p}llaw?uw(7-1))7 p? € V(7—17£{L7w*(7—1))

(|€r — gazw(ﬁ)hq < h, [P} — gl (m1)] < h), ie., we assume that u”(t) = u} and
pl(t) = p} for t € [11, 7). Then, we calculate the realization of the (h, A)-motion

{‘Tz,w(')}ﬁ,‘m = {¢Z,w('; T1, "/}Z,w(Tl)v ufl'llﬂ'g ()» Uri,72 ())7

w%,w('; 71, <P}£,w (Tl)v ufFLl,TQ ()7 Ury,1o ('))}7177'2’

the trajectory {¢4(:)}r 7 = {a(571,¢A(m), P 5, ()} 71 m of Eq.(3), the tra-
jectory {w(-)} oy m = {ws (71, wi(11), 02 1, (-)) } 7 7, Of the model My, and the
trajectory {w(-)}r, r, = {w(:; 71, w(T1), 4}, o, ()} e, ™ of the model M;.

Let the (h, A)-motion =% , (-), the trajectory ¢/4(-) of Eq. (3), the trajectory
w, () of the model My, and the trajectory w(-) of the model M; be defined on
the interval [to, 7;]. At the time ¢ = 7, we assume that

uf € U(Ti,gf,p?,’(/)zh,UJ(Ti)), pil S V(Tiagzhaw*(Ti)) (12)

(I8 = & (mi)lm < hy [ = gA(m)] < h), ie., we set u”(t) = uf and p"'(t) =
pl for t € [7;,7;41). As a result of the action of these controls and an unknown
disturbance vr, 7., (-), the (h, A)-motion

{‘rz,w(')}‘ri,ﬂ’+1 = {VI/}Z,w( Tlaz/}A w( ),U?ﬁ 7'1+1( )7UT1‘,Ti+1('))7

90('; Tis SDA,w(Tl)’ u?,;,T71+1( ) Ui, Tiga ('))}Ti,7i+1v
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the trajectory {g4(-)}rmn = {470 dA(7), P} 1ty ()}rimiss of Eq.(3), the
trajectory {w*( )}7-177—1+1 {w*( Tl’w*(Tl) p’Tl,T1+1(-))}7ia7—i+1 of the model Mg,
and the trajectory {w(-)}r, riyy = {w(s 7, w(m), uy, - () }r 7y, of the model
M, are realized on the interval [7;, 7;+1]. This procedure stops at the time 9.

Theorem 2. Let Conditions 1 and 2 be fulfilled. Let also the models My and
My be specified by relations (7), (8), and (9), respectively. Then, the strategies
U and V of form (10) and (11) solve the Problem.

Proof. To prove the theorem, we estimate the variation of the functional

At 2l 4, (), dA (), w() = A%(aly o (1), gh (1), w(?))

t

+0-5/{/IVﬂh(Q,n)FdnHZ/IVVh(Q,n)Ian}d@,
2 2

0
where @y () = {¥4 , (), 04, ()} w() = {wD (), w? (), w® ()}, 7"(t) =
w(t) — i, (1), ") = w?() — P, 0), g"() = ") + W),
Ay (2, (1), w(t)) = 0.5]g" (0)]F + 0.51%[v" (1) 3, MqA(8), w® (1)) = 0.5]¢4(¢) —

W O, A2k, (1), s (0, w(t) = Ay, (0, w(0) + Mgh) w® o). 1t is
easily seen that the functions 7" (-) and v"(-) are solutions of the system

or"(t,n)  ov"(t,n)
o o

oh(t,n)
ot

with the initial condition 7" (ty) = v"(¢y) = 0 in £ and with the boundary condi-
orh  ovh
tion % aL =0 on 012 x (to,9]. Here, R"(t,n) = a(t,n)+b(t,n)(w® (t,n)+
n n
o () = (WD (E0)? + wD(E,m)eh (1) + (¢4 ,)(t 7). Multiplying
scalarly the first equation of (13) by ¢”(t), and the second one, by v"(t), we
obtain

= ALﬂ-h(t’n) + U’T (ta 77) - (Buh)<t’77) + (CU)(W?)’ (13)

= ALVh(ta 77) + Rh(taﬁ)Vh(t,n) + Wh(tﬂ?) in 2 x (th’m,

(6" (1), g2 (D) + / (VR (t, )2 + IV (8, )V (£, )} dny

= (9" (1), ui(t) — Bu"(t) + Cv(t))m, (14)

RORAGIT —|—/ |Vl ()2 dn < (x"(), 0" () g + b (t)|3; for a.a.teT.
I7;
Here, we use the inequality vrai max{a(t,n)+b(t,n)(vi+v2)— (v +vive+0v3)} <

(t,n)eTx 2
b, which is valid for any v1, vo € R. It is evident that the inequality

/ UV (1), Toh () dy > —0.5 / (VA" (t, ) + IVt m)Py dy - (15)
2
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is fulfilled for a.a. t € T. Let us multiply the first inequality of (14) by [? and
add to the second one. Taking into account (15), we have for a.a. t € T

(9" () 9 () + (" (2), Vth(t))H‘f'Oﬁ/{‘Vﬂh(tan)|2+l2|vyh(ta m|*}dn (16)
2

< (g"(1),ui(t) — Bu"(t) + Co(t))m + 1P (x"(8), 0" (8)) 1 + b2 |v" () -
Note that 7" (t) = g"(¢ ) IV (t). In this case, for a.a. t € T
(" (&), " () + O ()5 = ("(8) = W" (), " () + O B (A7)
= (¢"(&), V" ()i + (b= D" ()7 < 0.5(g"(t)[F + (0.5 + [b— )" (&) [3;-
Combining (16) and (17), we obtain

&Ao(w'i,w(t),qﬁ(t),w(t))+0-5 /{\Vﬂh(tﬂ?)lz+12|VVh(tﬂ7)\2}dn (18)

< 222240y (1), gl (), w(t)) + o+,

where 7" = (¢4 (£) — w® (£)) (x(t, 2%y (1), u (1) —u5 (1)), % = (g"(t), wi(t) -
Bu(t) + Cv(t)) g for a.a. t € T. For a.a. t € §; = [1;, Ti+1], it is easily seen that
W < (dh(m) — w® (7)) (bl (1), ul (1) — u3(0) + kot —7)Y/2, (19)

(2l (), u (1)) = X (i, €8l uP (8))] < by (ot (E—70) Y2+ [plh —wz\,wu)?{}j
20

From (19) and (20) we have for a.a. t € ¢;
W < (g (m) — w® (1) (x (i, €8, 0l ul (1)) — b (t)) (21)

+halgh (1) — W () [{h + (¢ = 7)Y + |} — Ok (D)
Estimate the last term in the right-hand side of inequality (18). For a.a. t €
[7i, Tit]

19" () = yitla = 7" (1) + () =yl < Aa(t) + Aaa(?), (22)
where yf = w® (r;) —p]! (w(2 (7i)— ﬁh) Ai(t) = [w ()=l , () —w® (1) +
pela, Azi(t) = Hw® (1) — @l (1) — w® (1) + &l |y For aa. t € 6; = [1i, Tiral,

t
it is easily seen that A ;(t) < |pf — ¢Z)w(t)|H + [ (1) | dr, A2i(t) < Th +

lf{|<pA (i + 0@ (7)| g} d7. From this equation and (22), for a.a. t € &, it

follows that
t

9" () =yl < lh+/{l\¢’2,w(7)|H+Iw(1)(T)IH+\w(2) (T} dr+|p} =94 (D)1

(23)
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By virtue of (11), taking into account results of [8,9], from estimate (23) we
derive

m— 7'7+1

}:(/ tn<ﬁ<kxh+6+k5/m 0l ()l dr < k2 (k). (24)
=0

where M (t;7;) = |g"(t) — yf|H{\Buf|H + |Cv(t)|g + |ui(®)|g} for a.a. t € §;,
v(h) = (h+ 8(h) + a(h))/? + (h 4+ 6(h))a~1 (h). Note that, for a.a. t € &,
¥ < (' ui(®) - Bul + Co@)u + M(t; 7). (25)

Let the symbol (-,-)gxr denote the scalar product in the space H x R. Let us
define elements v§ from the conditions

inf (3i7@(7-iap?7§zh7uavie))H><R > sup inf (817 (Tiaé-zha uvv))HXR - h7 (26)
ueP vEE WEP

where 45(7-171717 % 7“?7”( )) = {B’U‘? - CU(”?X(T&&??I)?’U?)}? Si = {_yzh7¢£l -
w® (1;)}. Tt is obvious (see Condition 1) that u.(t) € H(t,w™(t),w(t))

U o(t, 0w (1), w® (t),u,vf) for a. a. t € [r;,7i11). Then, for a.a. t € §;, there
uepP
exists a control u(M)(t) € P such that

O, wV (), w? (), uV(t),vf) = u*(t) fora.a. telr,ma] (27)
Using the rule of definition of the strategy U, we deduce that

(Si7Q(Tivp?7£zh7u?7v(t)))HXR S HelfP Sug(ShQS(Tiap?vgzhvuav))HxR + h. (28)
u ve

Here (see (12)), ul* € U(7;, &8, ph, b w(m)); Uz, rip (+) is an unknown realization
of the control of the opponent. In turn, from (26) we have

sup inf (sz,sﬁ(n,pl, LU, U) ) HxR < 1nf (sz,é(ri,pf, f,u,vf))HxR +h. (29)
veE uE

Moreover, it is evident that the equality

lnf Sup(slvqs(TZapz 7§’L 7u U))HXR - Sup lnf (S’L’@(Tiap?agzha U,”))HXR (30)
u€P yeR vEE UE

is valid. From (28)—(30) we have
(5, (i, 91, € it 0 () 1w < i (55, (73, P75 €1 0, 09) ) cw + 20 (31)

S(sivqi(t pza 17 (1)( )7 z))HXR+2h+L|wh )( )|(t77—1)

Here, L is the Lipschitz constant of the function x(:) in the corresponding
domain. In this case, for a.a. ¢t € d;, it follows from (27), (31) that

(Sivds(Tﬂpz ,fl y Wiy (t)) - U*(t))HX]R (32)
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< 20+ LIy! = w® (m)|{t =7 + 1€l — 0w (@) + pf = w® (O)]}-
By virtue of (32) and (21), for the interval [r;, 7;11], we derive
SRR (33)

<7 (t) + ke{h? +t — 7 + A2, (1), ga (1), w(t) + Ip7 — WA (O],
where
(1) = (i, (7, 0 €1 uf' v(1) — ' (t)) e
We deduce from inequalities (18) and (33) that
dA(t, mz,w(')v QZ(')v w())
dt
heA(t, 2l (), dA (), w()) + ke {B® +t — i+ [P} — 4, ()5} for aa.t €6,
Using (34) and (24), by virtue of the Gronwall lemma, we obtain for ¢t € T

< M(t;mi) (34)

m 1 Ti+1

Aty 2l () dh () w () < ks / M(t; ;) dt + 5(h? + 5)} < ko 2(h).

Ti

The statement of the theorem follows from the last inequality.
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Abstract. In the present work we consider a frictional contact model
with normal compliance. Firstly, we discuss the weak solvability of the
model by means of two variational approaches. In a first approach the
weak solution is a solution of a quasivariational inequality. In a second
approach the weak solution is a solution of a mixed variational problem
with solution-dependent set of Lagrange multipliers. Nextly, the paper
focuses on the boundary optimal control of the model. Existence results,
an optimality condition and some convergence results are presented.

Keywords: Contact model - Friction - Normal compliance - Weak
solutions *+ Optimal control - Optimality condition + Convergences

1 Introduction

The present paper focuses on the weak solvability and the boundary optimal
control of the following contact model.

Problem 1. Find a displacement field u : £2 — R? and a stress field o : 2 — §?
such that

Dive +f,=0 in £,

o =Fe(u) in £2,
u=0on I,

ov=yFf, only,

—0, = py(Uy, — ga) on I3,

||UT|| S p'r(uv - ga)a . on I’
O'T:_pr(ul/_ga) ||Z:” if UT#O &
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Notice that §2 is a bounded domain of R3 with smooth enough boundary,
partitioned in three measurable part I, Is and I5; u, = u - v, ur = U — UV,
o, =(ov) v,o, =0ov—o,v, “” denotes the inner product of two vectors, || - ||
denotes the Euclidean norm, v is the unit outward normal vector.

Problem 1 is a contact problem with the normal compliance condition, asso-
ciated to the Coulomb’s law of dry friction. A normal compliance condition was
firstly proposed in [17]. Then, such a contact condition was used in many models,
see e.g. the papers [2,7-9,20].

In the normal compliance contact condition

_Gu:pu(uv_ga) on I3,

p, is a nonnegative prescribed function which vanishes for negative argument
and g, > 0 denotes the gap (the distance between the body and the obstacle on
the normal direction). When u,, < g, there is no contact and the normal pressure
vanishes. When there is contact then u, — g, is positive and represents a measure
of the interpenetration of the asperities. Then, the normal compliance condition
shows that the foundation exerts a pressure on the body which depends on the
penetration. For details on the physical significance of the model we refer to [22].

The rest of the paper has the following structure. Section 2 is devoted to the
weak solvability of the model by means of two variational approaches. In Sect. 3
we discuss an optimal control problem which consists of leading the stress tensor
as close as possible to a given target, by acting with a control on a part of the
boundary.

There are several works concerning the optimal control of variational inequal-
ities, see for instance [3,4,6,10,15,16,18,23]. Nevertheless, only few works are
devoted to the optimal control of contact problems, see [1,5,14]. The present
paper adds a new contribution.

2 On the Weak Solvability of the Model

In this section we shall indicate two variational approaches in the study of Prob-
lem 1. Let us make the following assumptions.

Assumption 1. F: 2xS? — S? F(x,e) = (Fiju(x)eji) for alle = (g45) € S?,
ae. © € Q2. Fiji = Fjiw = Friij € L=2), 1 < 4,4,k 1 < 3. There exists
mg > 0 such that F(z, ) : T > mz|7||? for all T € S3, a.e. zin £2.

Assumption 2. f, € L%(2)3, f, € L*(I)3.

Assumption 3. p. : I's x R — Ry (e € {v,7}). There exists L, > 0 such that
|pe(x,71) — pe(x,72)| < L |11 — 12| for all r1, ro € R a.e. © € I's. The mapping
x— pe(x, 1) is measurable on I's, for any r € R and p.(z,r) =0 for all r <0,
a.e. x € I3.

Assumption 4. g, € L*(I3), go(x) > 0, a.e. T € I3.
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Assumption 5. mz > c3(L, + L,).

Assumption 5 is a smallness assumption which was introduced mainly for mathe-
matical reasons. However, for some materials and frictional contact conditions
we have appropriate constants mx, L, and L, which fulfill Assumption 5. Notice
that “:” denotes the inner product of two tensors and ¢y = ¢o(£2, I, I3)> 0 is
a “trace constant” such that:

||’UHL2([‘3)3 < ¢ ||’U||V for all v € Vv, (1)
where
V={veH (2)?| v=0ae onl}}
In a first approach the weak solution is a solution of a quasivariational
inequality having as unknown the displacement field.
Problem 2. Find a displacement field u € V' such that
(Au,v —u)y + j(u,v) —j(u,u) > (f,v—u)y forall veV. (2)

Herein,

AV =V (Au,v)y = (Fe(u),e(v)) 12 g)2x3,

j:VxV—-R j(u,’u):/

Pty — ga)loy | dT" + / pr(uy — ga)llo- || dT,
I

I3

(f,v)V:/QfO~vd:E+ fo-vdl. (3)

I3

We have the following existence and uniqueness result.
Theorem 1. Under Assumptions 1-5, Problem 2 has a unique weak solution.

For the proof we refer to Theorem 5.30 in [22].

The second approach is a mixed variational approach. The mixed variational
formulations are related to modern numerical techniques in order to approxi-
mate the weak solutions of contact models. Referring to numerical techniques
for approximating weak solutions of contact problems via saddle point technique,
we send the reader to, e.g., [19,24,25]. The functional frame is the following one.

V={ve H(2)*|v=0ae. onI}};
S={wlp|weV}
D=5
Notice that w|p, denotes the restriction of the trace of the element w € V' to

Iy. Thus, S € HY?(I'3;R3) where H'/?(I'3;R?) is the space of the restrictions
on I3 of traces on I' of functions of H!(£2)3. We use the Sobolev-Slobodeckii

norm
i<lls = (/F /F 1¢(=) — ¢(y)I? ds., dsy)l/z,

Iz — ylI?
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Foreach (€ S5, {, =¢-vand {(; = — (v a.e. on I3.
Let us consider f € V, see (3), and let us define two bilinear forms a(-, ) and
b(-,-) as follows:

a(,-): VxV =R, a(u,v)= /Q.Ts(u(m)) ce(v(x)) du;
b(,-): VxD—-R blv,pu) = {uvln).
Also, we define a variable set A = A(yp),
A(p) ={n € D|{p,v|r)

< /P (00 (@00 () — go) 0w (@)] + Dr(2, 00 (@) — gu)|0- (@) VAT v € V.

Notice that (-,-) denotes the duality pairing between D and S.
The second variational formulation of Problem 1 is the following one.

Problem 3. Find u € V and A € A(u) C D such that

a(u,v) +b(v,\) = (f, v)y forall veV,
b(u, pp — A) <0 for all p € A(u).

In this second approach, a weak solution is a pair consisting of the displacement
field and a Lagrange multiplier related to the friction force.

Theorem 2. Under Assumptions 1—4, Problem 3 has at least one solution.

The proof of Theorem 2, based on the abstract results we have got in [11],
can be found in the very recent paper [12].

Remark 1. Treating the model in the first approach we can prove the existence
and the uniqueness of the weak solution. But, the approximation of the weak
solution is based on a regularization/penalization technique. Treating the model
in the second approach we are led to a generalized saddle point problem. Recall
that, for weak formulations in Contact Mechanics via saddle point problems,
efficient algorithms can be written in order to approximate the weak solution
(see primal-dual active set strategies). But, there are a few open questions here:

— the study of the uniqueness of the weak solution of the mixed variational
formulation Problem 3;
— a priori error estimates; algorithms.

3 Boundary Optimal Control

Let us discuss in this section a boundary optimal control problem related to our
contact problem.
For a fixed function f, € L?(£2)3, we consider the following state problem.
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(PS1) Let fo € L?(I2)? (called control) be given. Find w € V such that
(Au,v — w)y + j(u, v) — j(u,u) > /Q fol@) - (v(e) — u(z)de  (4)
+ [ fal@) (v(@) — u(@)dl’ forall ve V.

According to Theorem 1, for every control f, € L?(I%)3, the state problem
(PS1) has a unique solution u € V, u = u(f,). In addition, the following
estimation takes place:

1
[ullv < mif(“fo”L?(n)3 + collfollz2(ry)2),

where mz is the constant in Assumption 1 and ¢y appears in (1).
Now, we would like to act a control on I's such that the resulting stress o be
as close as possible to a given target

oq=Fe(ug)

where u4 is a given function.
Let Q- be the real Banach space

Qoo = {F = Fijir | Fijir = Fjira = Frtij € L=(02), 1 < 4,5,k 1 <3}

endowed with the norm || F||o = maxi<; j x1<3 || Fijril| o (). According to [22],
page 97,

1P T g2 gyes < 3IFllooli Tl zgexs  for all 7 € L2(2)2%,

Therefore,

lo—odll 2 (gyaxs <3 _max | Fijeillz (@) llu — wallv-

Thus, o and o4 will be close to one another if the difference between the functions
u and ug is small in the sense of V —norm.

To give an example of a target of interest, ug, we can consider uy = 0. In
this situation, by acting a control on I5, the tension o is small in the sense of
L?— norm, even if the volume forces f, does not vanish in £2.

Let a, 8 > 0 be two positive constants and let us define the following func-
tional

o B
L: LX) xV =R, L(fyu) = Sl —wali + Sf2l7e0m-

Furthermore, we denote

Vaa = {[u, f5] | [u,fs] €V x L*(I%), such that (4) is verified}.

(POC1) Find [u*,f3] € Vaa such that L(f5,v*) = min {L(fz7 u)}
[u,f3]€Vaa

A solution of (POC1) is called an optimal pair. The second component of the
optimal pair is called an optimal control.
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Theorem 3. Problem (POC1) has at least one solution (u*, f3).

Let us fix p > 0 and f, € L?(£2)3.

We introduce the following regularized state problem.

(PS2) Let fo € L?(I2)? (called regularized control) be given. Find uw € V
such that

(A’U,, v — ’LL)V + jp(u7 'U) - jp(u7 U) > (f07 v — u)LQ(Q)3 (5)
+(Fo, v — w) (e for all v € V.

Herein, j, : V x V — R is defined as follows,
Jp(u, v) = / P, un(x) = ga(@))(V/ (vy () + p* — p)dI’
I3
+/ Pz, uy () — go(x)) (V|| v (2)]|2 + p2 — p)dI”  for all u, v eV,
I3

where p?, e € {v, 7}, satisfies the following assumptions.

Assumption 6 p?: I's x R — Ry. The mapping x— pf(x,r) is measurable on
I's for any r € R, and p?(x,7) =0 for allT <0, a.e. x € I5.

Assumption 7 p?(z,-) € C}(R) a.e. on z € I'3. There exists M, > 0 such that
[pe(z,7)| < M, for all v € R, a.e. ® € I's. In addition |02 p?(z, )| < L. for all
reR, ae xelsj.

Assumption 8. There exists G, : Ry — Ry (e € {v, 7)} such that |p?(x,r) —
Pe(x,7)| < Ge(p) for allr € R, a.e. z € I'3 and lim,_,o Ge(p) = 0.

Notice that the functional j,(-,-) has the following properties:

for all u, v €V, j,(u,v) > 0; j,(u,0y) =0;

for all u € V, jp( ) : V — R is a convex and Gateaux differentiable func-
tional;

Jp(m1;v2) = 4o, v1) + 5o (M2, v1) = Jp (112, v2) < (Lo + L)l — m2lv |1 —
vo|ly for all ny,me, v1,ve € V.

for all u, v € V, there exists Voj,(u,v) € V such that

Jp(u, v+ hw) — j,(u, v)

%iir%) N = (Vajp(u,v),w)y forallweV.
vy (z)wy ()

Vaip(u,v) :/plp,a:uu — go(T)) ———

(Vadl & ) et

€, u z vr(z) - wo(x)
*ﬁﬁ’ A=) = 9@ T+ 2
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The regularized state problem has a unique solution u” € V that depends
Lipschitz continuously on f. This is a straightforward consequence of an abstract
result in the theory of the quasivariational inequalities, see e.g. Theorem 3.7, in
[21].

For every f, € L?(I%)?, the problem (PS2) has a unique solution u € V,
u = u(f,). In addition,

1
||U||v < 7(‘|f0HL2(Q)3 + CO||f2||L2(F2)3)-
mg

There exists an unique z € V such that

(z7v)V:/f0-vdx forall v e V.
Ie;

Furthermore, there exists an unique y(f,) € V such that
(y(f2),v)v = fo-vdl forallveV.

Let u € V be the unique solution of (PS2).
Let us define

02jp(u,u) = {¢ € V|jp(u,v) —jp(u,u) > ({, v —u)y forallve V}.

Therefore,
z+y(fy) — Au € 025,(u, u).

Since j,(-,-) is convex and Gateaux differentiable in the second argument,
we can write

D2p(w, u) = {Vaj,(u,u)}.
Thus, we are led to the following operatorial equation
Au+ Vo jo(u,u) =z + y(f5).
Let us define the admissible set,
V2, ={[u,fs) | [u,fs] €V x L*(Is)?, such that (5) is verified}.

Using the functional L, we introduce the regularized optimal control problem,

(POC?2) Find [u, f,] € V?, such that L(f,, a) = [ J{H]ienv" {L(f27 u)}
UsJ 2 ad

Theorem 4. The problem (POC2) has at least one solution (, f).

A solution of (POC2) is called a regularized optimal pair and the second
component f, is called a regularized optimal control.
The following result hold true.
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Theorem 5 (An optimality condition). Any regularized optimal control f, ver-

ifies

fr=—=7((fh)),

1
p
where 7y is the trace operator and p(f,) is the unique solution of the variational
equation

a(u(fy) = ua, )y = (p(fy), Aw+ D3jo(ulfy), ulf))w)v  for all weV,
u(f,) being the solution of (PS2) with f, = f,.

Herein, for all v € V, writing « instead of u(f,),

(DR, w0, w)y = [ Bapt( () — ga()) L)
I's u, (z)? +p
u-(xz)  w,(x)v,(x)
Ohp?(z,u,(x) — go(x d
R R et

+/ +pP(x, uy (2) — ga()) v (2w, (x)p? ”
I3

(u (@)% + 2372
vr(@) - we (@) (ur2 + p?) — (s - wr)(ur - v,)
(- (@)[2 + p2)772

T /F (@)~ 0a(z) ar.

The main tool in the proof of Theorem 5 is a Lions’s Theorem, which we
recall here for the convenience of the reader.

Theorem 6. Let B be a Banach space, X and Y two reflexive Banach spaces.
Let also be given two C' functions F: Bx X — Y, L: B x X — R. We suppose
that, for all 8 € B,

(i) There exists a unique 4(B) such that F(8,4(3)) =0,

(i) 02 F(B,a(B)) is an isomorphism from X onto Y.

Then, J(B) = L(B,u(B)) is differentiable and, for every ¢ € B,

dJ

%(ﬁ)g = 01 L(B,u(B))¢ — (p(B), 01 F(B,0(B))C )y v,

where p(B8) € Y’ is the adjoint state, unique solution of

(023, 5(8))] p(8) = 0o L8, (5)) in X"

For the proof of Theorem 6 we refer to, e.g., [1].

Let us indicate in the last part of this section two convergence results. The
first one involves the unique solution of the regularized state problem (PS2) and
the unique solution of the state problem (PS1).



378 A. Matei

Theorem 7. Let p > 0, f) € L*(2)3 and f, € L?>(I2)? be given. If w’, w €V
are the solutions of problems (PS2) and (PS1), respectively, then,

u’ —uinV as p— 0.

Next, we have a convergence result involving the solutions of the problems
(POC2) and (POCI).

Theorem 8. Let [u”,f,”] be a solution of the problem (POC2). Then, there
exists a solution of the problem (POC1), [u*,f3] , such that

w’ —u inVasp—0,
L’ — £ in L*(Iw)? as p — 0.

Theorems 3-8 are new results; their proofs will be published in [13].
Let us mention here some open questions:
o £, — f5in L2(I)? as p — 0;
e an optimality condition for (PS1);
e to study the boundary optimal control of the model by means of the mixed
variational formulation.
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of Variational Inequalities
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Abstract. The paper is concerned with the analysis and the numerical
solution of the multimaterial topology optimization problems for bodies
in unilateral contact. The contact phenomenon with Tresca friction is
governed by the elliptic variational inequality. The structural optimiza-
tion problem consists in finding such topology of the domain occupied by
the body that the normal contact stress along the boundary of the body
is minimized. The original cost functional is regularized using the multi-
phase volume constrained Ginzburg-Landau energy functional. The first
order necessary optimality condition is formulated. The optimal topol-
ogy is obtained as the steady state of the phase transition governed
by the generalized Allen-Cahn equation. The optimization problem is
solved numerically using the operator splitting approach combined with
the projection gradient method. Numerical examples are provided and
discussed.

Keywords: Topology optimization - Unilateral contact problems -
Phase field regularization - Operator splitting method

1 Introduction

Multimaterial topology optimization aims to find the optimal distribution of sev-
eral elastic materials in a given design domain to minimize a criterion describing
the mechanical or the thermal properties of the structure or its cost under con-
straints imposed on the volume or the mass of the structure [1]. In recent years
multiple phases topology optimization problems have become subject of the
growing interest [1,5,15]. The use of multiple number of phases during design
of engineering structures opens a new opportunities in the design of smart and
advanced structures in material science and/or industry. In contrast to single
material design the use of multiple number of materials extends the design space
and may lead to better design solutions.

Analytical and numerical aspects of the multimaterial structural optimiza-
tion are subject of intensive research (see references in [1,15]). Many methods
including the homogenization method [2], the Solid Isotropic Material Penaliza-
tion (SIMP) method [3] or different methods based on the level set approach

[8,11,12], successful in single material optimization, have been extended to deal
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with the multimaterial optimization. The extension of these methods faces sev-
eral challenges. A crucial issue in the solution of the multimaterial optimization
problems is the lack of physically based parametrization of the phases mixture
[1,15]. Although in the literature are proposed different material interpolation
schemes, in general, they may influence the optimization path in terms of the
computational efficiency and the final design. The level set methods can elim-
inate the need of the material interpolation schemes provided that interphase
interfaces are actually tracked explicitly [1]. Among others, in [1] a multima-
terial topology optimization problem for the elliptic equation has been solved
using the level set method. The elasticity tensor has been smeared out using the
signed distance function. In [15] similar optimization problem has been solved
numerically using a generalized Allen—-Cahn equation.

The paper is concerned with the structural topology optimization of sys-
tems governed by the variational inequalities. The class of such systems includes
among others unilateral contact phenomenon [9] between the surfaces of the elas-
tic bodies. This optimization problem consists in finding such topology of the
domain occupied by the body that the normal contact stress along the boundary
of the body is minimized. In literature [11] this problem usually is considered
as two-phase material optimization problem with voids treated as one of the
materials. In the paper the domain occupied by the body is assumed to consist
from several elastic materials rather than two materials. Material fraction func-
tion is a variable subject to optimization. The regularization of the objective
functional by the multiphase volume constrained Ginzburg-Landau energy func-
tional is used. The derivative formula of the cost functional with respect to the
material fraction function is calculated and is employed to formulate a necessary
optimality condition for the topology optimization problem. The cost functional
derivative is also used to formulate a gradient flow equation for this functional
in the form of the generalized Allen—-Cahn equation governing the evolution of
the material phases. Two step operator splitting approach [15] is used to solve
this gradient flow equation. The optimal topology is obtained as a steady state
solution to this equation. Finite difference and finite element methods are used
as the approximation methods. Numerical examples are reported and discussed.

2 Problem Formulation

Consider deformations of an elastic body occupying two-dimensional bounded
domain {2 with the smooth boundary I' (see Fig.1). The body is subject to
body forces f(z) = (fi(z), f2(2)), x € £2. Moreover, the surface tractions p(z) =
(p1(z),p2(x)), x € I, are applied to a portion I of the boundary I". The body
is clamped along the portion Iy of the boundary I'" and the contact conditions
are prescribed on the portion I5. Parts Iy, I, I of the boundary I satisfy:
I’iﬂfj :Q),Z?éj, i,j:0,1,2, F:F()Ufl UFQ.

The domain {2 is assumed to be occupied by s > 2 distinct isotropic elas-
tic materials. Each material is characterized by Young modulus. The voids are
considered as one of the phases, i.e., as a weak material characterized by low



382 A. Myslinski

T tigid foundation

o 1 2 3 « 5 0 7 g

Fig. 1. Elastic body occupying domain {2 in unilateral contact with the foundation.

value of Young modulus [2]. The materials distribution is described by a phase
field vector p = {pm}5,—, where the local fraction field p,, = pm(z) : 2 — R,
m = 1,...,s, corresponds to the contributing phase. The phase field approach
allows for a certain mixing between different materials. This mixing is restricted
only to a small interfacial region. In order to ensure that the phase field vec-
tor describes the fractions the following pointwise bound constraints called in
material science the Gibbs simplex [5,15] are imposed on every p,,

A < pm < P, form =1,...;s, and Z pm =1, (1)
m=1

where the constants 0 < «,, < G, < 1 are given and the summation operator is
understood componentwise. The second condition in (1) ensures that no overlap
and gap of fractions are allowed in the expected optimal domain. Moreover the
total spatial amount of material fractions satisfies

/ pm(z)dr = wy, | 2], 0<w, <1, form=1,..,s, and Z wy, = 1.(2)
0 m=1

The parameters w,, are user defined and | {2 | denotes the volume of the domain
2. From the equality (1) it results that ps =1 — an_:ll pm and the fraction p,
may be removed from the set of the design functions. Therefore from now on the
unknown phase field vector p is redefined as p = {pm}fﬂ;ll. Due to the simplicity
and robustness the SIMP material interpolation model [3,4] is used. Following
this model the elastic tensor A(p) = {aijkl(l))}?,j,k,lﬂ of the material body is

assumed to be a function depending on the fraction function p:

AD) = 3 0o An = 3 gomAn + 90— 3 o)A (3)
m=1 m=1 m=1

with g(pn) = p2,. The constant stiffness tensor A,, = {d;’]?kl}ij7k7l=1 character-
izes the m-th elastic material of the body. For detailed discussion of the interpo-
lation of the material elasticity tensor see [1,4,7]. It is assumed, that elements
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a;jk and &Z-Lkl(a:), i,5,k,l =1,2, m =1, ..., s, of the elasticity tensors A and A,,,
respectively, satisfy [9] usual symmetry, boundedness and ellipticity conditions.
Denote by v = (u1,u2), v = u(z), € §2, the displacement of the body and
by o(x) = {o4j(u(z))}, 4,7 = 1,2, the stress field in the body. Consider elastic
bodies obeying Hooke’s law, i.e., for z € {2 and 4,5, k,l = 1,2,

def 1
0ij (@) = agjra(p)er (u(x)), en(u(@)) = 5 (una(2) +ue(@),  (4)
where uy (z) = &g‘%w(f). We use here and throughout the paper the summation

convention over repeated indices [9]. The stress field o satisfies the system of
equations in the domain 2 [9]

_ oij(z)

—0ij(2),g = fiz) 0ij(2)y =5 we€ i,j=12 (5)
J

The following boundary conditions are imposed on the boundary 92

ui(z)=0 on Iy, o4(z)n;=p; on Iy, i,j=1,2, (6)
(uy +v) <0, oy <0, (uy +v)oy =0 on Iy, (7)
| or |§ 1, wuropr+ | ur |: 0 on Iy, (8)

where n = (n1, nq) is the unit outward versor to the boundary I". Here uy = u;n;
and on = o;;n;n;, i,j = 1,2, represent [9] the normal components of displace-
ment u and stress o, respectively. The tangential components of displacement
u and stress ¢ are given [9] by (ur); = u; — uyn; and (or); = o4;n; — ONT,
i,j = 1,2, respectively. | ur | denotes the Euclidean norm in R? of the tangent
vector ur. A gap between the bodies is described by a given function v.

Let us formulate contact problem (5)—(8) in the variational form. Denote by
Vip={2€ H'(§;R?) : 2,=00n1lp, i=12}and K ={2 €V, : 2y +v <
0 on I} the space and the set of kinematically admissible displacements and
by A = {¢ € L3(Iy; R?) :| ¢ | < 1} the set of tangential tractions on I%.
Variational formulation of problem (5)—(8) has the form: for a given (f,p,p) €
L2(02; R?) x L3(I'y; R?) x L*°(2; R*=YHNHY(2; R*71) find a pair (u,\) € K x A
satisfying for i, 7, k, 1 =1,2

/Q aijkl(/))eij(u)ekl(% - Ui)dx - /Q fi(%‘ - Ui)de -

/ pi(goi — ul)ds + )\i(QDTi — uTi)ds >0 V@i eK, (9)
Fl FZ

I’

The function M is interpreted as a Lagrange multiplier corresponding to the term |
ur | in equality constraint in (8) [9]. This function is equal to tangent stress along
the boundary I%, i.e., A = —o7,, and belongs to space H~Y2(I'y; R?). Here
following [9] function ) is assumed to be more regular, i.e., A € L?(I; R?). Recall
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from [9,14] under assumptions imposed on the elasticity tensors by standard
arguments for a given (f,p,p) € L?(§2; R?) x L?(I'y; R?) x L*>(2; R*~!) there
exists a unique solution (u, A\) € K x A to the system (9)—(10).

3 Phase Field Based Topology Optimization Problem

Before formulating a structural optimization problem for the system (9)—(10) let
us introduce a set U, of the admissible fraction functions:

s—1

Uly={p e L*(QRHNH (R ) :1-6,< Y pm < 1—a,
m=1

amgpmgﬁmv /pmdm:wm|9| for m:]_,...,871}. (11)
2

The set U?, is assumed to be nonempty. The aim of the structural optimization
of the bodies in contact is to reduce the normal contact stress responsible for
wear, vibrations of the contacting surfaces or generated noise. The structural
optimization problem with normal contact stress functional is difficult to analyze
it and to solve it numerically. Therefore following [11] we shall use the cost
functional J, : H 1(£2) — R approximating the normal contact stress on the
contact boundary I

Jy(u(p)) = /F o (u(p)) v (2)ds, (12)

depending on a given auxiliary bounded function n(z) € M*t. The set M*t =
{n=(nm) € 'R i <0 on 2, i =12, || n|umar) < 1}
Functions oy and 7y are the normal components of the stress field o and the
function 7, respectively. The optimization problem consisting in finding such
p € U?, to minimize the functional J,(u(p)) in general has no solutions [2,6,7,9,
14,15]. In order to ensure the existence of optimal solutions let us regularize the
cost functional (12) by adding to it a regularizing term E(p) : U?; — R rather
than the standard perimeter term [2,7,14]

J(p;u(p)) = Jn(u(p)) + E(p). (13)

The Ginzburg-Landau free energy functional E(p) is expressed as [7,15]

s—1
B = Y [ 6lon)a vlpm) =5 | Vou P +20n(0n). (14

where € > 0 is a real constant governing the width of the intrefaces, v > 0 is a
real parameter related to the interfacial energy density. Moreover Vp,,,-n = 0 on
I for each m. The function ¥ 5(pm) = p2,(1 — pm)? is a double-well potential [7]
which characterizes the concentration of the material phases [15]. The structural
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optimization problem for the system (9)—(10) takes the form: find p* € U?, such
that

J(p*u*) = min J(p,u(p)), (15)

PEUL,
where u* = u(p*) denotes a solution to the state system (9)-(10) depending
on p* € L®(2; R~ N H' (2; R*~') and the set U?, is given by (11). The
existence of an optimal solution p* € U”, to the problem (15) follows by classical
arguments (see [5,6,14]).

4 Necessary Optimality Condition

Let us apply the Lagrangian approach to compute the derivative of the cost func-
tional (13) with respect to the function p. The Lagrangian L(p) = L(p,u, A, p?,
q") : L2 R N HY (2, REY) N UL, x HY (2, R?) x L*(Iv; R?) x Ky x A4
associated to the problem (15) is expressed for 4,5, k,l = 1,2 as

L(p,u, A\, p*,q") = Jy(u(p)) + E(p) + /Q aijri(p)eij(w)ex (p®)de —

/fl-p?dx—/ pl-p?ds—i—/ )\ip%l-ds—i—/ qlurids.  (16)
(9} [‘1 Fz F2

Using the same approach as in proof of [14, Theorem 4.35, p. 219] an adjoint
state (p%, %) € K1 x Ay for i, j,k,1 = 1,2 is defined as the solution to the system

/aijkz(p)eij(n +pa)€kl(§0)d9€+/ alorids =0 Vo, € K, (17)
(9] Iy

/ G(PT +nri)ds =0 V¢ € Ay (18)
I

The sets K; and A; are given by K1 = {£ € V;, : & =0 on A% } as well
as Ay = {¢ €A : ¢(x) =00n By UByU B] UBj}, while the coincidence
set A" = {z € I : uny + v = 0}. Moreover the other sets are determined
as By ={zcly:\Nz)= -1}, Bo={x cIy: \Nz) =41}, B; = {z € B; :
un(z) +v=0},i=1,2, B = B;\ By, i = 1,2. From [12], [14, Theorems 4.16,
4.27] it follows the mapping p — u(p) is Gateaux differentiable. Using (9)—(10)
and (16)—(18) the derivative of the Lagrangian L with respect to p is determined
for all ¢ € H'(2; R*~ ') and 4,4, k,l = 1,2 as

aJ OL =

= dr = - A% a®)dr = - Vm
/Qap(p’“)< x /Q 8p(p,u, P, q")Cdx m§=1/9h€vp Vim +

T ()Gl + /Q [ijni (pm)eij (wew (p* +n) = fi(pi +0i))Gmdz. (19)

From (1) and (3) it results the derivatives of the function ¢ g(p,,) and the tensor
element a;jx;(pm) with respect to p,, are equal to ¥z (pm) = 4p3, —6p2,+2pm and
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aiin(p) = Bp%dﬁkl — SpE&fjkl, respectively. Using (19) the necessary optimality
condition to the optimization problem (15) takes the form [2], [13, Lemma 2.21]:

Theorem 1. Let U?, be a nonempty closed convex subset of HY(2; R*~Y) and
p* € Ul be an optimal solution to the structural optimization problem (15).

Then
oJ

Lo
The functions (u*, \*) € K x A and (p**, ™) € K1 x Ay in the derivative formula
(19) denote the solutions to the systems (9)-(10) and (17)-(18) for p = p*.

*ut)(p—pF)de >0 VpeU?,. (20)

Using the orthogonal projection operator Pye = L*(2;R*™Y) — UP, from
L%(£2; R*~') on the set U?, condition (20) can be written [15] in the form: if
p* € U?, is an optimal solution to the structural optimization problem (15),
then for p € Rand p >0

aJ (p*,u*)

G =0 (21)

Pye [p" —
Recall [7] the structural optimization problem (15) can be considered as a phase
transition setting problem consisting in such evolution of the phases to minimize
the cost functional (13) with respect to the initial configuration. In order to
describe the evolution of phases in time let us assume that the phase field vector
p depends not only on z € {2 but also on time variable ¢ € [0,T], T > 0is a given
constant, i.e., p = p(z,t) = {pm(z,t)}5,—1. The variable ¢ may be interpreted
as an artlﬁmal time or iteration number in the computational algorithm [7,15].
Using the right hand side of (21) let us formulate the constrained gradient flow
equation of Allen-Cahn type [5,7,15] for the cost functional (13): find function
p € U?, satisfying the initial boundary value problem:

% = —Pye [p— n?2EM) +p in 2, vte(0,T), (22)
Vp-n=0 on 012, ¥t €[0,T), (23)
,0(0,33) = ,00(33') in !27 t=0, (24)

with po(z) = {pom ()}, denoting a given H'(£2; R*~') regular function. For
po € HY(2; R°~1) the system (22)—(24) possesses a solution p € L°>(0,T; H!
(2)) NHY(0,T; L?(£2; R*~Y)) (see [10]). The stationary solutions of (22)—(24)
fulfill the first order necessary optimality conditions (20) or (21) for the problem
(15) [5,7]. For % = 0 the right hand side of the Eq. (22) vanishes and p(z,t) =
p*(z,t) is an optimal solution to the problem (15).

For the sake of numerical calculations we reformulate the initial boundary
value problem (22)—(24) using the operator splitting approach [5,15]. Remark,
the cost functional (13) may be represented as a sum of two functionals, i.e.,

J(p,u) :Jl(p,UHJz( 0) given by Ji(p, u) = Jy(ulp D+ o JffB(Pm)dQ
and Jy(p) = 325 05 | Vo |* dS2. The derivatives of these functionals result

m=1
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from formula (19). Assume the time interval [0, 7] is divided into N subintervals
with stepsize At =ty —tg, k= 1,..., N and px = p(tx) is known. The design
variable pr41 at the next time step ¢y is calculated in two substeps. First the
trial value p is calculated from the gradient flow Eq. (22) for the functional J;
only. Next this solution is updated to ensure its H'({2) regularity [5] by solving
the gradient flow Eq. (22) for the functional J> only with the boundary condition
(23), i.e.,

o0p . 0Ji(p,u .

?f:_ e | —18(2)]+p, p(te) = pr, th <t <tppr (25)
0 aJ. .
d7f =— ;ﬁp), p(tr) = pr+1, te <t <try1. (26)

5 Numerical Results

The topology optimization problem (15) has been discretized and solved numer-
ically. Time derivatives are approximated by the forward finite difference. Piece-
wise constant and piecewise linear finite element method is used as discretiza-
tion method in space variables. The derivative of the double well potential is
linearized with respect to p,,. Primal-dual active set method has been used to
solve the state and adjoint systems (5)—(8) and (17)—(18). The initial boundary
value problem (22)—(24) has been solved in two steps according to scheme (25)—
(26). The algorithms are programmed in Matlab environment. As an example a
body occupying 2D domain

Q2 ={(r1,29) ER*:0< 21 <8 A 0<v(ny) <wp <4}, (27)

is considered. The boundary I" of the domain (2 is divided into three disjoint
pieces Iy = {(z1,22) € R2 121 = 0,8 A 0 <wv(z1) <29 <4}, IT = {(21,72) €
R?:0<z1 <8Axo=4}, Iy ={(z1,72) € R?: 0 < 21 <8 Av(r1) = 22}. The
domain {2 and the boundary I'; depend on the function v(z1) = 0.125- (z1 —4)2.
Domain {2 is filled with s = 3 elastic materials. The Poisson’s ratio of each
material is ¥ = .3. The Young’s moduli of materials are: £y = 6 - Fy, Ey =
3-FEy and E5 = Ey, Ey = 2.1 - 10" Pa. The parameters wi, ws, w3 are equal
to .25, .5 and .25 respectively. As an initial design pg a feasible design with
the uniform material distribution has been taken. The body is loaded by the
boundary traction p; = 0, p» = —5.6 - 10% N along the boundary I, the body
forces f; = 0,4 = 1,2. The auxiliary function 7 is selected as a piecewise linear on
{2 and is approximated by a piecewise linear function. The domain {2 is divided
into 80 x 40 grid. The parameters ¢ and -y are equal to the mesh size and to 0.5,
respectively. The total number of iterations k4, in the optimization algorithm
has been set to 90. It is approximately equivalent to final time T" = 125s.
Figure 2 presents the optimal topology domain obtained by solving structural
optimization problem (15) using the necessary optimality condition (22)—(24).
The areas with the weak phases appear in the central part of the body and near
the fixed edges. The areas with the strong phases appear close to the contact
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zone and along the edges. The rest of the domain is covered with the inter-
mediate phase. The obtained normal contact stress for the optimal topology is
almost constant along the contact boundary and has been significantly reduced
comparing to the initial one (see Fig. 3). The convergence of the cost functional
value and its gradient as a function of the number of iterations are shown on
Figs. 4 and 5, respectively. The cost functional value decreases almost monoton-
ically when the number of iterations increases. At the beginning this decrease is
significant and finally the cost functional value is almost steady. The regularized
functional value at first is increasing and next rapidly decreasing (see Fig.4).
Similarly, after a few initial iterations the gradient of the cost functional also
almost monotonically decreases to reach the steady state (Fig.5).

6 Conclusions

The topology optimization problem for elastic contact problem with Tresca
friction has been solved numerically in the paper. Obtained numerical results
indicate that the optimal topologies are qualitatively comparable to the results
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reported in other phase-field topology optimization methods. Since the optimiza-
tion problem is non-convex it has possibly many local solutions dependent on
initial estimate. Gradient flow method employed in H' space is more regular
and efficient than standard Allen-Cahn approach.
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Abstract. We discuss recent constructive parametrizations approaches
for implicit systems, via systems of ordinary differential equations. We
also present the notion of generalized solution, in the critical case and
indicate some numerical examples in dimension two and three, using
MatLab. In shape optimizations problems, using this method, we intro-
duce general optimal control formulations in the boundary observation
case. This extends previous work of the authors on optimal design prob-
lems with distributed cost functional.

Keywords: Implicit systems - Local parametrization - Shape
optimization - Boundary observation

1 Introduction

The implicit function theorem or the inverse function theorem ensure as well the
local existence of implicit parametrizations for the solution of implicit systems,
under classical assumptions, [2,3]. Recently, in authors’ papers, [8,14], explicit
constructions (via iterated ordinary differential equations) of implicit parame-
trizations, in dimensions two and three, have been discussed. A possible extension
of such constructions to arbitrary dimension is investigated in the preprint [15].
Moreover, this new approach allows the introduction of the notion of generalized
solution, solving implicit systems under C'! hypotheses, in the critical case.

Such considerations have impact in shape optimization problems (fixed
domain methods) where implicit representations of domains play an essential
role. The aim is to obtain a general method to solve optimal design problems
via optimal control theory. In the case of Dirichlet boundary conditions, a the-
oretical analysis together with numerical experiments are reported in [5,7]. For
a general background, we quote [6]. Notice that this method is essentially dif-
ferent from the level set method (for instance, no Hamilton-Jacobi equation is
necessary in [5,7]).

This paper is organized as follows. In Sect. 2, we recall briefly the implicit
parametrization approach. Some numerical examples in the critical case, in
dimension two and three are outlined in Sect. 3. The last section discusses pos-
sible applications in shape optimization.
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2 Implicit Parametrizations and Generalized Solution

We limit the presentation to the case of one implicit equation in dimension three:

2 an open connected subset. We assume that f € C'(£2) and there is
(20,9°,2Y) € §2 such that (1) is satisfied. We also impose, for the moment, that
(2%,4°, 29) is noncritical for f, i.e. Vf(2°, 9%, 2%) # 0. To fix ideas, we assume:

fo(@®,9°,2%) £ 0. (2)

Later, we shall remove this hypothesis and discuss the critical case. For the
general situation, we quote [15].

We associate to (1) the following systems of first order partial differential
equations (with independent variables ¢ and s) of iterated type:

' (t) = —fy(x(t), y(t), (1)), t €l
y'(t) = falz(t),y(t), 2(1)), tel, (3)
Z'(t) =0, tel,
z(0) = 2%, y(0) = 4°, 2(0) = 2 (4)
gb(S,t) = —fz(go(s,t),z/)(s,t),f(s,t)), s € IQ(t)a
U(s,t) =0, 5 € Iy(t), (5)
é(sat) = fa(o(s,1),7(s,1),&(s,1)), s € I(t),
©(0,1) = z(t), ¥(0,t) = y(t), £(0,¢) = (1), tel. (6)

The iterated character of the PDE system (3)—(6) consists in the fact that
the coupling between (3)—(6) is made just via the initial conditions (6). This very
weak coupling, together with the presence of just one derivative in each equation
create the possibility to solve (3)—(6) as ODE systems. Namely, the system (3)—
(4) is indeed of ODE type. The system (5)—(6) has the ¢ independent variable as a
parameter, entering via the initial conditions and may be interpreted as an ODE
system with parameters. The existence may be obtained via the Peano theorem
since f € C(£2). Moreover, one may infer via this theorem and some simple
calculations that the local existence interval I5(t) may be chosen independently
of t € I, i.e. Is(t) = I5. Under slightly stronger regularity assumptions, for
instance V f locally Lipschitzian, we also obtain uniqueness for (3)—(6). For very
weak assumptions in this sense, see [18] or [1], since the system (3)—(6) has
divergence free right-hand side.

The fact that (3)—(6) provides a parametrization of the solution of (1), around
(20,90, 2Y) is stated in the following theorem, proved in [8]:

Theorem 1. Assume that f € C*(2) and Iy, Iy are sufficiently small. Then,
(p,0,8) : I1 x Iy — 2 is a regular transformation on its image.
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Remark 1. The systems (3)—(4), respectively (5)—(6) are of Hamiltonian type, in
fact. In dimension two, for the implicit equation g(z,y) = 0, just one Hamiltonian
system may be used, to obtain the parametrization (see [13,14]):

a'(t) = —gy(a(t),b(t)), t € I,
b(t) = gx(al(t), b(t)), t € I, (7)
a(0) = a°, b(0) =",

In arbitrary dimension, the solution is more involved [15].

Remark 2. The advantage of Theorem 1 or other implicit parametrization
results, is exactly their explicit character. Moreover, the fact that the solution
is obtained via systems of ordinary differential equations makes it possible to
use maximal solutions. Theorem 1 has a local character, but in applications, the
maximal existence intervals I, Is may be very large. In many cases, one may
obtain even global solutions [8]. In comparison with implicit function theorems,
removing the restrictive requirement that the solution is in function form, allows
to obtain a more complete description of the manifold corresponding to (1).

The above construction provides the basis for the introduction of the gener-
alized solution of (1), in the critical case and we recall it briefly here, for reader’s
convenience. We remove hypothesis (2), that is the point (2°,4°,2°) may be
critical. We notice that the following weaker property is valid in general: there
is (z™,y™, 2™) € 2 such that

(z",y", 2") — (2°,%°, 2°) such that Vf(z™,y", 2") # 0. (8)

If (8) is not valid, then V f(2°,4°,2%)=0 in a neighborhood V of @°,%°, 29
and, consequently, f(z,y,z) = 0in V. This is a trivial situation of no interest.
For general implicit systems, a similar property may be stated, expressing the
fact that the equations of the system have to be functionally independent [15].

Due to (8), one can construct the solution of (3)—(6) with initial condition in
(z™,y™, 2™). We denote by T" C {2, the set described by (™, 9™, £™) obtained in
(5), in this case. Since f is in C1(£2), T™ may be assumed compact. By truncation
(or imposing {2 to be bounded), we get {T™} bounded with respect to n. On a
subsequence denoted by «, we have:

™ — T,
in the Hausdorff-Pompeiu metric, where T,, C {2 is some compact subset, [6].

Definition 1. In the general (critical) case, we call T = UT, to be the gen-
eralized solution of (1), where the union is taken after all the sequences and
subsequences as above.

It can be shown that (2°,4°, 2°) € T, any point in T satisfies (1) and that Def-
inition 1 provides the usual solution in the classical nonsingular case, [15]. That
is, Definition 1 is an extension of the classical notion of solution. If (2°,4°, 20)
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is an isolated critical point, then again T coincides (locally) with the solution of
(1). Otherwise, T may be just the boundary of the solution set of (1), according
o [15]. A complete description of the level sets (even of positive measure) of a
function, may be obtained in this way.
An algorithm for the approximation of generalized solutions is detailed in [9].
In the next section we indicate some computational examples in this sense.

3 Numerical Examples

All the examples in this section were performed with MatLab. We consider just
the critical case.

3

Ezample 1. Let g(x,y) = x° — siny, with the critical point (z¢,yo) = (O, E).

2
We are in the critical case: g(zo,y0) = 0, Vg(xo,%0) = (0,0). According to
Definition 1, we have to solve (7) with approximating initial conditions (0, g) +

1 1 1 1
(il()(y $100> , (O, g) + (iloo, ilOO) . The result is shown in Fig. 1. In Fig. 2

we perform a zoom around the critical point. The four curves corresponding to
these initial conditions cannot be distinguished visually, from each other.

——
[ T 18
4 17
— —
18
- . /:
1
14
/
4 M— S 13
1.4 12 1 0.8 06 0.4 0.2 0 02 2 0.25 0.2 0.15 -01 0.05 0
. 3 . ™ . us
Fig. 1. g(z, y)=r"-sin y,(z0, y0)=(0, 5) Fig. 2. Zoom around (zo,yo) = (0, 5)

Ezample 2. Let f(x,y,z) = xyz, with the initial point (z, yo, 20) = (0,0, 0).

We are in the critical case: f(zo,y0,20) = 0 and Vf(zo,y0,20) = 0.
C ider th imati initial diti 1 1 1 1 1
onsider the approximating initial conditions |—, —, — _
pp & 50°50°50)" \_ 50" 50’50

L
50°50°50) \50° 50°50)°

In Fig.3 we show the results for the system (3)—(4), the four curves cor-
responding to the four initial conditions. In Fig.4 we superpose the results,
corresponding to each of the previous four curves as initial conditions, obtained
for the system (5)—(6) together with the following alternative (see [9]) system:
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¢:07 s €1,
1b.: _fz(<P71/J»€)7 s 6127 (9)
§:fy(%1/%f), S 6I27

@(0) = x(t), (0) = y(b),£0) = =z(t),

The dark colours correspond to the points where both systems produce solutions.

Fig. 3. Ex. 2: the first system Fig. 4. Ex. 2: the second systems

Using the symmetry, the result can be extended for z < 0.

Ezxample 3. Let f(x,y,2) = (102? —y® — 2)(2* — 10y® — 2), with the initial point
(%0, Y0, 20) = (0,0,0).

We are again in the critical case: f(zo,¥0,20) = 0 and V f( xo,yo,zo = 0.
Consider the approximating initial conditions 119 L9
nsider roximating initi nditions | —, —, — — —
PP & 10 10° 100 10 10° 100

1 1 9 1 1 9 1 1 9 1 9
10710 100/’ 107107 100/ \ 10" 10" 100/’ 10’ 100

In Fig.5 we represent the solutions of the systems (3)—(4), respectlvely
o . 1 1 9

(6) for the initial condition (10, 0’ 100
solutions of the second system corresponding to all the six approximating initial
conditions. In fact, for the initial conditions with negative third coordinate we
have used the variant (9) of the system (5)—(6) that avoids y = ct, specific to (5)—
(6), and improves the graphical representation. We have intendedly represented,
for clarity, just a small number of integral curves.

. In Fig.6 we have put together the

4 Applications in Shape Optimization

A typical shape optimization problem has the form:

m(i)n//}j(yg(x),x)dx (10)
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\ \\\\\\N\\\{\\\ 4
W
\ \y \

\

“os

05 05

Fig. 5. The initial condition Fig. 6. The solution corresponding to
(1/10,1/10,9/100) the six initial conditions
subject to
—Ayo=1f in2 (11)
yo =0 on 002 (12)

Here E C 2 C D C R?, d € N, are bounded Lipschitzian domains, with £
and D given and {2 unknown, f € L?(D), Ais either Eor 2 and j: Rx D — R
satisfies appropriate measurability and other hypotheses [6]. More general state
equation, other boundary conditions may be considered as well. Traditional solu-
tion methods are boundary variations, speed method, topological asymptotics,
the mapping method, the level set method etc., [11,12]. In the papers [5,7,10]
functional variations for domains are introduced and studied. The idea is to
assume that the admissible domains for (10)—(12) are defined implicitly by

2 =0, =int{z € D;g € C(D);g(z) > 0} (13)

Here g is in some subset of admissible functions G4, corresponding to the
family of admissible domains {2 = (2,. For instance, since we impose that F C
{2 = {24, then we have to require

g(x) >0, Yz € E. (14)

Other constraints may be added according to the envisaged applications.
Due to the representation (13), one may use the functional variations of 2,
in the direction of h € C(D):

Qgixn = int{x € D; g+ A\h > 0}, (15)

where A > 0 is a scalar and h satisfies similar conditions as in (13), (14). Notice
that the variations (15) of {2 = {2, may be very complex, combining boundary
and topological variations. The function ¢ is a shape (or level) function, but the
approach (13)—(15) is not to be confused with the level set method (we have
no artificial time in the definition of {2, or in g, we need no Hamilton-Jacobi
equation, etc.).
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An essential ingredient in using general functional variations in the problem
(10)—(12) is the following approximation of (11), (12):

1 .
7Ay€+g(1iH6(g))y6:fa ZTLD, (16)
ye =0, on 9D, (17)

where H is the Heaviside function and H¢ is some regularization. Such penaliza-
tion/regularization approaches were used already in [4]. The basic approximation
result in this case, according to [5], is the following;:

Theorem 2. If 2 = (2 is of class C, then y. /o, — yo, weakly in H'(£24), on
a subsequence.

Domains of class C, roughly speaking, have just continuous boundary. A
thorough presentation with applications can be found in [16].

Based on Theorem 2, one can approximate the problem (10)—(12) by the
problem (10), (16), (17). If A = E, this formulation is already a self-contained
optimal control problem with unknown g. If A = 2, then we approximate as
well (10) by

/D H (g(x)) (4 (), 2)d. (18)

Notice that the formulation (16)—(18) excludes the explicit presence of the
unknown geometry of {2 and is in fact an optimal control problem with the
control g acting in the coeflicients of the lower order terms of the state equation
(16). Solving for the optimal g. immediately yields the optimal geometry 2, as
a level set. In the formulation (16)—(18) one can easily use functional variations
as in (15). See [5,7,10] for numerical examples as well.

The case of boundary observation (cost) needs a special treatment based
on the developments from Sect. 2 and we shall briefly comment on this, just in
dimension 2.

We also fix, without loss of generality, some point z¢ = (z,23) € D\E C R?
such that g(xg) = 0 for any admissible g € C'(D). We assume as well that

g9(x) =0 = Vyg(z) #0, (19)
g(z) #0, on 9D, (20)

to avoid the presence of critical points on 02, and the corresponding admissible
domains will not “touch” @D. We shall denote by A,, the connected component
of 0124, containing ¢ (the presence of multiply connected domains {2, is allowed
in our setting).

The above setting together with the condition (14) defines the set Ggq of
admissible controls in (16)—(18). It is possible to work without (20), but this
would complicate the exposition. Finally, we impose that G,y C W>°(D).
Notice that the obtained class of admissible geometries remains very rich.
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Then, by Sect. 2, relation (7), we know that A, can be parametrized by the
solution of the Hamiltonian system:

A0 = = 2L @10 220, 1€ T (21)
#(0) = 2@ (0,2:00), 1 € 1,
(21(0), 22(0)) = . (22)

By Proposition 3 in [14], due to the boundedness of D and (19), (20), we may
assume that the solution of (21), (22) is periodic and A, is a closed curve, for
any g € Gaq. The interval I, may be assumed to start in 0 and have the period
length (that can be easily determined numerically in applications).

We comment now the following example:

19= (%) o [ 15 (s, 220)] 0 o, 29

which is a typical case in boundary observation problems and y. solves (16),
(17). By (21), (22) and simple computations, we have:

J(g)=/l [Vye (@1 (), 22(1)) - Vg (a1 (1), 22(1))]” Vg (e (), wa(8))] 7 dt. (24)

g

Notice that the cost functional in (23)—(24) makes sense since G,q C
W3:°°(D) which ensures the regularity of A,. Together with (19), (20) and (16),
(17), we have that y. € H?(D). The formulation (16), (17), (24) again removes
any direct reference to the geometric unknowns. Under regularity assumptions,
one can consider functional variations (15) and compute directional derivatives
(by the chain rule). In the case of thickness optimization problems for shells, a
numerical approach based on directional derivatives is used in [17]. A detailed
study of shape optimization problems with boundary observation, including the
adjoint equation method and computational examples will be performed in a
forthcoming paper based on the above approach. The computation of the adjoint
equation, in the simpler case of distributed observation in E, is performed in [5].

Remark 3. The advantage of our approach is given by the generality of the
admissible variations (combining boundary and topological perturbations with-
out “prescribing” their topological type) and the fact that optimal control theory,
in the fixed domain D, may be applied.

Acknowledgments. The work of both authors was supported by Grant 145/2011 of
CNCS Romania.
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Approximate Riesz Representatives of Shape
Gradients
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Abstract. We study finite element approximations of Riesz representa-
tives of shape gradients. First, we provide a general perspective on its
error analysis. Then, we focus on shape functionals constrained by ellip-
tic boundary value problems and H'-representatives of shape gradients.
We prove linear convergence in the energy norm for linear Lagrangian
finite element approximations. This theoretical result is confirmed by
several numerical experiments.

Keywords: Shape gradients - Finite element approximations

1 Introduction

A shape functional is a real map defined on a set of admissible shapes. The goal of
shape optimization is to modify an initial shape so that a shape functional attains
an extremal value. A common approach is to employ steepest descent algorithms
[8, Chap. 3.4]. Shapes may be parameterized by C'-mappings acting on reference
configurations. Then the shape gradient is a linear continuous operator on the
non-reflexive Banach space C!, and the concept of steepest descent may not
be well-defined; see [7, P. 103]. A compromise is to replace “steepest descents”
with Riesz representatives of shape gradients with respect to a Hilbert space X.
Henceforth, we refer to these representatives as X -representatives.

After recalling basic definitions of shape calculus, we provide a general per-
spective on error analysis in the energy norm for finite element approximations
of X-representatives of shape gradients. Then, we zero in on shape function-
als constrained to elliptic boundary value problems. For this case, insight into
shape Hessians [12,14] suggests to select representatives of shape gradients with
respect to X = H}(D), where D is a hold-all domain that encloses the initial
guess (2; see Fig. 1. For the choice X = H{(D), it is natural to consider dis-
cretization by means of linear Lagrangian finite elements [2,14,15]. We show
that linear Lagrangian finite element approximations of H!-representatives of
shape gradients converge linearly with respect to the mesh width. Additionally,
this convergence rate does not deteriorate when state and adjoint variables are
replaced by linear Lagrangian finite elements solutions. This is an improvement
on the result presented in [2], which involves approximations of state and adjoint
© IFIP International Federation for Information Processing 2016
Published by Springer International Publishing AG 2016. All Rights Reserved
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DOI: 10.1007/978-3-319-55795-3_38



400 A. Paganini and R. Hiptmair

variables with quadratic finite elements. Finally, we provide numerical evidence
of the linear convergence rate predicted.

D

Fig. 1. The hold-all domain D encloses the domain {2.

2 Shape Functionals and Shape Gradients

Let 2 ¢ R? d = 2,3, be an open bounded domain with piecewise smooth
boundary 92, and let J({2) € R be a real-valued quantity of interest associated
to it. One is often interested in shape sensitivity, which quantifies the impact of
small perturbations of 912 on the value J(£2).

We model perturbations of the domain {2 through maps of the form

Ty(x) == x+V(x), xR (1)

where V is a vector field in C1(R?; R?). It can easily be proved that the map (1)
is a diffeomorphism for | V|c: < 1 [8, Lemma 6.13].

The value J(£2) is interpreted as the realization of a shape functional, a real
map

TV J(Tu(2))

defined on the ball {V € C*(R%RY); |[V|cr < 1}. Clearly, J(2) = J(To(£2)).
The sensitivity of J({2) with respect to the perturbation direction V is given
by the Eulerian derivative of the shape functional J in the direction V, that is,

dT(2;V) = lim & Lsv(2) = T(2),
’ N0 s

(2)

We say that the shape functional is shape differentiable if Formula (2) defines
a linear and bounded operator V — dJ(£2;V). In literature, this operator is
called shape gradient [9, Chap. 9, Sect.3.4]. As mentioned in the introduction,
X-representatives of shape gradients can be employed to solve shape optimiza-
tion problems, that is, to find

2 € argmin J(£2),
2€U,q

where U,q denotes a set of admissible shapes.
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Often, the quantity of interest takes the form
7(@) = [ aViu=g)-Vu-g)+ -9 da. 3)
B

where the state function u is the solution of a boundary value problem stated on
(2, B C {2, a and 3 are two real constants and g is a sufficiently smooth target
function. In this work, u € H}(£2) is the (weak) solution of the elliptic boundary
value problem with homogeneous Dirichlet boundary conditions

—Au+u=f in (2, u=0 on 012, (4)
that is,
/Vu-Vv—i—uvd:c:/fvda: for all v € H}(£2), (5)
2 Q

where f € H'(£2). For the sake of brevity, we set g = 0. Then, the shape
gradient of the shape functional associated to (3) and constrained to (5) reads
[4, Formula (2.9)]

dJ(Q;V)=/

((Vf V)p+ Vu- (DY +DVT)Vp
2

+divV(fp+ xs(aVu - Vu + pu?) — Vu - Vp — up)) dz, (6)
where the adjoint function p € H}(£2) is the solution of
/ Vp-Vv+pvd:z:=/ aVu-Vo+ Buvdz  for allv € HY(2). (7)
7} B

Formula (3) is a prototypical PDE-constrained shape functional. In this work,
Formula (6) is used as test case for proving convergence estimates and performing
numerical experiments.

Remark 1. Formula (6) holds even if homogeneous Dirichlet boundary conditions
in (4) are replaced by homogeneous Neumann boundary conditions, in which case
the test and the trial spaces in (5) and (7) are replaced with H(2).

Remark 2. For the sake of simplicity, we restrict our considerations to homo-
geneous boundary conditions. However, we expect that the results of this work
hold true for (sufficiently regular) inhomogeneous boundary conditions, too. Note
that Formula (6) should be adjusted accordingly; see [4, Sect. 2].

3 Error Analysis for Finite Element Representatives

3.1 The General Case

Let (-,-)x denote the inner product of a Hilbert space X, and let us assume that
the shape gradient d.7 is well-defined on X. The X-representative VX of dJ can
be computed by solving

VEW)x =dT(2; W) for all W € X.
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Next, for an index set N, we introduce a family {X,, } e of finite-dimensional
subspaces of X. Let {VX" }n Y be a sequence of approximate X-representatives
of dJ defined by

VX W,)x = dT(2;W,) for al W, € X,,.

By Cea’s Lemma [11, Theorem 2.4.1], there exists a constant C' > 0 independent
of n such that
(V¥ = V¥ |x <C_inf VX —W,|x. (8)
Wi €Xn
By and large, the shape gradient of a PDE-constrained shape functional
depends also on the state and the adjoint variables w and p. These functions are
solutions of boundary value problem. Usually, only numerical approximations uy,
and py, are available. In that case, the approximate X-representative V*» has to
be replaced with the solution V,i( " of

(Vi Wa)x = dTn(2:W,) for all W, € X, ©)

where dJ}, is an approximation of the operator dJ obtained by replacing the
functions u and p with their numerical approximations u; and py,.

By Strang Lemma [11, Theorem4.1.1], the estimate (8) should be corrected
by adding a consistency term, that is,

||V — Vh n”X < C(Winf ; ||V — WTLHX

WaeX, Wl x

for a constant C' > 0 independent of n and h.

3.2 H'-Representatives and Linear Lagrangian Finite Elements

A popular approach in shape optimization consists of replacing the initial domain
2 with a polygon/polyhedron equipped with a finite element mesh (2;,. This
mesh is used to compute linear Lagrangian finite element approximations of the
functions « and p. Then, the coordinates of the mesh nodes are (iteratively)
updated according to the shape gradient [8, Chap.6.5]. This is equivalent to
extending (25, to a mesh Dj, that covers a hold-all domain D and choosing lin-
ear Lagrangian finite elements to construct the finite-dimensional subspace X, .
Formula (10), standard finite element estimates, and Proposition 1 readily imply
that, for this discretization, the approximate H!'-representative of (6) satisfies

V¥ =V

HY(D) = O(h)7 (11)

which is the main result of this work.
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Proposition 1. Let 2 C R? be a polyhedral domain, let f € WHA(Q2) in (5),
and let us assume that the solution u of (5) satisfies

llullw212) < Cll fllLae)- (12)

Let (Vi)he,a) be a family of H(2)-conforming piecewise linear Lagrangian
finite element spaces built on a quasi-uniform family of simplicial meshes
(Th)he(0,1]7 that is, a family of meshes such that

max{diam(T) : T € T"} < hdiam(2)
and
min{diam(Bz) : T € T"} > phdiam(2) for all h € (0,1],

for a p > 0, where By is the largest ball contained in the simplex T [10, Defini-
tion 4.4.13]. Let up, pp € Vi, be solutions of

/ Vuyp - Vop, +upvp de = / fop de for all v, € Vi, (13)
Q 0]

Vpn - Vo, + prop de = / aVuy, - Vop, + Bupvp de for all vy, € Vi, (14)
Q B

where o, € R, B C 2, and a = 0 or B = 2, if d = 3. Let dJn(£2;W,,)
denote the operator defined by Formula (6) with u and p replaced by up, and py,
respectively. Then,

Wn€Xp ||Wn||H1(D)

< C(2, f,u,p)h (15)

for a constant C(£2, f,u,p) > 0 independent of n and h.

Proof. First of all, note that
AT(2W,) = AT(@W,) = [ (V- Wo+ fdio W) (p =) do
+ /Q Vu - (DW, + DWHVp — Vauy, - (DW,, + DWT)Vp, dz
+ /Q div W, (Vug, - Vpp + uppr — Vu - Vp — up) de
+ /B div W, (a(Vu - Vu— Vuy, - Vup) + B(u® — uj)) de. (16)

We recall that, for generic functions qo € L?(§2) and q1, g2 € L*(§2), the Cauchy-
Schwarz inequality implies

laoqrazllzr () < llaoll2oyllargellzz(2) < llaollzzoyllarlla2)llazllcacey-  (17)
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Thus, the first integral in (16) may be estimated as follows®

\ Q(Vf Wa + fAivW,)(p — pr) dz| < CIWallmv @) I f lwra2)llp — pallzao)-

The second integral in (16) may be estimated as follows
| | Vu- (DW, +DWI)Vp — Vuy, - (DW, + DWI)Vp,, dz|

0
-y / V(u— up) - (DW, + DWT)Vp + Va, - (DW,, + DWT)V(p — pr) dal
(9]

< CIWalla ) (lw — unllwrac Ipllwrace) + lunllwra@yllp = pallwrae)) -

The third and the fourth integral in (16) may be estimated similarly.
Stability of the Ritz projection with respect to W14(2) [3]?

llunllwisoy < Cllullwia) (18)

implies |lu — up|lw1.1(2) = O(h). To show

[pnllwrao) < Clipllwrae), (19)

which in turn implies ||p —pn|lw1.4(2) = O(h), it is necessary to repeat the proof
of (18) given in [3] tracking the consistency term

/QV(p—p;L)-ngL+(p—ph)gﬁd:c:/ aV(u—up)-Vgi+Bu—up)g; de. (20)
B

The discrete Green’s function gi € Vj, is given in [3] and satisfies ||g; || z1(0) =
O(h~%?). By the Cauchy-Schwarz inequality and standard finite element esti-
mates,

| /B oV (u—wy) - Vg + Bu — wn)gi da| = O ((alh + |BAAR=Y2) . (21)

The stability result (19) holds if (21) is bounded independently of h. For this
reason, we need to set « = 0 when d = 3, unless B = (2. In this latter case, by
Galerkin orthogonality, (20) is bounded by [|(8 — a)(u — up)gj || L1 (2)- O

Remark 3. In Proposition 1, we assume W2*-regularity of the solution u of (5).
This assumption is made to achieve linear convergence with respect to h in
the estimate (15). However, a three-dimensional polyhedral domain must satisfy
tight geometric conditions for u to be in W2* [6, Theorem 7.1]. Nevertheless,
in [5] the authors show W1 >°_stability of the Ritz projection for general convex
polyhedral domains. Therefore, we expect that (in the latter case) the right-
hand side of (15) can be replaced with a term of order O(h®), where the rate o
depends on the regularity of u and satisfies 0 < o < 1.

! Henceforth, C denotes a positive generic constant independent of n and h.
2 The assumption 2 C R? made in [3] can be replaced by £2 C R?; cf. [10, Chap. 8].
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Remark 4. In [4,13], the authors show that one can expect superconvergence in
the approximation of the shape gradient d7. In particular, they show that

AT (W) = dTn(2W)] < CIW |l (22)

However, in the right-hand side of (22) appears the W24(£2)-norm of W. Note
that to prove convergence in the approximation of a H'-representative of d.7,
the upper bound of

[dT (2; W) — dTn (2 W)

cannot involve a norm stronger than the H'-norm; see Eq. (10).

Remark 5. By the Hadamard structure theorem [9, Chap. 9, Theorem 3.6], most
shape gradients admit representatives g(§2) in the space of distributions D*(942),
that is,

dT(12;V) = (8(£2), 792V - m)pr(90),; (23)

where vV -n is the normal component of V on the boundary 92. For instance,
if u,p € H%(£2), Formula (6) is equivalent to [4, Formula (2.10)]

dp du

dT(2;V) = /Q (V-n) (aVu - Vu + Bu® + ) ds. (24)

) on on

We advise against the use of g(£2) (which corresponds to the L2(0£2)-
representative of d7) to define descent directions because L2-representatives
might bristle with undesirable oscillations [1].

4 Numerical Experiments

We provide numerical evidence of the estimate (11). We employ linear
Lagrangian finite elements on quasi-uniform triangular meshes. The experi-
ments are performed in MATLAB and are partly based on the library LehrFEM
developed at ETHZ. Mesh generation and uniform refinement are performed
with the functions initmesh and refinemesh of the MATLAB PDE Toolbox
[16]. The boundary of computational domains is approximated by a polygon,
which is generally believed not to affect the convergence of linear finite elements
[10, Sect. 10.2]. For domains with curved boundaries, the refined mesh is always
adjusted to fit the boundary. Integrals in the domain are computed with a
3-point quadrature rule of order 3 in each triangle and line integrals with a
6-point Gauss quadrature on each segment.
We consider three different geometries for the domain {2 (see Fig. 2):

1. A disc of radius 1/6/5 centered in (0.01,0.02).
2. A triangle with corners located at

(=v/6/5,~\/6/5). (V/6/5, =/6/5), (=/6/5,/6/5).

3. A circular sector of radius 1/6/5 centered in (0.01,0.02) of angle 0.9 - 2.



406 A. Paganini and R. Hiptmair

Fig. 2. The domain (2 is chosen to be either a disc or a triangle or a sector.

The source function in (5) is

f(z,y) = cos(x + m/4).

The hold-all domain D is a square with edges of length 3 centered in the origin.
The region of interest B is the whole domain {2. We set « = 0 and 8 =1 in (3).

The reference value V¥ is approximated by computing V,i(" on a mesh with
an extra level of refinement. In light or Remark 5, we employ both Formula (6)
and Formula (24) to evaluate the right-hand side dJj in (9). To avoid biased
results, we display convergence history of ||[VX — V,i( || g1 (py both with self- and
cross-comparison.

In Fig. 3, we plot the convergence history when the domain (2 is either a
disc (first row) or a triangle (second row). As predicted by (11), we observe
linear convergence when the right-hand side in (9) is evaluated according to (6).
Interestingly, using Formula (24) seems not to affect the convergence rate. The
same behavior is observed when homogeneous Dirichlet boundary conditions
are replaced by homogeneous Neumann boundary conditions. Note that, in this
latter case, the boundary-integral counterpart of Formula (6) reads [4]

dT7(2:V)= | V-n(Vu-V(au—p)+u(Bu—p)+ fp) dS. (25)
o0
For the sake of brevity, we omit these plots.
In Fig.4 (first row), we plot the convergence history when the domain (2 is
a sector. This domain does not guarantee that u and p are in H?(f2) because it
has a re-entrant corner. We observe that the convergence rates decrease to frac-
tional values. This is a consequence of the lower regularity of the functions u and
p. Additionally, the convergence rates depend on the formula used to evaluate
dJn- In particular, in the cross-comparison, the convergence line saturates when
Formula (6) is used. This may be due to a poor accuracy of the reference solu-
tion. However, we point out that Formulas (6) and (24) may not be equivalent
due to the lack of regularity of the functions u and p; cf. Remark 5. Curiously,
for homogeneous Neumann boundary conditions, the presence of the re-entrant
corner seems to have a milder impact on convergence rates; see Fig.4 (second
row). However, note that the approximate algebraic convergence rates of

lu—unllire) and llp=pulla e

with respect to h drop to 0.67 and 0.62, respectively.
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Disc (Dirichlet BC)
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Fig. 3. Convergence history when 2 is a disc (first row) and a triangle (second row).
Line —— refers to evaluation of dJj according to Formula (6); line —@— to Formula
(24). We observe the linear convergence rate predicted by (11).

By the Hadamard structure theorem (see Remark 5), vector fields W, asso-
ciated to interior nodes of the mesh §2) lie in the kernel of dJ. However, these
vector fields are not in the kernel of dJ}, because u and p are replaced by finite
element approximations. Schulz et al. [14] report that this numerical error might
largely affect the computation of the Riesz representative. Although we have not
experienced this issue, we have repeated the numerical experiments by setting to
zero the values of dJ, (£2;W,,) for all W, associated to interior nodes of (2;,. We
have not observed any significative difference in the results. Thus, we acknowl-
edge that computational resources might be saved by dropping the evaluation
of dJn(£2; W,,) for vector fields associated to interior nodes of £2;.
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Fig. 4. Convergence history when 2 is a sector. Line —#— refers to evaluation of d 7
according to Formula (6); line —@— to Formula (24)(in the first row) and to Formula
(25) (in the second row). For Dirichlet boundary conditions, convergence rates decay
to fractional values.

5 Conclusion

Most shape optimization algorithms rely on Riesz representatives of shape gradi-
ents with respect to a chosen Hilbert space. Numerical discretization is inevitable
when the shape functional is constrained to a boundary value problem. Formula
(10) indicates how to estimate the discretization error when the Riesz represen-
tative is computed on a finite-dimensional trial space and the shape gradient can
be evaluated only approximately.

For linear Lagrangian approximations of H!-representatives, Proposition 1
implies that the discretization error decays linearly with respect to the mesh
width h. This convergence behavior is observed in several numerical experiments.

As a consequence of the Hadamard structure theorem, most shape gradi-
ents can be equivalently formulated as boundary or volume integrals. Although
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Proposition 1 relies on the volume formulation of the shape gradient, we have
observed linear convergence independently of the formula employed to evaluate
dJ . However, we advise to rely on the volume-based formula because it imposes
lower regularity assumptions on the state and the adjoint variables [4,9,15].

Acknowledgments. The work of A. Paganini was partly supported by ETH Grant
CH1-02 11-1.
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Abstract. The paper discusses a class of bilevel optimal control prob-
lems with optimal control problems at both levels. The problem will be
transformed to an equivalent single level problem using the value function
of the lower level optimal control problem. Although the computation of
the value function is difficult in general, we present a pursuit-evasion
Stackelberg game for which the value function of the lower level prob-
lem can be derived even analytically. A direct discretization method is
then used to solve the transformed single level optimal control problem
together with some smoothing of the value function.

Keywords: Bilevel optimal control - Value function - Pursuit-evasion
Stackelberg game

1 Introduction

Bilevel optimization problems occur in various applications, e.g. in locomotion
and biomechanics, see [1,2,15,20], in optimal control under safety constraints,
see [12,18,19], or in Stackelberg dynamic games, compare [10,24]. An abstract
bilevel optimization problem (BOP) reads as follows:

Minimize F(x,y) with respect to (z,y) € X x Y subject to the constraints
G(z,y) e K,  H(z,y)=0, ye M),
where M (x) is the set of minimizers of the lower level optimization problem
Minimize f(z,y) wort. yeY st glx,y) € C, h(x,y)=0.

Herein, X, Y are (finite or infinite) Banach spaces, F,f : X x Y — R,
H:XxY 5VY h:XxY VLG X xY WY g: X xY — W¢ are

The work is supported by Munich Aerospace e.V.

© IFIP International Federation for Information Processing 2016

Published by Springer International Publishing AG 2016. All Rights Reserved
L. Bociu et al. (Eds.): CSMO 2015, IFIP AICT 494, pp. 410-419, 2016.

DOI: 10.1007/978-3-319-55795-3_39



Exploitation of the Value Function in a Bilevel Optimal Control Problem 411

sufficiently smooth functions into Banach spaces V¥, V¢, W% W¥* and K Cc W¢,
C C W are convex and closed cones.

Bilevel optimization problems turn out to be very challenging with regard to
both, the investigation of theoretical properties and numerical methods, compare
[8]. Necessary conditions have been investigated, e.g., in [9,25]. Typical solution
approaches aim at reducing the bilevel structure into a single stage optimization
problem. In the MPCC approach a single level optimization problem subject to
complementarity constraints (MPCC) is obtained by replacing the lower level
problem by its first order necessary conditions, compare [1]. However, if the
lower level problem is non-convex, the MPCC is not equivalent in general to
the original bilevel problem since non-optimal stationary points or non-global
solutions may satisfy the necessary conditions as well. Still, the approach is
often used owing to a well-established theory and the availability of numerical
methods for MPCCs, especially for finite dimensional problems.

In this paper we focus on an equivalent transformation of the bilevel problem
to a single level problem (see [7] for an alternative way). The equivalence can be
guaranteed by exploitation of the value function V' : X — R of the lower level
problem, which is defined as

V(z) = ;gg{f(x,y) | 9(z,y) € C,h(z,y) = 0}.

An equivalent reformulation of the bilevel optimization problem is then given by
the following single level problem, compare [22,25,26]:

Minimize F(x,y) w.r.t. (z,y) € X xY subject to the constraints
G(z,y) € K, H(z,y) =0, g(z,y) € C, h(z,y) =0, f(z,y) <V(x).

The advantage of the value function approach is its equivalence with the
bilevel problem. On the downside one has to be able to compute the value func-
tion, which in general might be intractable. Moreover, the value function is non-
smooth in general (often Lipschitz continuous) and hence suitable methods from
non-smooth optimization are required to solve the resulting single level problem.
In Sect. 2 we discuss a class of bilevel optimal control problems that fit into the
problem class BOP. In Sect. 3 we we are able to derive an analytical expression
for the value function for an example and present numerical results. The new
contribution of this paper is the discussion of a particular example, which com-
bines the analytical expression of the value function of the lower level problem
and a direct discretization method for the reformulated single level problem. This
problem may serve as a test problem for theoretical and numerical investigations.
The problem exhibits already most features of more challenging problems such
as non-convexity, pure state constraints on the upper level problem as well as
control constraints on both levels.

2 A Class of Bilevel Optimal Control Problems

Let T > 0, be the fixed final time, X := W1°°([0,T],R"=) x L>([0, T],R") x
R™, ng,ny,n, € No, Y = WHo([0,T],R™) x L*>([0,T],R™) x R"a,
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Ny, Ny, Ng € No, where L>([0,T],R") denotes the Banach space of essentially
bounded vector-valued functions from [0, 7] into R™ and W1>°([0, T],R™) is the
Banach space of absolutely continuous vector-valued functions from [0,7] into
R™ with essentially bounded first derivatives. Moreover, let the Banach spaces
Ve = L>®([0,T],R") x R*# V¢ := L>([0,T],R™) x R" ng,n, € Ny, and
the closed convex cones W* := {k € L*°([0,T],R"¢) | k(t) < 0 a.e. in [0,T]},
Wt = {k € L*([0,T],R™) | k(t) < 0 ae. in [0,T]}, ng,n, € No, be given.
Let

J,j:R™ x R™ x R™ x R" — R,

R™ x R™ x R™ x R™ x R"™ x R" — R"™*,
:R™ x R™ x R™ x R" — R"™

R™ x R™ x R™ x R™ x R™ x R" — R"H,
(R x R™ x R™ x R™ x R™ x R™ — R"",
(R™ x R™ x R™ x R™ x R™ x R" — R"¢,
R™ x R™ x R™ x R™ — R™s,

n < & < T,

V2]

be sufficiently smooth mappings. With these definitions the following class of
bilevel optimal control problems (BOCP) subject to control-state constraints
and boundary conditions fits into the general bilevel optimization problem BOP.

Minimize J(z(T),y(T),p,q) w.r.t. (x,u,p,y,v,q) € X XY subject to the

constraints
a'(t) = F(x(t),y(t), ult), v(t), p, q), (1)
0 =(x(0),y(0),z(T),y(T), p, q), (2)
0> S(x(t),y(t), u(t), v(t),p,q), (3)
(y,v,q) € M(x(0),(T),p)

where M (2(0),z(T),p) is the set of minimizers of the lower level problem
OCPL(x(0),2(T), p):

Minimize j(x(T),y(T),p,q) w.r.t. (y,v,q) €Y subject to the constraints

y'(t) = f(y(t),v(t),p,9), (4)
0 = 9(2(0),y(0),z(T), y(T),p, q), (5)
0> s(y(t),v(t),p, q)- (6)

Herein, (z,u,p) € X are the state, the control, and the parameter vector
of the upper level problem and (y,v,q) € Y are the state, the control, and
the parameter vector of the lower level problem. Please note that the lower
level problem only depends on the initial and terminal states 2(0), 2(T) and the
parameter vector p of the upper level problem. The value function V' is then a
mapping from R™* x R™ x R" into R defined by

y'(t) = f(y(),v(),p, q),
V(xo,zr,p):= inf < j(zr,y(T),p, q) 0 = ¢ (xo,y(0), xT,y(T),p, q),
0y 0> s(y(t), v(t), p,q)
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Remark 1. In a formal way the problem class can be easily extended in such a
way that the lower level dynamics f and the lower level control-state constraints s
depend on z, u as well. However, in the latter case the value function of the lower
level problem would then be a functional V' : X — R, i.e. a functional defined on
the Banach space X rather than a functional defined on the finite dimensional
space R x R"= x R" . Computing the mapping V : X — R numerically would
be computationally intractable in most cases.

Using the value function V we arrive at the following equivalent single level
optimal control problem subject to control-state constraints, smooth boundary
conditions, and an in general non-smooth boundary condition with the value
function.

Minimize J(x(T),y(T),p,q) w.r.t. (z,u,p,y,v,q) € X XY subject to the
constraints (1)-(3), (4)-(6), and

J(@(T), y(T),p,q) < V(x(0),(T),p). (7)

It remains to compute the value function V and to solve the potentially non-
smooth single level optimal control problem. Both are challenging tasks owing to
non-smoothness and non-convexity. The value function sometimes can be derived
analytically as we shall demonstrate in Sect. 3. Otherwise, if Bellman’s optimality
principle applies, the value function satisfies a Hamilton-Jacobi-Bellman (HJB)
equation, see [3]. Various methods exist for its numerical solution, compare [4,11,
14,17,21]. The HJB approach is feasible if the state dimension n, does not exceed
5 or 6. If no analytical formula is available and if the HJB approach is not feasible,
then a pointwise evaluation of V' at (x(0),z(T),p) can be realized by using
suitable optimal control software, e.g. [13]. However, if the lower level problem
is non-convex, then it is usually not possible to guarantee global optimality by
such an approach. The single level problem can be approached by the non-smooth
necessary conditions in [5,6]. Alternatively, direct discretization methods may
be applied. The non-smoothness in V in (7) has to be taken into account by,
e.g., using bundle type methods, see [23], or by smoothing the value function and
applying standard software. Finally, the HJB approach could also be applied to
the single level problem again.

3 A Follow-the-leader Application

We consider a pursuit-evasion dynamic Stackelberg game of two vehicles moving
in the plane. Throughout we assume that the evader knows the optimal strategy
of the pursuer and can optimize its own’s strategy accordingly. This gives rise
to a bilevel optimal control problem. The lower level player (=pursuer P) aims
to capture the upper level player (=evader E) in minimum time 7'. The evader
aims to minimize a linear combination of the negative capture time —7 and
its control effort. The players have individual dynamics and constraints. The
coupling occurs through capture conditions at the final time.
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3.1 The Bilevel Optimal Control Problem

The evader E aims to solve the following optimal control problem, called the
upper level problem (OCPy):
Minimize .
T4 / 2 wt)? + Ba(t)2dt (8)
0 2 2

subject to the constraints

(t)

2 (t) = vp(t)cos(t), zr(0) =zr0, vu(T) =2p(T), (9
Yp(t) =v

)
p0)sn (), y5(0) = yro, y5(T) = yp(T), (10)
0= "5 tans(e), $(0) = vo, (1)
&'(t) = w(t), 4(0) = do, (12)
(13)
(19)

v

vp(t) = a(t), ve(0) =wvsk,,
UE(t) S [O;UE,maxL w(t) S [*wmar;wmaz]y a(t) S [aminyamax]a
(@p,yp,T) € M(zp(T),ye(T)),

where M(xg(T),ys(T)) denotes the set of minimizers of the lower level
problem OCPr(zg(T),yr(T)) below.

The equations of motion of E describe a simplified car model of length
¢ > 0 moving in the plane. The controls are the steering angle velocity w
and the acceleration a with given bounds +wmae, Amin, and amaez, respec-
tively. The velocity vg is bounded by the state constraint vg(t) € [0, vE maz]
with a given bound vg mez > 0. The position of the car’s rear axle is given by
2p = (rp,yr) " and its velocity by vg. 1 denotes the yaw angle and aq, s > 0
are weights in the objective function. The initial state is fixed by the values
TE,0,YE,0, Y0, 00, Vg,0. The final time T is determined by the lower level player
P, who aims to solve the following optimal control problem, called the lower level
problem OCPy(zg v, yg 1) with its set of minimizers denoted by M (zg 1, ye,r):

Minimize T = fOT 1dt subject to the constraints

Zp(t) =vp(t), zp(0) =zpo, 2p(T) = (zp.1.Y8T) " (15)
vp(t) =up(t), vp(0)=uvp(T)=0, (16)
uRi(t) S _umawaumax]a 1=1,2. (17)

Herein, zp = (vp,yp)', vp = (vp1,vp2)', and up = (up1,ups2)’ denote
the position vector, the velocity vector, and the acceleration vector, respectively,
of P in the two-dimensional plane. zpg = (¥po,ypo)’ € R? is a given initial
position. u;,q; > 0 is a given control bound for the acceleration. The dynamics
of the pursuer allow to move in z and y direction independently, which models,

e.g., a robot with omnidirectional wheels.
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3.2 The Lower-Level Problem and Its Value Function

The lower level problem admits an analytical solution. To this end, the Hamilton
function (regular case only) reads as

H(ZP,’UP,UP, >\z> )\v) =1+ )\;I—UP + /\IUP

The first order necessary optimality conditions for a minimum (2p,0p,ip,T)
are given by the minimum principle, compare [16]. There exist adjoint multipliers
Az, Ay with

N(8) ==V, Ht] =0, X(t) = =V, H[t] = == (b),
and
H(zp(t), 0p(t), ap(t), A= (1), Ao(t)) < H(Zp(t), 0P (1), up, A=(t), Ao (1))
for all up € [~Usmaz, Umaz)? for almost every t € [0, T] The latter implies

Umazxs if )\u,i(t) <0
’&p’i(t) = —Umaz, if )\v,i(t) >0 1=1,2.
singular, if A\, ;(¢t) =0 on some interval,

The adjoint equations yield A,(t) = ¢, and A,(t) = —c,t + ¢, with constants
c.,c, € R%. A singular control component @p; with i € {1,2} can only occur
if ¢,; = ¢,,; = 0. In this case, the minimum principle provides no information
on the singular control except feasibility. Notice furthermore that not all control
components can be singular since this would lead to trivial multipliers in contra-
diction to the minimum principle. Hence, there is at least one index ¢ for which
the control component #p; is non-singular. In the non-singular case there can
be at most one switch of each component 4p;, i € {1,2}, in the time interval
[O,T], since Ay ; is linear in time. The switching time fs,i for the i-th control
component computes to fsﬂ- = ¢y,i/Cs, if ¢, ; # 0. We discuss several cases for
non-singular controls.

Case 1: No switching occurs in Gp;, i.e. Up;(t) = Fumqe for i € {1,2}.
By integration we obtain 0p;(t) = f£umast and thus ﬁpyi(T) # 0 in contra-
diction to the boundary conditions. Consequently, each non-singular control
component switches exactly once in [0,77].

Case 2: The switching structure for control component i € {1,2} is

. u if 0 <t<ty,
() = maz =" 8,09
ipi(t) { —Umaz, Otherwise.

By integration and the boundary conditions we find
ops(t) = Umaat, 0 <t <iy,
Pt = Umaz (2ts,; — t), otherwise

Spilt) = 2pi(0) + Lumast?, if0<t<t,,
Pl = 2pi(0) + Umax (th — %(2ts,¢ — t)z) , otherwise.
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The boundary conditions for ©p (1) and 2p(T) yield

T, =2ts; and ts,i:\/ZP’()ZP’(O) it 2p;(T) — 2p,(0) > 0.

umaw

Case 3: The switching structure for control component ¢ € {1,2} is

Up,;(t) = {

This case can be handled analogously to Case 2 and we obtain

—Umazx, if 0 S t < tAs,i,
Umaz, Otherwise.

,
Umax

~ > : 2p,i(0) = 2pa(T) ., N
Ti = 2tsi and ts,i = \/ZR()ZR() if ZP’Z'(O) - Zp’i(T) Z 0.

The above analysis reveals the shortest times Ti, i € {1,2}, in which the i-th
state can reach its terminal boundary condition. The minimum time 7' for a given
terminal position is thus given by the value function V' of OCPr(zg 1, yE 1)
(=minimum time function) with

A A x — x J—
V(zgr,yer) = max{T1, T} = 2max \/ 20 E’T|a lypo ~ ye.7|

umaw u’ma;ﬂ

(18)
That is, the final time is defined by the component ¢ with the largest distance
|2p4(T) — 2p4(0)]. For this component, the control is of bang-bang type with
one switch at the midpoint of the time interval. The remaining control can be
singular and it is not uniquely defined. The value function is locally Lipschitz
continuous except at the point (xg r,ye1) = (po,Ypo), compare Fig. 1. This
point, however, is of minor interest because interception takes place immediately.

value function/minimum time function

Fig. 1. Value function of lower level problem with data xp,0 = yp,0 = 0, Umaz = 1.

The equivalent single level problem (SL-OCP) reads as follows:
Minimize (8) subject to the constraints (9)-(14), (15)-(17) with (g 1,ye1) "
= (xp(T),ye(T))" and the non-smooth constraint

T <V(zp(T),ye(T)). (19)
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3.3 Numerical Results

For the numerical solution of the single level problem SL-OCP we applied
the direct shooting method OCPID-DAEI, [13]. The non-smooth constraint
T < V(zg(T),yr(T)) with V from (18) was replaced by a continuously dif-
ferentiable constraint which was obtained by smoothing the maximum function
and the absolute value function in (18). Figure2 shows a numerical solution
of the pursuit-evasion Stackelberg bilevel optimal control problem for the data
VE,0 = 10, ¢E(O) = 7T/4, a1 = 10, Qo = O, Wmaxr — 0.5, VE,max = 20, Amin = —5,
Gmaz = 1, Umaz = D, N =50, T ~ 18.01. Figure 3 shows several trajectories for

Control 1 vs time Control 2 vs time
1 0.15
0.1 1&‘&,&
05 HT—,_'
0.05
i o iy
£ o0 £ 0 %“‘4.&&
€ €
8 I3 o
-0.05 vx_,_&i
-0.5
041 1&‘%
-1 -0.15
0 0.2 0.4 0.6 0.8 1 0 0.2 0.4 0.6 08 1
t (normalized) t (normalized)
Control 3 vs time Control 4 vs time
0.04 1
0.02 J{f‘ % 08 L
0
- Tl 0.6
2 002 rl 3
=3 £ 04
§ -0.04 ‘ g
0,06 r 0.2
-0.08 l [
-0.1 -0.2
0 0.2 0.4 0.6 0.8 1 0 0.2 0.4 0.6 0.8 1
t (normalized) t (normalized)

Fig. 2. Numerical results for the bilevel optimal control problem: Trajectories of pur-
suer (lines with ‘+’) and evader (lines with boxes, top), controls of the pursuer (middle),
controls of the evader (bottom).

Trajectories Trajectories
40 60
35 f’; = 50 y
30 f 40 £
L)
25 30 o
— — LY
E 20 L / E 2
> L >
15 10 s
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5 -10 8
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0 50 100 150 200 250 300 350 400 450 0 50 100 150 200 250 300 350 400 450
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Fig. 3. Left picture: Trajectories of pursuer (lines with ‘+’) and evader (lines with
boxes) for ¥ (0) = w/4. Right picture: Trajectories of the pursuer (lines with ‘+’) and
the evader (lines with boxes) for different initial yaw angles of the evader.
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the pursuer and the evader for different initial yaw angles covering the interval
[0, 27).

Remark 2. The constraint (19) may become infeasible under discretization.
Instead, the value function V}, of the discretized lower level optimal control
problem should be used. However, since V}, is hardly available for all kinds of
discretizations, we use instead the relaxed constraint T < V(zg(T),yr(T)) + ¢
with some ¢ > 0.

4 Conclusions and Outlook

The paper discusses a specific bilevel optimal control problem and its reformu-
lation as an equivalent single level problem using the value function of the lower
level problem. For a sample problem it is possible to compute the value func-
tion analytically and to solve the overall bilevel problem numerically using a
direct discretization method. This first numerical study leaves many issues open
that have to be investigated in future research for the general problem setting.
Amongst them are smoothness properties of the value function, representation
of subdifferentials, the development of appropriate solution methods for non-
smooth problems, and the derivation of necessary (and sufficient) conditions of
optimality for the class of bilevel optimal control problems.
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Multibody Dynamics with Unilateral
Constraints: Computational Modelling
of Soft Contact and Dry Friction
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Abstract. We consider a system of rigid bodies subjected to unilat-
eral constraints with soft contact and dry friction. When the constraints
are saturated, velocity jumps may occur and the dynamics is described
in generalized coordinates by a second-order measure differential inclu-
sion for the unknown configurations. Observing that the right velocity
obeys a minimization principle, a time-stepping algorithm is proposed.
It allows to construct a sequence of approximate solutions satisfying at
each time-step a discrete contact law which mimics the behaviour of the
system in case of collision. In case of tangential contact, dry friction may
lead to indeterminacies such as the famous Painlevé’s paradoxes. By a
precise study of the asymptotic properties of the scheme, it is shown
that the limit of the approximate trajectories exhibits the same kind of
indeterminacies.

Keywords: Unilateral constraints - Coulomb’s law - Measure differen-
tial inclusion - Time-stepping scheme

1 Description of the Problem

We consider a discrete mechanical system with d degrees of freedom. We denote
by ¢ € R its representative point in generalized coordinates and by M(q) its
inertia operator. We assume that the system is subjected to unilateral constraints
characterized by the geometrical inequality

9(¢) <0 (non penetration condition)

with a smooth (at least C') function g such that Vg does not vanish in a
neighborhood of {q € R% g(q) = 0}. Let us denote by (-,-) the Euclidean
inner product in R%. If for some instant ¢ > 0 the constraints are saturated, i.e.

g(q(t)) =0, then

(i (),Vg(g®)) =0, {(d"(t),Vag(q(t))) <0
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and the velocity may be discontinuous. It follows that u = ¢ is a function of
Bounded Variations and the dynamics is described by the Measure Differential
Equation

M(q)du = f(t,q,u)dt +r (1)

where du is the Stieljes measure associated to u and r is the reaction due to the
constraints. Of course a reaction is applied to the system only when a contact
occurs and we have a complementarity condition

g(q(t)) <0=r=0.
Furthermore, we assume that the contact is non-adhesive which yields
(r,Vg(q(t))) <0 ifg(q(t)) =0.
In the frictionless case we get
re—N(qt) ifg(q(t)) =0

where N (¢(t)) is the normal cone to the set of admissible configurations at ¢(t)
and in the frictional case

reC(qt) ifg(q(t)) =0

where C(g(t)) is the so-called friction cone at ¢(t). Hence we may rewrite (1) as
a Measure Differential Inclusion ([10,17])

M(q)du — [(t, g, u)dt € R(q) (2)
where
_ J {0} ifg(q) <O,
R0 ={ W L oni) o020
and n(q) = sz( H and D; (g) is the disc of center 0 and radius y in (Rn(q)) +

with p =0 (frlctlonless constraints) or p > 0 (Coulomb’s friction).

Let us assume also soft contact i.e.
ut(t) € T(q(t) = (Rn(q(1))™ ifg(q(t)) =0. (3)
We infer that
ut(t) € (u (t) + M~ (q(t))R(q(t))) NT(q(t))) ifg(q(t)) =0. (4)
In the frictionless case we may decompose u™(t) as

ut(t) = uﬁ(t) + u%(t), uﬁ(t) I= RM‘l(q(t))n(q(t)), u%(t) c T(q(t))7
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with

With (3)—(4) we get

which is equivalent to

ut (t) = Proj, (0, (u™ (8) + M~ (q(t))R(q(t))) N T(q(t))) if g(q(t)) =0
where Proj, ;) denotes the projection relatively to the kinetic metric at g(t).

In the frictional case, when M (q) = mlIdga, m > 0, Coulomb’s law ([3,11,12])
yields

—u"(t) € Oryp, gy (rr) i g(a(t)) =0 (5)

where ry and rp are respectively the projection relatively to the Euclidean
metric of r on Rn(q(t)) and T(q(t)) and 04, p, (4(t)) is the indicatrix function
of the disc of radius pry and center 0 in T'(g(t)). Reminding that R(q(t)) =
RT(n(q(t)) + D1(q(t))), (5) is equivalent to

—ut(t) € Proj(T (q(t)), 0m gy (1))

which can be rewritten as
ut(t) = Proj(0, (u™(t) + M~ (q(t))R(q(t))) NT(q(t))) if g(q(t)) = 0. (6)

Let us emphasize that (4) and (6) imply that u™(t) # u™ (¢) only if g(q(t)) =
0 and (u™(t),n(q(t))) < 0, i.e. only in case of collision. Moreover u™ (t) is defined
as the Argmin of the kinematically admissible right velocities. The same property
holds when M (q) # mIdgs and p > 0 and we still have ([6,12])

ut(t) = Proj, (07 (uf(t) + M1t (q(t))R(q(t))) n T(q(t))) (7)
if g(q(t )) =0 and (u=(t),n(q(t)))) < 0. On the contrary, when g(q(t))) = 0
and (u™(t),n(q(t)))) =0, (4) yields
ut(t) e u () + (M (q(t))R(q(t)) N T(q(t)))

and velocity jumps without collision may occur if M ~* (q(t))R(q(t)) ﬂT(q(t)) #+
{0}. Such phenomena can easily be observed when we consider the model prob-
lem of a slender rod in contact at one edge with an horizontal obstacle, leading to
the famous Painlevé’s paradoxes ([13,14]): there exists a subset A(q(t),u™(t)),
containing u~ (¢) but not reduced to this single point, such that any value of
ut(t) € A(q(t),u(t)) solves the problem (see for instance [1,4,8] or more
recently [2,7,12]). Hence, in case of tangential contact with dry friction and
non-trivial inertia operator, the dynamics exhibits indeterminacies.
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2 Computational Modelling: The Contact Dynamics
Approach

In order to solve numerically the problem, the Contact Dynamics approach has
been introduced by Moreau in the mid 80’s ([10-12]). The core idea is to avoid
any regularization of the unilateral constraints and to build a time-stepping
scheme by combining an Euler discretization of the measure differential inclusion
(2) on each interval [t;,¢;+1] with an impulsional form of the contact law at ¢; 1.
More precisley the approximate position is updated as

Giv1 =G +hug, h=ti1—1t
and a “free” left velocity at ¢;41 is defined by
vigr = i +hM 7 (gip1) f(tigr, Gigr, w).
Then u;11 is the right velocity at ¢, given by
M (Giv1) (it — ui) = hf(tiv1, Giv1,us) € R(Gi1),  wis1 € T(qiva)
and
Uit1 = S(git1, Vig1)

where S is a discrete analogous of the contact law. Starting from the definition
of R(qi+1), we get immediately

S(git1,vig1) = vigr i g(gi+1) <O0.
If g(gi+1) > 0 and (vi1,n(gi+1)) > 0, the left velocity v;1q points inward and
S(¢i+1,Vit1) = Vig1.

If g(git1) > 0 and {vit1,n(gi+1)) < 0, we may interpret t;41 as a collision
instant and with (6) we get

S(giv1,vi1) = Projg,, (0, (vig1 + M (@i 1) R(Gi41)) N T(git1))-
Finally, if g(¢i+1) = 0 and (viy1,n(gi+1)) = 0, we get

it € vip1 + (M7 N(gis1)R(gi41) N T(git1)).

Hence w; 1 is uniquely defined if M~ (q;+1)R(qi+1)NT(gi+1) = {0} and we have
w1 = S(¢i41,vi+1) = vit1. On the contrary, if M ~(gi+1)R(qit1) NT(gir1) #
{0}, t;4+1 may be interpreted as a discrete tangential contact with possible inde-
terminacies and there is not any natural choice for ;1.

In [10-12] Moreau proposed u;i+1 = S(qit+1,vit1) = vig1 if g(qir1) < 0,
<U¢+1,’ﬂ(qi+1)> =0 and Mﬁl(qi_;,_l)R(qi_;'_l) N T(Qi-&-l) 7& {0} It follows that S is
defined as

-y Jv ifveV(g),
S(gu™) = {Projq (0’ (v 4 M—l(q)R(q)) N T(q)) otherwise,
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with

_ [R? ifg(q) <0,
= { {veR% (v,n(q)) =0} ifg(q) 0.

For this scheme the following stability property holds.

Proposition 1. Foralli >0, let rip1 = M(qiv1) (i1 — i) —hf (tir1, @ig1, wi)
and || - ||g:,, be the kinetric norm at t;11 defined by |||, = (v, M(gi+1)v)'/?
for allv € R%. Then, riy1 € R(gi+1), (uit1,7i41) <0 and

g1 T hHM_l/Q(qu)H Hf(ti-i-h Qi+1vui)H~

Proof. If r;y1 = 0 the result is obvious.
Otherwise, v;y1 € V(gi+1) and <Ui+1, n(qi+1)> < 0. By definition of S we get

uip1 = Projg,. (0, (vig1 + M~ (qis1)R(git1)) N T(git1))-

lwitillgiss < llwi

Hence
(—wit1, M(qis1) (v — 1)) <O Vo € (vigr + M (qir1)R(Gi41)) N T(gis1)-
By choosing v = v; 11 + AM ~1(gi1)n(gi11) with

<Ui+1, n(‘]i+1)>

A (n(gi+1), M= (qix1)n(qis1))

we obtain

(—ttir1, M (qis1) (Vig1 — wig1)) = (Uiy1,7i41) <O.

Furthermore

givr < Mvigtllgry = [Jui + RM7Hqis1) f(tigrs qivrs us)
gier T RM TN Gin) f (i, givnswi) |,
g1 T hHM_1/2(Qi+1)||||f(ti+1aQi+17ui)H'

||ui+1 qi+1 < HU

< luigs

qi+1

< lwita

Observing that the inequality (u;+1,7;41) < 0 corresponds to a dissipativity
property, we infer that the scheme reproduces at the discrete level the main
features of the dynamics except the indeterminacies of Coulomb’s law. Indeed,
S(g,v) =vif g(q) =0, <v,n(q)> = 0 and the discrete contact law does not lead
to any velocity jump in case of tangential contact.

Starting from Proposition 1, the convergence of the scheme has been estab-
lished by Monteiro-Marques in [9] when M (q) = mlIdge (m > 0) and g > 0 and
by Dzonou and Monteiro-Marques in [5] when M(q) # mldgs and p = 0. In
both cases we have M ~1(q)R(q) N T(q) = {0} for all ¢ € R? such that g(q) =0
and the difficulty due to indeterminacies is avoided. Nevertheless the conver-
gence has also been proved recently when M(q) # mlIdga and g > 0 ([15]), so
a natural question arises: is it possible to recover with such a scheme velocity
jumps without collisions at the limit when h tends to zero? A first answer has
been given by Moreau in [12]: numerical simulations show that the approximated
trajectories exhibit the plurality of solutions given by Coulomb’s law.
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3 Asymptotic Properties of the Discrete Contact Law

Let us assume from now on that M(q) # mldge (m > 0) and g > 0. Then the
limit trajectory will satisfy in case of convergence the following property

ut(t) € hm{S e, us ); q= € B(g,€), uz € B(u™(t),¢)}

We may recover the indeterminacies of Coulomb’s law if, for all (¢,u™) such that
9(q) =0, {u™,n(q)) =0 and M~*(q)R(¢q) NT(q) # {0}, we have

gl_l’)r(l) dy (As(qvu_)aA(qvu_)) =0 (8)
with
.Ag(q, {S qe; U ) q: € B(Qa )v U eB(uf,g)},

Let us recall that the Hausdorff distance between two subsets A and B of R? is
defined as

dp(A,B) = max(e(A7B),e(B,A))

where
e(A, B) = supdist(a, B) = sup inf lla —b]] (the excess of A from B),
acA
e(B, A) = supdist(b, A) = bup mf ||[b —al| (the excess of B from A).
beB

Hence (8) can be decomposed as
;l_I)I(l)SUp{dlSt(S(qg,uE ), Alq,u”)); ¢- € B(g,e), uZ € Blu=,e)} =0 (9)

which can be interpreted as an asymptotic consistency property of the discrete
contact law S and

lim sup{dist (v, Ac(q,u")); v € A(g,u™)} =0 (10)
£—
which can be interpreted as an asymptotic indeterminacy of the scheme.

In the one-dimensional friction case, i.e. when Dim(Span(D1 ))) =1, then

u-) = {u™,a} if min,ep, (q) <n(q),M ( >>
Alg,u”) { [u™,a] if minweDl(q)<n(q), M ( )>
with

@ = Proj, (0, (u™ + M~ (q)R(q)) N T(q))

(see [12]). Then we can prove that (9) is satisfied while (10) is not always true
and depends on the evolution of the mappings ¢. — R(g:) and ¢. — n(g:) in a
neighborhood of the contact point. More precisely let us assume that
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(H1) the mapping M is of class C! from R? to the set of symmetric positive
definite d x d matrices;

(H2) the function g belongs to C*(R%), Vg is locally Lipschitz continuous and
does not vanish in a neighbourhood of {q € R%; g(q) = 0};

(H3) for all ¢ € R%, Dy(q) is a closed, bounded, convex subset of R? such that
0 € Di(q) and the multivalued mapping ¢ — D;(q) is Hausdorff continuous.
Furthermore, Vg(q) ¢ Span(D;(q)) for all ¢ € R? such that Vg(q) # 0.

We denote by K the set of admissible configurations i.e.
K = {geR% g(q) <0}.

Now let (q,u™) € R x R? such that g(¢g) > 0, (uv™,n(¢)) = 0 and
M~Y(q)R(q) NT(q) # {0}. With assumption (H2) there exists r, > 0 such
that the mapping

B(q,rq) — R?
_ Vy(d)
|Va(a)|]
is well defined and Lipschitz continuous. Let us assume moreover that, pos-

sibly reducing r4, we have o
(H4) dim(Span(Di(q'))) =1 for all ¢’ € B(gq, 7).

¢ —nlq)=

We may observe that M~1(q)R(q) N T(q) # {0} if and only if there exists
w € D1(q) such that <n(q),M‘1(q) (n(q) + w)> = 0. Hence we introduce the
mapping 7 : B(q,r,) — R defined by

1g) = min (n(d), M=) (n(d) +w')) Vg € Blg,r,).

With the previous assumptions we obtain that -+ is continuous at ¢ and v(¢g) < 0.
Then we have the following result:

Theorem 1. [16] If v(q) < 0 or v(q) = 0 and for all e € (0,7,) there exists
e € B(g,e) \ (Int(K) U {q}) such that y(gz) > 0, we have

lim dpr (A(g,u™), Ac(g,u)) = 0.

Otherwise, if v(¢) = 0 and there exists e, € (0,r4) such that v(¢') < 0 for all
¢ € B(g,eq) \Int(K), then dp(A(g,u™), A<(q,u™)) does not tend to zero as e
tends to zero if 4 # u~ and we only have

lir% dy ({ui,a}aAa(%ui)) =0.

Idea of the proof: For all € € (0,74) and (g, u_ ) € B(g,e) x B(u™,¢) such that
ul = 8(ge,us ) # uz we have

9(g:) >0, {(uZ,n(g:)) <0
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and ul = 4. with
o . _ -1
il = proj,_ (O, (uE + M (qg)R(qE)) N T(qs)).

By using the same kind of arguments as in Proposition 1, we obtain that
(ﬂE)Tq>E>0 is bounded. Moreover we can decompose 4. as follows

Ue = u, + )\EM_I(qS)(n(qE) + wE)u
with A\ > 0 and w. € D;(g.) such that

<’fl(q5), Mﬁl(‘]s)(”(‘]a) + w5)> =0

for all € € (0,r,). Using assumption (H4) (or assumption (H’4) see below) we
infer that there exists a unique vector w € D1 (q) such that (n(q), M ~*(q)(n(q)+
)) = 0 and with assumptions (H1)—(H3) we obtain

lim w. = w.
e—0

Moreover, the boundedness of (@), ,>e>0 implies that (A.)r,>es0 is also
bounded and we infer that the adherence values of (dg)rq>5>0 belong to
u” + (M~ (q)R(q) N T(q))-

If furthermore there exists ¢, € (0,r,) such that y(¢’) < 0 for all ¢’ €
B(q,e4)\Int(K), then we can prove that (@c),,>e>0 admits a unique adherence
value given by u. It follows that

hH(l) dH ({u—’ {L}a -AE(q7 ui)) = 0

On the contrary, if for any e € (0, r,) there exists ¢. € B(q,¢)\ (Int(K)U{q})
such that v(g:) > 0, then, for any v € [u’,ﬂ]\{u*}, dist(@,AE(q,u*)) tends
to zero as € tends to zero. Indeed, we may construct a sequence (ge,,u; )Jn>1
with (€,)n>1 decreasing to zero such that (q.,,u; ) € B(q,&,) X B(u™,&,), and
Y(ge,,) > 0 for all n > 1 and (S(ge,,,uz,))n>1 converges to v. It follows that

lim dp ([u™, @], Ac(q,u”)) = 0.

e—0

Then we conclude by using the continuity of v at ¢ and the definition of
A(g,u™).

We infer that the discrete contact law always satisfies the asymptotic consis-
tency property while the asymptotic indeterminacy of the scheme holds only if
7(q) < 0orv(q) = 0and foralle € (0,ry) there exists ¢. € B(g, )\ (Int(K)U{q})
such that v(ge) > 0 if @ # u™. In the latter case, any v € [u™,a]\{u",u} is
the limit of a sequence of post-collision velocities (S(ge,,,uz ) = @e, )n>1 With
(€n)n>1 decreasing to zero and (g, ,uz ) € B(q,en) X B(u™,e,) for all n > 1.
Hence, for all n > 1, S(q,,,uz,) = G, is defined as the Argmin of the kinetic
norm of the admissible right velocities at (g, ,uz, ) but v is not the Argmin of
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the kinetic norm of the admissible right velocities at (q,u™). It means that the
minimization property (7) defining post-collision velocities is not continuous at
(¢,u™) and it appears that this mathematical propery is deeply related to the
indeterminacies of Coulomb’s law.

Finally let us emphasize that (H3) allows to take into account both isotropic
and anisotropic friction. Moreover the conclusions of Theorem 1 are still valid
when (H4) is replaced by

(H’4) Di(¢') is strictly convex for any ¢’ € B(q,r,) i.e. for any wy; and ws
belonging to D;(q’) such that w; # wsy, and for any v € (0,1), yw; + (1 — 7)ws
belongs to the relative interior of Dy(q’), i.e. there exists a open subset O of R?
such that

ywy + (1 —y)wy € ONSpan(D1(q')) C Di(q')

which is always true for the classical isotropic Coulomb’s friction characterized
by a friction coefficient p > 0.
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Abstract. This paper investigates an optimal control problem associ-
ated with a complex nonlinear system of multiple delay differential equa-
tions modeling the development of healthy and leukemic cell populations
incorporating the immune system. The model takes into account space
competition between normal cells and leukemic cells at two phases of
the development of hematopoietic cells. The control problem consists
in optimizing the treatment effect while minimizing the side effects.
The Pontryagin minimum principle is applied and important conclusions
about the character of the optimal therapy strategy are drawn.

Keywords: Leukemia + Asymmetric division - Competition + Optimal
control - Treatment

1 Introduction

Leukemia is a cancer of the blood and bone marrow, characterized by large and
uncontrolled growth of white blood cells. The most studied type of leukemia,
Chronic myelogenous leukemia (CML), involves granular leukocyte precursors,
namely the myelocyte line. The trigger of CML is a chromosomal abnormality,
called the Philadelphia chromosome, that occurs in all cell lineages in about
90% of cases. The product of this chromosome is the formation of the BCR-ABI
fusion protein which is thought to be responsible for the dysfunctional regulation
of myelocyte proliferation and other features of CML. The standard treatment
of CML in recent years is Imatinib, a molecular targeted drug [15], that has the
effect that almost all patients attain hematological remission [13] and 75% attain
cytogenetic remission.

Nowadays, it is well known that both innate and adaptive immunity are impli-
cated in the defense mechanisms against cancer and recent progress in cancer
immunology suggest that the immune system plays a fundamental role in tumor
progression [23]. In CML, the biological literature reveals that T cells may play
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an important role in stemming the expansion of leukemic cells. This happens
because leukemic cells express antigens that are immunogenic and can be recog-
nized by cytotoxic T cells (CD8+ T cells or CTLs). In the paper [22], the authors
found that leukemia-specific effectors CTLs were able to eliminate leukemic stem
cells (LSCs) in vitro and in vivo in a setting with minimal leukemia load. The
role of CD4+ T cells in leukemia is less clear, although in [3] the authors ascer-
tained that some CML patients under imatinib-induced remission develop an
anti-leukemia immune response involving both CD4+ and CD8+ T cells. Hence,
our goal in this paper is to capture in a mathematical model the underlying
dynamics of this disease by considering the evolution of healthy and leukemic
cell populations along with one of the most important component of the cellular
immune response to CML, namely T cell response.

Even if a variety of mathematical papers have applied a range of model-
ing approaches to study tumor-immune interactions in general (see, for exam-
ple the recent review [7]), only a few described the specific leukemia-immune
interaction. Leukemia-immune models have been formulated using mostly ordi-
nary differential equations (ODE) [16,17] or delay differential equations (DDE)
[2,5,12,19]. Some models that specifically study the immune response to CML
are [2,12,16,18]. However, none of the above papers have considered competition
between healthy and leukemic cell populations, which is an important factor in
CML dynamics.

2 Assumptions on the Model

In this paper, we use a five-dimensional system of DDEs. The first four equations
describing the healthy and leukemic cell populations are based on the Mackey
and collaborators models of hematopoiesis [14]. In the present model, we consider
two types of hematopoietic cell populations: stem-like cell populations consisting
of stem cells and progenitors with self-renew ability and mature cell populations
formed by differentiated cells without self-renew ability. We include two types of
cell populations, healthy and leukemic, each of them with two subpopulations of
cells: stem-like and mature. In this way, we introduce space competition between
the normal cell population and the CML one. We underline that in the case
of leukemic cell populations mature cells are mostly unable to perform their
functions.

The main difference from the Mackey model is considering the competition
between healthy and CML cell populations and the fact that three types of
division of a stem-like cell are considered: asymmetric division, symmetric self
renewal and differentiation. In this paper we use the notation o = h,l with h for
healthy and [ for leukemia. Consequently, we assume that a fraction n,, @ = h, [,
of stem-like cell population is susceptible to asymmetric division: one daughter
cell proceeds to differentiate and the other re-enters the stem cell compartment.
A fraction 79, a = h,l, is susceptible to differentiate symmetrically with both
cells that result following a phase of maturation and the fraction 1 — 114 — 724,
a = h,l, is susceptible to self-renewal so both cells that results after mitosis
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are stem-like cells. This four-dimensional competition model was introduced by
Radulescu et al. in [20].

The fifth equation of the system models the anti-leukemia T cell immune
response. The T cell population considered in this paper consists only of acti-
vated anti-leukemia T cells (involving both CD4+4 and CD8+ T cells), which
actively interact with CML cells. We do not consider other parts of the immune
response, as the population of antigen presenting cells or the levels of citokines
production. We assume that after encountering a leukemic cell, a T cell has two
possibilities: either it inhibits the leukemic cell and activates a feedback function
to stimulate the production of new T cells, or it is inhibited itself by the leukemic
cell.

3 Description of the Model

The state variables of the model are the healthy cell populations z; - stem-
like and x5 - mature, the CML cell populations x3 - stem-like and z4 - more
differentiated and x5 - the population of anti-leukemia T cells. The delays for
healthy and leukemia stem-like cells are 7 and 73 for the duration of the cell
cycle, independent of the type of division, and 75 and 74 for the time necessary
for differentiation into mature leukocytes for healthy and, respectively, leukemia
cells. 7 is the duration of the cell cycle for T-cells and 75 = n7 with n the
number of antigen depending divisions. We denote X, = X (¢t — 7;), where X =
(.731, To,T3,T4, 335).
The optimal control model is

f1 $1,$2,303,904755171,55271,%371,55471)

T2, T1ryy L2795 $47—2)

(

(72

(71,2, 3, T4, T5, T1ry, T2rys T37y, Tary, UL, K11, Ulry) (1)
(w3

(

I
=

T3, T, T, L2ry, L3745 Tdry, K21, Uiry)

1
)
T3
T4
&5 = [5(24, T5, Tary, Tory, U2)

where

f1=—vnx1 — (Mn + n2n)kn (2 + z4)x1 — (1 =m0 — 120) Br(z1 + x3)1+
+2e7 T — My — M2n)Br(T1ry + 230y )T1ry +nine” Tk (227, + Tar) )T10y
f2 = —v2nx2 + An(2n2n + mn)kn (T2, + Tary)T1r,
f3=—=(vu+ fra)zs — [(nu + ne)ki((x2 + 24) £uy) + (1 = nu — n20) (@1 + @3) £uy )] 23+

+2e=Onthia) ™ (1 — o) By((21ry + 2373) fuir, )+
+ e Ourha) s by (2ar, + 24r,) fuy,, )]@3ry — brzsasli(zs + z4)
fa=—(vai + f2a) T4 + At (2021 + mu) ki (227, + Tary) fu, 237, — bozamsli (w3 + 74)

f5 = a1 — az2xs — azfu, wsla(xa) + 2" aswsrglo(Tary)

subject to minimization of the cost functional

min J(u), (2)
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where
J(u) = g(@(T)) + L(t, u(t), z5(t))

with g(z(T)) = A123(T) + Asxy(T) + Erx3(T) /21 (T) + E2xa(T) /22(T) — being
the weighted sum of the final tumor population and the ratio the ratio of leukemia
cells and the healthy ones and

T
L(t, u(t)7x5(t)) = f [Blul (t) + BQUQ(t) + Ci1kq (t) + Cgkg(t) — D.’1?5(t>] dt —
0
the cumulative drug toxicity and T cell amount.
The history of the state variables is given by X(0) = ¢(0),0 €

[—Tmax; 0], Tmax = max(7y, T2, T3, T4, T5) -

The healthy and leukemic blood cell populations are seen in competition
for resources and this is reflected in the fact that both feedback laws for self-
renewal and differentiation depend on the sum of healthy and leukemia cells.
07
((El —+ xg)m“ ’
with (g, the maximal rate of self-renewal and 6, half of the maximal value

05

Oga + (w2 + w4)"
koo the maximal rate of differentiation and s, is half of the maximal value.
The rest of the parameters for healthy and CML cell populations are: vi4 -
the natural apoptosis, A, - an amplification factor and m,, n, parameters that
control the sensitivity of 3, respectively k, to changes in the size of stem-like
and respectively mature populations. Table 1 contains a complete description of
parameters of the model.

To model the influence of T cells on CML cells, we consider the feedback

Consequently, the rate of self-renewal is B, (21 + z3) = Soa e
la

and the rate of differentiation is ko (z2 + x4) = koo

, with

1
function 1 (y) = P Consequently, the last terms of the third and fourth
5T Y

equations represent the inhibition of CML cells by anti-leukemia T cells. We
assumed that the inhibition of CML cell population by T cells increases with
the number of leukemic cells up to a certain level and then reaches a maximal
value of inhibition. A further increase in CML population will not modify this
value.

As concerns the fifth equation, the first term a; is the natural supply of naive
T cells, while the second term —aszs5 indicates that T cells exit the population
through death at the rate as. Leukemia cells suppress anti-leukemia immune
response. The precise mechanism is unknown, but it is assumed that the level

of down regulation depends on the current leukemia population, so we consider
Y

bs + 4?2
This function ensures that T cells are stimulated by CML cells only if 1e151kererlia
cell population has values in a certain range, called “the optimal load zone” (see
[12]). We take the rate of antigen stimulation as a feedback function depend-
ing on the level of the mature leukemic population, ls(x4) and the third and
the fourth terms, —agusxsla(z4) and 2™ ag@s.4l2(Tar) gives the rate at which
naive T cells leave and re-enter the effector state after finishing the minimal

that the immune system is regulated by the feedback function I5(y)
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developmental program of ny cell divisions (due to antigen stimulation). The
time delay 75 = mny7 is the duration of this program. These terms represent
the loss and respectively the production of T cells due to the competition with
leukemic cells.

The treatment targeting the BCR-ABL gene is supposed to affect the apop-
tosis and the proliferation rates of leukemia cells [11]. In view of this fact,

we consider the treatment functions f,, = . fia = (v1n — vu) ku and
f2a = C’}/Qhkgl, with uy, klla kgl : [O,T} — [O7 1], where ul(t), k‘ll(t), kgl(t) are the
treatment effects.

The action of treatment on the proliferation rate will be considered through
fu, in the function of self-renew [; and in the function of differentiation or
asymmetric division k;. Note that, in this way, both 3; and k; became decreasing
functions of u;. For more details, see [21]. The treatment acts on the apoptosis
through the function f;, on the stem cells and through the function fs, on

t
the mature ones. Also, from the law of the mass, we have fla = f k1i(s)ds.
t—11

Moreover, it seems that, in vivo, Imatinib is the trigger of complex mechanisms,
some of them able to promote T cell expansion (see [22]). Imatinib’s effect on T
cell population is introduced in the form of a treatment function f,, = 1 — uq,
with the stimulatory effect ug : [0,T] — [0, 1]. If no drug is given, then f,, =1
and a maximal effect takes place for us(t) = 1, when T cell population is no
longer inhibited by CML cell population.

The existence of an optimal control follows since one can transform the
given problem into an optimal control problem for a system of ODEs whose
solutions will be bounded together with their derivatives on compact intervals

(see [1]).

4 Discretization of the Optimal Problem

In this section, we apply the numerical procedure from Gollmann and Maurer
[10], in order to solve the delay optimal control problem (1) + (2) (see also [8,9]).
For that matter, we write the cost functional in the Mayer form

J(u, ) = h(z(T)), = = (v1, 72, 23,24, 75) € R.
We introduce the additional state variable z through the equation
2(t) = Byui(t) + Boua(t) + C1k1(t) + Coka(t) — Dxs(t), z(0) = 0.
Then, the cost functional (2) is rewritten as
J(u,z,2) = g(2(T)) + 2(T).

In the following, let 7 > 0 be such that m = ji7, 70 = jo7,73 = 37, T4 =
JaT,Ts = J57,5; € N*, i = 1,5, T = N7 and use the Euler integration method
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with a uniform step size 7 > 0. Of course, 7 can be refined in order to obtain
an appropriate smaller step-size. Using the grid points t; = i7, ¢ = 0, N and
the approximations z1(t;) ~ xz1; € R, xa2(t;) ~ x9; € R, x3(t;) ~ z3; € R,
x4(t;) ~ x4 € R, x5(t;) ~ x5 € R, ug(t;) =~ u1i,‘u2(ti) ~ ug; and kq(t;) ~ ki,

J3

ko(ti) = k2; the treatment function fi, becomes ) k1;,_;7 and the delay control
j=1

problem (1) + (2) is transformed into the nonlinear programming problem (NLP)

Minimize J = g(xn) + 2N (3)
subject to

T1 — Tiip1 + Tf1(@ 10, 255 T34, Taiy T1ijy s T2imjy > T3i—jy s Tdiky ) = 0
T — Toit1 + T fa(@2i, Trijy, T2iejy, Tai—jy) =0
T3; — T3i+1 + Tf3(l’1¢, L2y L35y Ldiy L5y L1i—j35 L2i—jgs L3i—j3s Ldi—jzs Ulss
J3
kv, >0 kv, mouimg,) =0 (4)
=1
T4i — Taip1 + T fa(@aq, Toiy Toiejy, T3imjys Taijy > Koti, Uri—jy) = 0
T5i — Toit1 + T f5(Tas, Toiy Taiejs, Toijs, U2i) = 0
2i — Zip1 + T(Biu1; + Boug; + Cik1; + Cokgy — Dxs;) =0
—uy; < 0,up; —1 <0, —ug; <0,u9 —1 <0, (5)
—k1; <0,k —1<0,—kg; <0,k —1<0,0=0,N — 1.

Herein, the initial value profiles ¢1, 2, @3, @4 and @5 give the values

z1_, = p1(—=iT), i = 0,l1,29_, := a(—it), i =0,ls, w3_; 1= @3(—iT), i =0,l3

24, = pa(—i7), i =0,ly,x5_, = ps(—it), i =0,15.

The variable to be optimized is represented by the vector w = (u1,, u2,, k14,
10N
kgo,xh, ey ,.3651,2’1, ..,ulNil,UQNil,klNil,k2N71,x1N, ..,SC5N,ZN) S R .

5 Numerical Results

In the following figures, we plotted the trajectories of the healthy, respectively
CML cell populations for the competition system, showing a comparison between
the dynamics of a system without treatment and the dynamics of a system sub-
ject to optimal treatment. In the following simulations two aspects are combined,
resulting four distinct manifestations of the disease:

— starting treatment in two different stages of the disease: a less severe stage
when the population of leukemic cells and the healthy cells coexist (the
leukemia cell population is still small) (S1) and a stage where healthy cell
population disappeared and the number of leukemic cells is already very high
(52);

— two configurations of parameters describing two different forms of the disease
for patients, configuration 1 and configuration 2 (see Table 1). The configura-
tion 2 corresponds to a more serious disease.



436 I.R. Radulescu et al.

Considering multiple effects of treatment, on the apoptosis of leukemic stem
cells, leukemic mature cells, proliferation rate and immune system, simulations
show the impact of the disease on various optimal control solutions for four hypo-
thetical patients (see Figs. 1, 2, 3 and 4 for comparison between the dynamics of
a system without treatment and with optimal reatment).

—
L 4 o without treatment
with optimal control[]

o] 120 q

100 1

40}

ol—= [ o o
0 50100 0 50100 0 50100 0 50100 0 50100
t t t t t

Fig. 1. Simulations start from S1 for configuration 1 of parameters. Dashed line repre-
sents the dynamics of a system without treatment and continuous line represents the
dynamics of a system with optimal treatment.
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Fig. 2. Simulations start from S2 for configuration 1 of parameters. Dashed line repre-
sents the dynamics of a system without treatment and continuous line represents the
dynamics of a system with optimal treatment.

In the Figs. 5, 6, 7 and 8 the controls ky;, ko, u1, us represent the influence
of drug on the apoptosis of leukemic stem cells, leukemic mature cells, prolif-
eration rate and immune system. The value of cost functional was improved in
all situations (see figures). To solve the problem of optimal control the Matlab
solver for NLP problems fmincon was used, selecting the ‘interior-point’ solver.
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Fig. 3. Simulations start from S1 for configuration 2 of parameters. Dashed line repre-
sents the dynamics of a system without treatment and continuous line represents the
dynamics of a system with optimal treatment.
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Fig. 4. Simulations start from S2 for configuration 2 of parameters. Dashed line repre-
sents the dynamics of a system without treatment and continuous line represents the
dynamics of a system with optimal treatment.
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osf R 0.3 0.3 0.3
o= R 0.2 0.2 0.2
o.1f R o.1f R o. o.

o o o o

o S50 100 o S50 100 o S50 100 o S50 100

Fig. 5. Controls for configuration 1 of parameters, simulations start from S1. The cost
function was improved from 4000 to 2700.
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k
0
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o 00000 0 00

Fig. 6. Controls for configuration 1 of parameters, simulations start from S2. The cost
function was improved from 5100 to 4100.
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Fig. 7. Controls for configuration 2 of parameters, simulations start from S1. The cost
function was improved from 3400 to1600.
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Fig. 8. Controls for configuration 2 of parameters, simulations start from S2. The cost
function was improved from 2700 to 2100.
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6 Conclusions

In this paper, an optimal control model for CML with the influence of the
immune system and treatment was investigated. Based on clinical evidences and
assumptions, the effects of Imatinib, the current first line treatment in CML,
was considered. These effects include the decrease of leukemic proliferation and

Table 1. Description of parameters

Par. | Description Conf. 1 | Conf. 2
Born | Maximal value of the 3; feedback function (daysfl) 1.77 1.77
Boi | Maximal value of the 3; feedback function (days_l) 2 2.27
korn | Maximal value of the kj, feedback function (days~?') 0.1 0.1
kor | Maximal value of the k; feedback function (daysil) 0.4 0.8
myp, | Hill coefficient of the 3; feedback function 4 4
my Hill coefficient of the 3; feedback function 4 4
np Hill coefficient of the kj feedback function 3 3

ng Hill coefficient of the k; feedback function 3 3
615 | Parameter for the G}, feedback function (10%cells/kg) 1.6 1.6
025, | Parameter for the k; feedback function (loscells/kg) 12 12
61, | Parameter for the 3; feedback function (10%cells/kg) 0.5 0.5
62, | Parameter for the k; feedback function (10%cells/kg) 36 36
v1n | Loss of stem cells due to mortality for healthy cells (days™"') 0.1 0.1
v11 | Loss of stem cells due to mortality for leukemic cells (days_l) 0.04 0.01
mn | Rate of asymmetric division for healthy cells 0.7 0.7
n1: | Rate of asymmetric division for leukemic cells 0.1 0.1
n2n | Rate of symmetric division for healthy cells 0.1 0.1
n2;1 | Rate of symmetric division for leukemic cells 0.7 0.7
Y2r, | Instant mortality of mature normal leukocytes (days_l) 2.4 2.4
~v2; | Instant mortality of mature leukemic leukocytes (days_l) 1.5 0.15
Ay, | Amplification factor for normal leukocytes 829 829
A Amplification factor for leukemic leukocytes 1843 3686
by Loss of leukemic stem cells due to cytotoxic T cells 0.3 0.3
ba Loss of mature leukemic leukocytes due to cytotoxic T cells 0.6 0.6
b3 Standard half-saturation in a Michaelis-Menten law 36 36
by Standard half-saturation in a Michaelis-Menten law 36 36
ai Anti-leukemia T-cell supply rate 3 3

as Anti-leukemia T-cell death rate 0.23 0.23
as Coeflicient of influence due to leukemic cells 0.3 0.3
ay Probab. that T cell survives the encounter with a leukemia cell | 0.9 0.9
ni The number of antigen depending divisions 2 2

T1 Duration of cell cycle for normal stem cells (days) 2.8 2.8
T2 Duration of cell cycle for normal leukocytes (days) 3.5 3.5
T3 Duration of cell cycle for leukemic stem cells (days) 2.1 2.1
T4 Duration of cell cycle for leukemic leukocytes (days) 2.8 2.8
Ts Duration of one T cell division (days) 1.4 1.4
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differentiation, the increase of leukemic apoptosis and some influences on the
anti-leukemia immune response.

From Figs. 1, 2, 3 and 4 one can see one can see the decline of leukemic cells
(i.e. molecular remission) and the increase of the number of healthy cells after
approximately three months of treatment. Depending on the level of cell popu-
lations at diagnosis (S1 or S2) and on the leukemia severity (i.e. configuration 1
or configuration 2) the evolution of healthy cell population to a normal amount
is more or less rapid.

The plots of optimal controls (Figs. 5, 6, 7 and 8) exhibit an optimal control
effect different for four hypothetical patients. One can observe that the drug
influence is slightly different for various manifestations of the disease. Conse-
quently, for an optimal effect of treatment, the prescribed dose should be adapted
considering the parameter’s disease of a certain patient and the leukemic burden
at diagnosis. Although the identification of most of the values parameters of the
disease is a daunting task, there are some which can be computed by means
of current methods and they might provide an important indication concerning
dose adjustment and therapy management.

Acknowledgments. This work was supported by CNCS-ROMANIA Grant ID-PCE-
2011-3-0198.
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Abstract. We consider a mathematical model which describes the equi-
librium of an electro-elastic beam in contact with an electrically conduc-
tive foundation. The model is constructed by coupling the beam equa-
tion with the one dimensional piezoelectricity system obtained in [13].
We state the unique weak solvability of the model as well as the contin-
uous dependence of the weak solution with respect to the data. We also
introduce a discrete scheme for which we perform the numerical analy-
sis, including convergence and error estimates results. Finally, we present
numerical simulations in the study of a test problem.

Keywords: Beam - Elasticity - Piezoelectricity - Contact - Normal
compliance - Finite element method

1 Introduction

Piezoelectric materials belong to the family of “smart materials” and are char-
acterized by a coupling of mechanical and electrical properties. Thus, electric
charges can be observed on a piezoelectric body subjected to the action of exter-
nal forces and, conversely, an electric potential applied on a piezoelectric body
gives rise to stresses and strains. These properties of piezoelectric materials make
them suitable to be used as sensors and actuators in various industrial settings
and real-world applications. For this reason, the interest in the analysis of math-
ematical models with piezoelectric materials is currently increasing.

The construction of appropriate models to describe the behaviour of thin
deformable bodies like plates, shells and beams, represents an important topic in
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Solid Mechanics. By using asymptotic analysis, several classical reduced models
have been mathematically justified over the years. Pioneering work for modelling
of thin linearly isotropic piezoelectric beams was performed in [1,5,8,13-15,17].
Models for elastic beams in contact with a foundation have been justified in
[7,9,16], based on the ideas in [12].

The present paper represents a continuation of our previous works. Here we
analyse, both mathematically and numerically, a model for an elastic piezoelec-
tric beam in contact with a deformable conductive foundation. The manuscript is
structured as follows. In Sect. 2 we describe the physical setting together with the
corresponding mathematical model. Then, we list the assumptions on the data
and state our main results in the analysis of the model. In Sect. 3 we formulate
the discrete problem by using Finite Elements and provide existence, uniqueness,
convergence and error estimates results. We also provide a brief description of
the corresponding numerical algorithm. Finally, in Sect.4 we present numerical
simulations which highlight the performances of the algorithm and describe the
effects of the different parameters on the solution.

2 Problem Statement

We consider an elastic piezoelectric beam of length L > 0, cross-section area
A, Young Modulus F and Inertia Moment I. The beam is clamped at both
ends and subjected to axial and vertical external forces f and f*, respectively.
As a result, it may enter in contact with a conductive deformable foundation.
Based on our previous works [9,13,16], we associate to this physical setting the
following mathematical model.

Problem 1. Find a bending field ¢ : [0, L] — IR, a stretching field « : [0, L] — R
and an electric potential ¢ : [0, L] — IR such that

(CH"N" = - —p(& = s) — mR(Q)R(E — s),

Here, P and ¢ > 0 denote the piezoelectric coefficient and the electric permit-
tivity coefficient, respectively, and C+ = EI > 0, C = EA > 0. Moreover,
p(+) : R — IRy denotes the normal compliance function, which vanishes for neg-
ative arguments, and p; > 0, uo > 0 represent coefficients of the system. The
dependence of the various functions on x € [0, L] is not indicated explicitly and
the symbol ’ stands for the derivative with respect to this spatial variable.

We now briefly describe the equations and conditions (2.1)—(2.6). First, equa-
tion (2.1) is the beam equation in normal compliance contact with a foundation,
with an initial gap s. It also contains an additional term on the right hand side,
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which describes the electric charges from the obstacle to the beam, when the
contact arises. Here we use the notation R(z) = (R(z))4, for all z € IR, where
ry = maz {r,0} denotes the nonnegative part of » and R is the truncation
operator given by

—Mif z < —M,
R(z)=< 2 if-M<z<M,
M if z> M,

M > 0 being a positive constant that depends on the characteristic length of the
system. Equations (2.2)—(2.3) are the piezoelectric equations for elastic beams
presented in [13], and (2.4)—(2.6) represent the boundary conditions, in which g
and ¢y, denote the electric potentials applied on both ends of the beam.

For the analysis of Problem 1 we use the standard notation for Sobolev and
Lebesgue spaces. In particular, we denote by || - |lo, || - |1, || - ||l2 and || - ||oc the
norms on the spaces L2(0, L), H'(0, L), H?(0, L) and L>(0, L), respectively. Let
© = q — G, where § is a lifting function of gy and gz, in H'(0, L) (see [13]). Note
that

gec([0,L]) and m[é”i]{q( )} = max{qo, g }-
Moreover, without loss of generality, we assume that qg, ¢ > 0. As a conse-
quence, it follows that ¢ > 0 as well. We also assume that

s € CY([0,L]), s(0)=5(0)=s(L)=5s"(L) =0, (2.7)

and we denote n = £ — s. Then, using a standard procedure, it is easy to obtain
the following variational formulation of problem (2.1)—(2.6).

Problem 2. Find n € HZ(0,L), u € H}(0,L), ¢ € H}(0, L), such that

/L CLn"q”dx+/OL mR(p+ 4Ry )Cdx+/L (n)¢dx

/ Fhcda / OS¢, (28)
/0 Pu¢dx+/ apwda:—/o 1o (R()) ¢dm——/OLs(j’¢’da:, (2.9)
/ Culo dz / Py dz = /0 Fudz + /O " P, (2.10)

for all ¢ € HZ(0,L), v, ¥ € HE(0,L).
In the study of Problem 2 we assume the following hypotheses.

C+,Pe,C, 1, po € L0, L), (2.12)

Ct>Cy>0,e>e0>0, C>Co>0, 1 >0, o >0ae. in (0,L), (2.13)
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Moreover, we assume that the normal compliance function p satisfies

(a) p:[0,L] x R — Ry,

(b) There exists ¢, > 0 such that

Ip(z,r1) — p(z,m2)| < cplr1 — 12,
Vri,ra €R, ae x € (0,L),

(c) There exists my, > 0 such that

2.14
(bl ) = Pl )1 = 72) >yl = ral?, (214
Vri,ra €R, ae x € (0,L),
(d) The mapping p(-,7) : « — p(zx,r) is measurable on [0, L],
for all r € R,
(e) The mapping p(-,r) : « — p(z,r) vanishes for all r <0,
and, in addition,
C’OL 3 €0 1
—_— > = o 0y o > = o 0. 2.15
25> 5 Il + lhalloe, 237> 5 il + L] (215)

Next, we consider the space X (0, L) = H3(0,L) x H}(0,L) x H}(0, L), which
is a real Hilbert space with the canonical inner product, denoted by (-,-)x0,z)-
We then define the operator A : X (0, L) — X (0, L) and the element F € X(0, L)
by equalities

L L ~ L
(AZ, Y) x (0,1 :/0 Cln”C”der/O MlR(S@‘i‘d)R(n)Cdl’“‘/o p(n)¢dx

L L L L
+/ Pu’w'dach/ s@’w’dxf/ M(R(n))zwd;ﬂ+/ Cu'v'dx
0 0 0 0
L
- / PY'v'dx Vo =(np,u),y=((v)e X(0,L), (2.16)
0
L L L L
(Foxon = [ £reos [ oo [ otscan [ vt
0 0 0 0

L
—|—/0 Pgv'de  Vy=((v,v) € X(0,L). (2.17)

Then, an equivalent formulation of Problem 2 is as follows.
Problem 8. Find = (n, ¢, u) € X(0, L) such that
(Az,y) = (F,y)x0,1) Vye X(0,L). (2.18)
Our main result in the study of Problem 3 is the following.

Theorem 1. Under the assumptions (2.7), (2.11)—(2.15), there exists a unique
solution € = (n,o,u) € X(0,L) to Problem 3. Moreover, if x; = (1;, s, ;)
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represents the solution of Problem 3 for the data {qoi,qri}, {si} and {f, f:}
verifying the assumptions (2.7) and (2.11), i = 1,2, then there exists C > 0 such
that

21— 2l x(0,) < CUIfi-— fallo+Is1—sall2+ [ fr = Fallo+ lG1 — G2ll1)- (2.19)

The proof of this theorem is based on arguments of monotonicity and will be
included in our forthcoming paper [10]. Besides the unique weak solvability of
Problem 1, it provides the continuous dependence of the solution with respect
to the boundary data, the initial gap and the external forces.

3 Numerical Analysis

We now turn to the numerical analysis of the problem. To thisend let 0 < h < L,
N(h) € N and let 0 = zff < 2l < ... <zl <azh, <...<x}](,(h)=Lbea
partition of the interval [0, L] in N(h) intervals with maximum length h. We
denote by ©" the set of all elements and K" = [z, 2 ] € ©", 0 <i < N(h).
We consider the finite element spaces

V{'(0,L) = {€" € C°([0, L]), &y € PL(K]), 0 <i h), €"(0) = ¢"(L) = 0},
0

Vi'(0,L) = {¢" € C1([0, L]), €5 € P3(KD),

where Py(K") represents the space of polynomials of degree less or equal than
k restricted to K". It is straightforward to see that V{*(0,L) c HZ(0,L) and
V0, L) C H3(0,L). Let X"*(0, L) = V2 (0,L) x V*(0,L) x V}*(0,L) C X(0, L),
and let Pxn : X(0,L) — X"(0,L) denote the projection operator. Then, the
discrete version of Problem 3 can be formulated as follows:

Problem 4. Find =" = (n"*, ", u) € X"(0, L) such that
(A-’Bh7yh)x(o,L) = (Fayh)X(O,L) vy = (¢ ¢" ") e X0, L).

Using arguments similar to those used in the proof of Theorem 1 it follows that
Problem 4 has a unique solution = = (", ", u) € X"(0, L). In addition, the
following a priori error estimation holds:

lz — 2" x(0.L) < Clle = y"|x00) V" € X"(0,L), (3.1)

where, recall, € = (1, ¢, u) € X (0, L) is the solution of Problem 3.
For a given K" = [z} a? ] € ©O" we use a local nodal notation, so
K = [z6", 22", Denote by II'" : C([0,L]) — V{*(0,L) the Lagrange global

interpolation operator, i.e.

H{LU‘K? :H{LlK;Lv VK! e o vec(o,L]),
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where H{Lu{h : C(KP") — Py(K!) represents the local Lagrange interpolation
operator. Similarly, denote by IT? : C*([0,L]) — V{*(0, L) the Hermite global
interpolation operator, i.e.

ven = I3 v VK] € 0" ve ([0, 1)]),

where Hgb‘Kh : CL(KI) — P3(K!) is the local Hermite interpolation operator.
Then, the following interpolation error estimations holds:

v — o]k < Chlelvl,x VK e€Oh (3.2)

where v € H"(K), II}'v denotes its corresponding interpolant in V;*(0,L), | =
min{k + 1 —m,r —m} and C > 0 is a constant which does not depend on v, k
and h. For the proof of (3.2) see, for instance, [4,6].

Finally, let IT" : C'([0, L]) x C°([0, L]) x C°([0, L]) — X"(0,L) denote the
global interpolation operator given by IT"(y) = (I} (C), IT}(v), 11 (v)) for all
y = (¢,¥,v) € CH([0, L]) x CO([0, L]) x C°([0, L]). Therefore, given {r1,r2,73} C
IN, from (3.2) we find that

ly = 1"yl x0.0) < C (A ICll2 + ™[l + A7 [lvllh) < CR' ]l xo.n),

for all y = ({,,v) € H*t™(0,L) x H*™2(0,L) x H*™(0, L), where | =
min{ry, 7, r3}. Furthermore, by using the previous error estimation and den-
sity arguments in (3.1), we conclude that

. . h _
%{%Hw x"(| x(0,0) = 0,

which represents a convergence result for our discrete scheme.

Algorithm Implementation. The algorithm for the numerical solution of
Problem 4 is based on a fixed point strategy to compute the bending, the stretch-
ing and the electric potential, iteratively. The novelty lies in the method we use
to solve the contact problem on each step. The description of this method rep-
resents our main aim in the rest of this section. In order to simplify it, note that
the numerical discretization of (2.8) fits in the following general framework:

Find €" € E" such that L € A¢" + BHB*¢", where H : E" — 2Eh/z's a
mazimal monotone operator, B € L(E" VJ'), A€ LV, VI and L € V.

Here and below the symbol E’ denotes the dual of E. To solve this problem we
use a penalization algorithm of the Uzawa family whose performance is improved
by combining it with the Newton method. We restrict ourselves to describe the
main steps of the algorithm, and refer the reader to [2,11] for further details.
Let H}; denote the Yosida approximation of the operator H* = H — wl, with
wp < 1. Then the algorithm introduced in [2] is the following:

Let ¢, M0 be arbitrary. Given ™™ and €M1, compute ¢! and £
such that
Agh,n —l—wBB*fh’n = [ — th,n7
qh,n,+1/2 — H;:) [B*gh,n + //th’n} , (33)
qh,n+1 _ pqh,n+1/2 + (1 _ p)qh,n.
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The efficiency of this algorithm is well known, although its convergence is
quite slow. For this reason, following [3], we combine it with the Newton method
which accelerates its convergence. First, note that if w = 0, then wp < 1 and

k

Hi(w) = Hyl) = 1 (0 = pn)(@)
Therefore, we need to solve the system
APt = [ — Bg Y, (3.4)
" = Hy (BEMT o+ g, (3.5)

Besides, given ¢ € E", we have H, (¢)c = G(¢|c) where

0 ifp<s
ﬁ(p—s)(aj) ifp>s-

G(p) = {

We approximate G(po) by G(p1) + V (po — p1) + O(|po — p1|?), where

0 if po <s
VeaG) =14 [0 | ifpo=s. (3.6)
ﬁ if Po > S

Thus, taking pg = BEP T 4+ pgh"*! and p; = BEM™ + ug™™, we obtain that
qh,n+1 _ H;L(po) _ G(th’n + uqh,n) + V(th,n+1 + luqh,nJrl o th,n +quh,n)'

Next, we use the subsets of the mesh ©" given by

QF = {K}' € 0" (BE"" + pug"™) e > s}, 02 =0"\ 2, (3.7)
and we take into account the values of V' in (3.6) to find that
qh777’+1 _ 0 ) . on ;Q;
I+ku (th,n+1 + /th’n-i_l) - 1+k“8 on Q;l' ’

which implies that ¢""*1 = 0 on 2, and ¢""*! = k(B¢ +1 —s) on 2. Recall
that our aim is to solve the system (3.4)—(3.5). To this end, substituting ¢"*1
in (3.4) by this value obtained by applying the Newton approximation to (3.5),
we obtain the following algorithm:

Let ¢"0, ¢"0 be arbitrary. Given g™, €m™ and 2, compute gh-ntt, ¢hntt
and (2| such that

/Aé-h,n+1<dx+/ kBé—h,n-‘rlCdx:/ LCdﬁC+/ kstx,
Q fons 2 of

gt = 0 on £2,; (3.8)
k(B¢ —s)  on 2F
Qi ={K} e 0" (B + Mqh’n+1)|K;L > s}
We finally recall that even though the algorithm above has been presented

in a general framework, in our work it is highly simplified since the operator B
is, in fact, the identity operator.
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4 Numerical Simulations

In this section we will show the numerical results obtained for several simulations
designed to highlight the performance of the algorithm. We consider a beam of
length L = 1m, and a uniformly spaced mesh with element size h = 0.01. The
choice of values for the various parameters is the following:

N N -
E=1x10° =, I=0.05m* A=1m? P=100 —

m %

N N-m? . N N
= pp=1 - e=1 2 F 1% 108 2, fh =1 %105 .

V-m?2 1% n m

Our results are presented in Figs. 1, 2, 3 and 4 where the bending, the stretching,
the deformation and the electric potential of the beam are plotted.

Flexion Stretching

— Flexion with k=1.e9
—Obstacle
-0.02}

Fig. 1. Bending. Fig. 2. Stretching.

Deformation Electric Field over stretched bar

— Deform. with k=1.69
002 |— Obstacle (| o

Fig. 3. Deformation. Fig. 4. Electric potential.

Next, in Fig. 5, we illustrate the influence of the stiffness coefficient on the
bending of the beam. We start with the value & = 1 for the stiffness coefficient
and increase it up to the value k = 1 x 10'6. Our results show that more the
obstacle is stiff, less the penetration is. We also note that the influence of the
obstacle arises only for values of the stiffness coefficient larger than the Young
modulus of the beam, E. We also plot the solutions obtained by using both
the method in (3.3) and its Newton improvement formulated in (3.8), for k =
1 x 10'6. As expected, the two solutions are practically the same.

Now, in order to show the improvement of the Newton method versus the
original algorithm, we represent in Fig.6 the number of iterations needed to
achieve convergence for both algorithms, with various tolerances. As we can
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——k=1.00e+00
- -- k=2.00e+05
k=8.00e+05
--k=2.00e+06
* k=4.00e+06
© k=5.00e+06
¢ k=8.00e+06
- k=2.00e+07
——k=1.e+16BM
+ k=1.e+16NW
— ObstPositi

0 0.2 0.4 0.6 0.8 1

Fig. 5. Bending for several coefficients of stiffness

see, the convergence of the Newton method is always achieved in about ten
iterations, while the Bermudez-Moreno algorithm (3.3) needs more than one
thousand iterations, if the tolerance is smaller than 1 x 1073,

In Figs.7, 8 and 9 we show the convergence of the solutions for bending,
stretching and electric potential, respectively, as the mesh size decreases. We
take the solution obtained for h = 1 x 10~* as “exact” solution. We note that
the convergence for the electric potential and the stretching field is linear while
the convergence for the bending field is slower.

10% Error Bending
—Newton 10°
—BM

sv

/

Number of iterations

10°5 -
10 10

Tolerance 10" 107 107 10"

Fig. 6. Iterations. Fig. 7. Bending error.

Eror Stretching Error Potential

Fig. 8. Stretching error Fig. 9. Electric potential error
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Abstract. We present two models for engineering processes, where ther-
mal effects and time-dependent domains play an important role. Typi-
cally, the parabolic heat equation is coupled with other equations. Chal-
lenges for the optimization of such systems are presented.

The first model describes a milling process, where material is removed
and heat is produced by the cutting, leading to thermomechanical dis-
tortion. Goal is the minimization of these distortions.

The second model describes the melting and solidification of metal,
where the geometry is a result of free-surface flow of the liquid and the
microstructure of the re-solidified material is important for the quality
of the produced preform.

Keywords: Optimization with PDEs - Time-dependent domain - Heat
equation - Thermoelasticity - Free surface flow

1 Introduction

The optimization of industrial engineering processes often lead to the treatment
of coupled, nonlinear systems of PDEs. Here we want to investigate applica-
tions where an important part of the nonlinearities is created by time-dependent
domains, which are not prescribed but who are part of the solution itself. The
treatment of such models in the context of PDE constraints in optimal control
problems typically generates additional challenges in both, the solution of the
forward problems and the treatment and storage of adjoint solutions.

In the following, we present two models for engineering processes, where
heating of metal workpieces and time-dependent domains play an important role.
Thus, a parabolic heat equation is coupled with other equations. Challenges for
the optimization of such coupled systems are presented.

The first model describes a milling process, where material is removed and

heat is produced by the cutting. This leads to a thermomechanical distortion of
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the workpiece during the cutting process and leads to an incorrect removal of
material. An optimization of the cutting path and speed, varying chip thickness
and thus heat production, etc., should give reduced distortion during the process
and lead to a correct workpiece shape.

The second model describes the melting and solidification of metal heated
by a laser beam. Due to free-surface flow, the shape of the liquid part depends
on capillary boundary conditions, and heat transport on the flow field. The
microstructure of the re-solidified material, which is important for subsequent
process steps, depends on the temperature gradients near the moving liquid-solid
interface and its velocity. Accelerating the process for mass production on the
one hand and improving the microstructure on the other hand compete for an
optimized process.

Both optimization problems can be formulated in an abstract setting as

min J(u,y) under the constraint y = S(u) (1)
u€Uqq
where u denotes the control, U, the set of admissible controls, y the state, J the
error functional to be minimized, and S is the control-to-state operator, given by
a nonlinear PDE. J is typically given by a deviation of y (or something derived
from it) from a desired function y4 plus some regularization by a norm of u, like

J(u,y) = d(y, ya) + aflull}. (2)

For both applications, we will first state and describe the primal problem
giving the solution operator S, and later cover some details of the associated
optimization problem.

2 Thermomechanics of Milling Processes

2.1 Application

During a milling process, heat is produced by the cutting tool and transfered into
the workpiece, and mechanical load is generated by cutting forces. Due to the
resulting thermomechanical deformation of the workpiece, the final shape of the
processed workpiece deviates from the desired shape, making a postprocessing
finishing necessary. Deformations are relatively large especially when producing
fine structures like thin walls for lightweight constructions. In order to reduce the
shape deviation, an optimization of the tool path and other process parameters
is desirable, taking into account the thermomechanical deformations.

2.2 Model

The mathematical model for the thermomechanics of the process includes ther-
moelasticity of the workpiece, energy and forces introduced by the process, and
most importantly the cutting process itself, which leads to a time-dependent
domain, whose shape influences the process and vice versa. As typical under
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the assumption of small deformations, the model is formulated in a reference
configuration.

Let 2(t) C R3 denote the time-dependent domain in the reference configu-
ration, Qp := {(z,t) : x € 2(t),t € (0,T)} the space-time-domain, 6 : Qr — R
the temperature, and v : Q7 — R? the deformation.

The change of geometry by material removal as well as energy and forces
introduced by the cutting process are provided by a process model [3,5], tak-
ing into account the tool path and velocity, chip thickness, temperature and
deformation, and other global and local parameters and properties. Here, we
rely on a macroscopic model where microscopic processes like chip formation
are not directly considered, but their effects considered via the process model.
Let us denote by I'(t) C 92(t) the contact zone of the cutting tool at time ¢,
I'r == {(x,t) : x € T'(t),t € (0,7)}, qr : I'T — R the normal heat flux, and
gr : I'r — R3 the forces introduced at the cutting surface.

In the notion of optimal control problems, the state y consists of the domain,
temperature, and deformation, y = (§2,6,v), while the control « consists of the
process parameters like tool path, feed rate, rotational velocity, etc. The material
removal and thus the domain 2(¢t) depend on the cutting process (control u) and
the deformation v.

The coupled model includes the parabolic heat equation and quasistatic,
elliptic thermoelasticity

6—V-(kV) =0, (3)
—V-o=f,(0) (4)

on 27 with stress tensor o = 2uDv + Mr(Dv)I and Dv = £(Vv + Vv’) the
symmetric gradient or strain tensor. On the contact zone I'r, we have boundary
conditions for heat flux and mechanical forces given by the process model,

kVO-n=qr(u,0,v), (5)
on =gpr(u,6,v). (6)

The workpiece is clamped, which is reflected by Dirichlet conditions on a subset
I'p Cc o\ Iy,

v=20 on I D, (7)
while cooling conditions and free deformation apply on the rest of the boundary,

kVO -n =10 —0), (8)
on=0. (9)

Initially, the temperature is typically constant at room temperature, thus 6 = 6,
on £2(0).
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2.3 Numerical Discretization of the Forward Problem

The system (3-9) of PDEs is discretized using a finite element method on
an adaptively locally refined tetrahedral mesh [10,13], using piecewise polyno-
mial functions for the temperature and the components of deformation. Time-
discretzation is based on a semi-implicit time stepping scheme.

The time-dependent domain §2(t) is approximated by a subset (2;,(¢) of the
triangulation, where the completely cut off elements are ignored. The cutting
process is simulated by a dexel method [11], which is able to compute the inter-
action of the tool with the (deformed) workpiece very efficiently, giving (2, (t)
and I}, (t). At the same time, chip thickness and other cutting parameters are
computed and the process model returns approximations of the heat flux qrp,
and forces gr, at the cutting surface I7,(t). Based on that, the finite element
method computes §2(t) and I}, (t) and projects the boundary data onto I},(t).
Finite element approximations of temperature and deformation are computed on
02n,(t). This is done in every time step of the finite element method. The overall
method is described in [4,5].

Figure 1 shows the mesh, temperature, and deformation from the simulation
of a milling process. The mesh is adaptively refined in order to approximate the
geometry §2(t) well by (2;,(t). The process removes layers of material to mill a
pocket into a rectangular bar of metal. Especially the final thin backward wall is
prone to deformations larger than the given tolerance, making it hard to produce
the desired shape.

temperature
18.000

Mlleﬁl\l\.lm

WTOHHH 150 176.167

deformation

00 002 002 0035
Ll ‘ LLLLLL

DWT‘JHH.\H J;H

Fig. 1. Simulation of a milling process: mesh and temperature (top) and deforma-
tion (bottom, amplified by a factor 100). The tool is at the moment cutting near the
backward left lower corner.
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2.4 Optimization

The goal of a process optimization is a compensation and reduction of geometry
errors while not slowing down the process too much. Control is given by the
variation of process parameters like tool path and velocity, speed of tool rota-
tion, etc. Such variations result in changes of the tool entry situation and thus,
reflected by the process model, changes in heat source and cutting forces, and
finally a change in the thermomechanic deformation. Admissible controls in U,q
are defined by restrictions on the machining process.

Given a prescribed final geometry {2; of the workpiece, the optimization func-
tional should include the deviation of the process geometry from the desired one,
as well as the process duration. Considering the geometry error, different criteria
are possible, especially comparing geometries during the whole cutting process
or only in the end. For the latter, this would nevertheless include geometry error
terms over time, as material which was removed before cannot be added later
on again.

Another approach to an error functional includes geometry deviations near
the cutting zone I'r during the whole process:

J(u,f?ﬂ"’):/o 192() = 2a(O) |17y + Al (10)

We show the effect of such an error functional in a model situation, where a
L-shaped geometry is produced from a rectangular plate. This can be seen as
a slice through the original workpiece, see the left of Fig.2. The non-optimized
control does not consider the thermal extension and leads to increased mater-
ial removal resulting in a recessed surface after the workpiece has cooled down.
Figure2 shows on the right the geometry error in the contact zone over the
process time. The general optimal control problem requires to find the spatial
tool positions and the cutting parameters which minimize (10). In a first inves-
tigation of the model problem, simple raster milling is performed and control
is given by traditional setting parameters, i.e. cutting depth, radial and tan-
gential feed and cutting velocity. Figure3 shows the resulting surface for the
non-optimized process and for the process with optimal parameters.

error

0 5 10 15 20 25
time [secl

Fig. 2. Model geometry (left), deformation v in the cutting zone at ¢ = 10.5 s (middle),
and maximal deformation in the cutting zone I'(t) over time (right).
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deformati
00208 g2

Fig. 3. L-shaped workpiece near the end of the milling process, with initial control
(left) and optimized parameters (right). Colors depict the modulus of deformation.
(Color figure online)

Adjoint Problem. The optimization shown above was done with the stan-
dard MATLAB optimization toolbox which just calls the finite element package
to solve the forward problem. For a more involved algorithm, the computation
and storage of the adjoint solution would be used. The corresponding system
of adjoint problems consists of the adjoint (backward) heat equation on the
time-dependent domain (now given from the forward problem), coupled to the
quasistatic adjoint elasticity equation. Due to the rather long process time, the
three-dimensional time-dependent domain, and adaptive meshes for approxi-
mation of domain and solution, the handling of such adjoint solutions in the
optimization procedure is a challenge.

3 Material Accumulation by Laser Heating

3.1 Application

For the production of micro components (like micro-valves, etc., with diameters
smaller than 1 mm) by cold forming, a necessary pre-forming step is to accumu-
late enough material for a subsequent cold forming step. This can be done by
partial melting and solidification of a half-finished product like a thin wire [14].
Due to the small scale, the dominant surface tension of the melted material leads
to a nearly spherical form, leading to an accumulated solid sphere attached to
the wire after solidification which is called preform. Due to the industrial back-
ground, very high process speeds are requested. However, for the subsequent
forming step, the microstructure of the material is important. Thus, besides the
speed of the process and an accurate size of the preform, its microstructure is part
of the optimization goal. Formation of dendritic structures and their spacings,
or other phases, during the solidification are strongly influenced by the liquid-
solid interface velocity and local temperature gradients [9]. Thus, temperature,
phase transitions, and the geometry are important aspects of the corresponding
optimization problem.
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3.2 Model

We consider the time-dependent domain {2(¢) consisting of the solid and partially
melted parts of the material (metal). Melting and solidification are typically
modeled by the Stefan problem, including temperature 6 and energy density e
as variables in the space-time-domain Qp := {(z,t) : x € 2(¢),t € (0,T)}:

éE+v-Ve—V-(kV0) =0, 6=70(), (11)

where 3(s) := ¢; min(s,0) + comax(0,s — L) and L denotes the latent heat
of solid-liquid phase transitions. 3 is only a piecewise-smooth function with a
constant part, making (11) a degenerate parabolic equation.

The liquid subdomain £2;(t) is given by all points where the temperature is
above the melting temperature (which is assumed to be 0 after some scaling),

(t) :={xz € 2t) : 0(x,t) > 0}. (12)

The shape of the melted (and later on re-solidified) material accumulation is
mainly influenced by the surface tension of the liquid, together with gravitational
forces etc., which means free-surface flow. Parabolic Navier-Stokes equations
with capillary boundary condition is the main model component for this, with
solenoidal velocity field v and pressure p in 2;(t),

v+v:-Vv—-V-0=f,(0), V-v=0, (13)

with stress tensor o = ﬁDv — pl. Here, f, denotes the forces introduced by
gravity due to a temperature-dependent density and the Boussinesq approxima-
tion. The shape of the liquid subdomain is given through the capillary boundary
condition on the free surface I'(t) of the melted subdomain, where the surface
tension (proportional to the mean curvature of the surface) balances the normal
stress. In a differential geometric PDE formulation, the mean curvature vector
Hp is given by the Laplace-Beltrami-operator —Ap applied to the coordinates
of the surface (represented by the embedding id : I'(t) — R?), giving another
(nonlinear) elliptic equation in the coupled system. Additionally, the normal
component of the fluid velocity should be equal to the normal velocity Vi of the
capillary surface. Both lead to the following equations on I'(¢):

1 1
on= s Hp = - Apid, v-n=Vp (14)
On the solid-liquid interface and in the solid subdomain, the velocity vanishes,
v=0 in 02(¢) \ £2,(t). (15)

The heating is done through a laser pointing at a spot on the boundary, modeled
by a time- and space-dependent energy density gy, and cooling conditions apply
on the whole boundary,

kVO-n=qr + 10t — 0) on 902(t). (16)

A more detailed description of the model can be found in [8].
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3.3 Numerical Discretization of the Forward Problem

The forward problem with given boundary conditions is discretized by a finite
element method which combines a Stefan problem solver with a free-surface
Navier-Stokes solver. The latter is based on the Navier code [1], the combined
approach is described in more detail in [2,7]. Locally refined (triangular or tetra-
hedral) meshes are needed in order to approximate the large variations in tem-
perature near the heating zone and the surrounding of the solid-liquid interface
sufficiently well, while keeping the overall numerical costs acceptable. Due to the
big changes in geometry, starting from a thin wire and ending in a relatively large
spherical accumulation, several remeshings are necessary during the simulation
in order to avoid a degeneration of mesh elements.

Figure4 shows a typical mesh, temperature field, and velocity field during
the melting, with the laser pointing to the center bottom of the material. Due
to rotational symmetry, a 2D FEM with triangular meshes could be used. As
the wire is melted from below, the growing sphere is moving upwards and thus
the velocity vectors are pointing upwards, too. In Fig. 5, we show several stages
during the solidification after the heating is switched off (from a simulation with
shorter heating period). In contrast to our results for energy dissipation during
the heating process [6], the cooling after switching off the laser is mainly done by
conducting heat upwards into the wire, which results in a downward movement
of the interface. The additional cooling by the boundary conditions leads later
on to an additional solidification at the boundary of the liquid region. During
solidification, the shape does not change much anymore, so the velocities are
typically quite small and not shown here.

Fig. 4. Melting the end of a thin wire: liquid material accumulation with mesh, solid-
liquid interface, and liquid flow field.

3.4 Optimization

The goals for an optimization of the process are on the one hand a high speed
in order to be able to produce thousands of micro preform parts in a short time,
while generating material accumulations of the desired size, and on the other
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Fig. 5. Material accumulation at the end of a thin wire: Solid-liquid interface and
isothermal lines at 5 different times during solidification.

hand generating a microstructure which is well suited for the subsequent cold
forming step and usage properties of the work piece. Models for microstructure
evolution during solidification show a dependency of the microstructure quality
on the speed V, of the liquid-solid interface I';(¢) and the temperature gradients
near the interface [9]. A higher speed and larger gradient typically result in a
microstructure which gives better forming characteristics and useful properties.
Thus, the error functional has to include parts for geometry approximation, for
speed, and for the microstructure generation during solidification,

T
T, 2,0,v) = / 12(t) — Qu()]? (17)

T
o [ (IVr = Vil + 199 = Gullhy) + dallul®

The control parameters u are given by the time-dependent intensity and
location of the laser spot, thus they enter the system of equations via the heating
energy density ¢r(u). An additional control variable might be the intensity r of
outer cooling, for example by adjusting the flow velocity of a cooling gas. Uyg
is given by control restrictions which follow from limits of the process, like an
upper bound of the laser power for preventing an evaporation of the material.

Adjoint Problem. For an efficient implementation of the optimization pro-
cedure, the solution of the adjoint problem will be used. Here, the system of
adjoint equations includes the adjoint (linearized) Navier-Stokes system on the
prescribed time dependent domain (from the forward solution), together with the
(linear) Laplace-Beltrami equation on the prescribed capillary boundary. For the
formulation of the adjoint Stefan problem, a regularization could be used which
was used in [12] for the derivation of an aposteriori error estimate.

As in our first application, also here the efficient handling of the adjoint prob-
lem including adaptively refined meshes with remeshings for the time dependent
domain and the corresponding system of solutions in the domain and on the cap-
illary surface poses a challenge for the overall numerical optimization method.
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Abstract. A boundary value problem with state constraints is under
consideration for a nonlinear noncoercive Hamilton-Jacobi equation. The
problem arises in molecular biology for the Crow — Kimura model of
genetic evolution. A new notion of continuous generalized solution to the
problem is suggested. Connections with viscosity and minimax general-
ized solutions are discussed. In this paper the problem is studied for the
case of additional requirements to structure of solutions. Constructions
of the solutions with prescribed properties are provided and justified via
dynamic programming and calculus of variations. Results of simulations
are exposed.

Keywords: Hamilton — Jacobi equation - Method of characteristics -
Generalized solutions * Viscosity solutions - State constraints

1 Introduction

In [1] a new way to study molecular evolution has been proposed. According to
this way dynamics of the Crow — Kimura model for molecular evolution can be
analyzed via the following HJE

Ou/0t + H(x,0u/0x) = 0, (1)

where the Hamiltonian H(-) has the form
1+ T o 11—z
2 2

H(z,p) = —f(z) +1- e . (2)
The function f(-) in (2) is given and called fitness. Equation (1) is considered
fort > 0, —1 <z < 1. It is also assumed that an initial function ug : R — R is

given such that
u(0,x) =uo(x), = e€[-1;1]. (3)

In [1] problem (1)—(3) was studied for input data ug(z) = —a(x — 2¢)?, a > 0,
f(x) = 22 and physical interpretations were used.
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The classical method for solving PDE of the first order in Cauchy problem
is the method of characteristics (see, e.g. [2]). This method reduces integration
of PDEs to integration of the characteristic system of ODEs.

The characteristic system for problem (1)—(3) has the form

b = Hy(a,p) = ~(1+ )6 + (1 - ),
b=~ Ha(e,p) = F1(0) + (% — )2, ()
z= pHp(x’p) - H(iL’,p),

with initial conditions

z(0,y) =y, p0,y) =up(y), 2(0,y) =wuo(y), ye[-11]. (5)

Here H,(z,p) = OH(z,p)/0x, Hp(z,p) = OH(z,p)/Op, f'(z) =
Of (x)/0x. Solutions of the system (4)—(5) are called characteristics. Compo-
nents z(-,y), p(-,y) and z(-,y) of the solution are called state, conjugate, and
value characteristics, respectively.

Fig. 1. State characteristics for the case f(z) = —0.2522%, ug(z) = 0.25(x — 0.5)% —
0.1 cos2mz.

The method of characteristics can be applied to constructions of solutions
for problem (1)—(3) in such a neighborhood of the initial manifold (5) where
state characteristics don’t cross. As a rule, characteristics for problem (1)—(3)
are nonextendable to the whole time axis and can cross each other. Moreover,
there are points in strip ¢ > 0, —1 < z < 1. where solution of (1)-(3) should
be found, and where the state characteristics do not pass. An example of such a
behavior of state characteristics is presented on Fig. 1.

So, one can see that solutions of the problem (1)-(3) should be understood
in a generalized sense.

In [3], we introduced a concept of continuous generalized solutions (see Defi-
nition 1 below) and proved it’s existence in problem (1)—(3) using tools of Non-
smooth Analysis and results of the Optimal Control Theory. It was also shown
that the generalized solution is not unique.
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In this paper, we consider problem (1)—(3) with additional requirements to
the structure of solutions, see [4,5]. Namely, we need to construct a continuous
solution in the strip ¢ > 0, —1 < 2 < 1 in such a way that it coincides with a
solution obtained by the method of characteristics in a domain part where the
characteristics defined by (4) and (5) pass.

The paper is organized as follows. In Sect. 2, the definition of a continuous
generalized solution is introduced, and the results on its existence are presented.
In Sect.3 we state the problem of constructing the generalized solution with
prescribed properties, give sufficient conditions under which the problem can be
solved, and formulate auxiliary results on which solving is based. A scheme for
constructing the generalized solution and results of a simulation are presented in
Sects. 4 and 5 respectively. And, in Sect. 6, we compare our generalized solution
with viscosity solutions.

2 Continuous Generalized Solutions to the Problem
with State Constraints

2.1 The Problem with State Constraints and Definition
of a Generalized Solution

Let T > 0 be such an instant that characteristics (4), (5) are extendable up to
T, and z(-,y), p(-,y), z(-,y) are continuous on [0,7] for all y € [—1;1]. Exact
estimates for intervals of extendibility are obtained in [4,6].

We consider problem (1)—(3) on the restricted closed domain

Oy =[0;T] x [-1;1],
and also use the notations
IIr = (0;7) x (—-1;1), DIr={(t,z)|te(0,T), z==+1}

In the HJEs’ theory various concepts of generalized solutions have been intro-
duced (see, e.g. [7-9]). Note that definitions of generalized solutions to HJEs in
open areas were applied to problems with state constraints as additional require-
ments to solutions on the border were imposed. These requirements play a role of
boundary conditions. Unfortunately, results of the theories of generalized solu-
tions are inapplicable to the problem (1)—(3). In particular, one of the key con-
ditions under which the known theorems on existense of a generalized viscosity
solution [8,10] has been proved is the coercivity of the Hamiltonian (see (22)
below). And the theory of minimax solutions [9] is not developed for problems
with state constraints. So, below a new definition of a generalized solution is
introduced [3]. This definition is based on the minimax and viscosity approahes
and uses the following tools of nonsmooth analysis [10,11].

Let W be a set in R?. Denote by W the closure of this set, by C(W)—the
class of functions continuous on the set W.

Let u(-) € C(W) and (t,z) € W. The subdifferential of the function u(-) at
(t, ) is the set
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D-u(t,z) =S (a,5) ERx R | liminf “rsloulaeb-t—sbos) >
(Ty)—(t,x)

(T, y)EW
The superdifferential of the function u(-) at (¢,x) is the set

Dru(t,z) =4 (a,s) e R xR | limsup u(T’y)_uﬁ’f)tmsjztl)_S(y_m) <0
(T:y)—(t,z)
(T,y)EW
Let Dif(u) be the set of points where the function u(-) € C(W) is differen-
tiable. For a given set M C R2, the symbol coM means its convex hull [13]. Let
us define the set

B L Oulty, ) Oulty, @)
ou(t, ) = cof (a,5)| a = Jim TR, 5 = Jim TS

(tiyzi) — (t,x) as i — oo, (i, x;) € Dif(u)}.

Definition 1. A continuous function u(:) : II7 — R? is called a generalized
solution to problem (1)—(3) iff it satisfies the initial condition (3) and the follow-
ing relations are true

a+ H(z,s) <0, Y(a,s)€ D u(t,z),V(t,x) € Iy, (6)
a+ H(z,s) >0, VY(a,s)€ D u(t,z),Y(t z) € I, (7)
a+ H(xz,s) >0, V(a,s) € D u(t,z) Nou(t,z),¥(t,x) € I'r. (8)

2.2 Existence of Generalized Solutions

The following statement was proved in [4] by using tools of Mathematical Theory
of Optimal Control [14] and the method of generalized characteristics [15,16].
Theorem 1. Let input data ug(-) : [—-1,1] — R and f(-) : [-1,1] — R be
continuously differentiable functions. Let a function o(t,x) : R> — R be also
continuously differentiable and satisfy the relations
2(0,2) = uo(a) ¥ w € [~1,1];
9
Bw(é,t:tl) +H<i 1, 8@,0(55:1)) —0 Vi>0 9)

Then there exists a solution u(t, z) of problem (1)—(3) in sense of Definition 1.
The solution has the form

u(t, ) = maxy,  b)—p [@(tﬁ’ yh)+
(10)
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for all (t,x) € Iy, where t* € [0,T]. If t* = 0 then y* =y € [-1,1]; if t! > 0,
then y* = +1. The functions (x(-,y*),p(-,9*)): [t*,;t] — R? are solutions for
the system composed of the first two equations of characteristic system (4) with
initial conditions

dp(t, y*)

= po(t*, y*).
8:1/ pO( 7y)

sty =yt p(thyf) =

To obtain u(t,z) in accordance with (10), one should consider the set of all
state characteristics x(-, y*) passing through the point (¢, z), namely, z(t, y*) =
Note that the generalized solution to problem (1)—(3) is not unique because of
wide choice of functions ¢(-) in Theorem 1.

3 Solutions with Prescribed Properties

Here, we consider a problem to construct the generalized solution of some par-
ticular structure.

Let 7 (t) = x(t,—1) and a2t (t) = z(t,+1), ¢t € [0,T] be the state character-
istics started at ¢ = 0 from the points z = —1 and x = 1, respectively. Below,
we assume that the following condition is satisfied.

A. For the state characteristics x(-,y) with initial conditions (5) at ¢ = 0 the
inequalities are valid

1<z (t)<az(t,y) <zT(t)<1, Vye[-1,1],Vte][0,T].
Define the subdomains
Gy ={(t,z)| t€[0,T], a*(t) <z <1},
Go={(t,x)[t € [0,T], a~(t) <x < a*(t)}. (11)
G_={(t,x)| te[0,T], 1<z <a(t)}

<
Jr

So, under the assumption A, we get
Iy =GL UG UG_.

The goal of the work is to construct the generalized solution to problem (1)—
(3) such that it has the following form in Gy:

t

u(t,z) = max [UO(y)+/p(T)Hp(x(T)7p(T))—H(fﬂ(T%p(T))dT]» (12)

z(t,y)=z
0

where z(t) = x(t,y), p(t) =p(t,y), t > 0, are state and conjugate characteris-
tics, respectively, which satisfy at t = 0 the initial conditions

z(0,y) =y, p0,y) =uply), yel-1,1].
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3.1 Sufficient Conditions

To solve the problem (1)—(3) with the requirement (12) we introduce the follow-
ing additional assumptions on input data.

B1. The derivative ug(-) : [-1, 1] — R is continuous and satisfies the inequalities

up(1) <0, wuh(—1) > 0.

B2. The derivative f’(:): [-1,1] — R is continuous and monotone nondecreas-
ing. It satisfies the inequalities

2f/(1)+€2u()(1) <e—2u6(1)’ _2f/(_1)_|_e—2ug,(—1) <€2u6(—1).
3.2 Auxiliary Problems of Calculus of Variations

Consider the following two problems of Calculus of Variations over the set of all
continuously differentiable functions z(-) : [0,7] — R

I(z(") = /H*(a:(r),d:(T))dT — max (13)
0

z1(0)=1, z1(t)=z, (I,7)€Gy; (14)
z2(0) = -1, =z(t)=1z, (t,z)eG_ (15)

where
H™(x(t), 2(t)) = ggg[pi(t) — H(z(t),p)]- (16)

The following assertions are proven in [4,5], where conditions B1-B2 are
essential.

Theorem 2. For any interior point (t,T) € G, there exists a unique extremal
x = x(t) of the problem (13), (14), (16). The extremal coinsides with a state
characteristic x(-;0,1,po) satisfying the initial conditions x(0) = 1,p(0) = po
€ (—oo,up(1)) where initial value py can be defined uniquely from the condition
z(t) = z. The functional (13) attains its strong mazimum at this extremal.

Theorem 3. For any interior point (t,7) € G_ there exists a unique extremal
x = x(t) of the problem (13), (15), (16). The extremal coinsides with a state
characteristic x(+;0,—1,pg) satisfying the initial conditions x(0) = —1, p(0) =
po € (up(—1),00) where initial value py can be defined uniquely from the condi-
tion x(t) = Z. The functional (13) attains its strong mazimum at this extremal.

Theorem 4. For any boundary point (¢,1),0 <t < T in G, the mazimum of
functional (13), (16) is attained at a state characteristic x(-;0,1,pg), such that
the characteristics x(+;0,1,p0), p(;0,1,p9) are nonextendable from the interval
[0,t*(po) = t) to the right. The mazimum of functional (13), (16) is equal to

I(z(+50,1,p0)) = (f(1) — 1)t.
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Theorem 5. For any boundary point (t,—1),0 <t < T in G_, the mazimum
of the functional (13)—(16) is attained at a state characteristic z(-;0,—1,po),
such that characteristics x(+;0,—1,po), p(-;0,—1,po) are nonextendable from the
interval [0,t*(po) = t) to the right. The mazimum of functional (13), (16) is
equal to I(z(-;0,—1,p0)) = (f(=1) — 1)t.

4 Construction of the Generalized Solution

The generalized solution of the problem (1)—(3) with the prescribed property (12)
has the following form in Gy:

t

u(t,z) = max [/p(T)Hp(I(T),p(T))*H(z(T)m(T))dTJruO(y)L (17)

z(t,y)==

where z(t) = z(t,y), p(t) = p(t,y), t > 0, are state and conjugate characteristics
satisfied initial conditions
z(0,y) =y, p(0,y) = duo(y)/0x, ye[-1,1].
Let (t4,24) € G1 and z, < 1. We assign
t
uteiz) = w(1)+ [ [ Hy(a()p(0) ~ Har)p(r)]dr. (18)
0

where x(t) = xt(t,po(ts,z«)), p(t) = pT(t,po(ts,z«)) is the solution of the
problem of Calculus Variations (13), (14), (16).
Forz, =1,0<t, <T, we set

ulte, 1) = uo(1) + (F(1) — D). (19)
Let (t«,2.) € G_ and z, > —1. We assign
u(ts, ) = uo(—1) +/ [p(r)Hy((7),p(7)) = H(x(7),p(7))]dr, (20)
0

where z(t) = = (t,po(ts,x)), p(t) = p~(t,po(ts,x,)) is the solution of the
problem of Calculus Variations (13), (15), (16).
For z, = —1,0<t, <T, we set

u(te, 1) = uo(~1) + (F(~1) ~ 1)t.. (21)

So, we have defined function u(-) for all points from ITr by relations (17)—
(21). Following the Cauchy method of characteristics [2], one can show that u(-)
is continuously differentiable at any interior point (¢,2) € G4 U G_, and the
gradient of u(-) is equal to (—H(x,p(t)),p(t)). Theorems2-5 imply that wu(-)
is continuous in IT7, and inequalities (6)—(7) are valid. Below, in Sect. 6.2, we
will show that D~ u(t,z) N Ju(t,x) = &, (t,x) € I'r. So, u(-) is a generalized
solution of problem (1)—(3) in sense of Definition 1. It follows from (17) that ()
satisfies the prescribed property (12).
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5 Numerical Example

Results of simulation for the input data ug(z) = —0.022% +0.001 cos 27z, f(-) =
—0.522 are presented in Fig. 2. One can easily check that these input data satisfy
the conditions B1, B2.

Fig. 2. The graph of the generalized solution and its projection on the (¢, z)-plane for
the input data uo(z) = —0.022% 4 0.001 cos 27z, f(z) = —0.52>.

6 Comparison with Viscosity Solution

One can see that Definition 1 coincides with the definition of viscosity solution
in the interior points of the region ITr. The difference between these definitions
is evident at boundary points, namely, on the set I'r. In condition (8), the
inequality holds for such points (a, s) of the subdifferential D~ (¢, z) which at
the same time belong to the set Ju(t, x). In contrast to Definition 1, the notion of
viscosity solution [10] for Eq. (1) on the set IT7 requires that this solution satisfies
inequality (8) at the boundary points (¢,z) € I'r for all (a,s) € D~ u(t, x).

6.1 On Coercivity Condition

Conditions ensuring existence and uniqueness for viscosity solutions on the com-
pact domain were obtained in [10]. One of the key conditions for the existence
of viscosity solutions (see [10,12]) is the coercivity of the Hamiltonian:

H(x,p) » 400 as |p| — (22)
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It can be easily checked that the Hamiltonian (2) does not satisfy condition (22),
for example, at x = 1 and x = —1. Therefore, the existence theorems for viscosity
solutions in the sense of paper [10] cannot be used in the problem (1)—(3).

Moreover, the notion of generalized viscosity solution is inapplicable to the
initial value problem (1)—(3) on the compact setII7: If a viscosity solution would
satisfy the condition D~ u(t.,x.) # & at some point (¢, z,) € I'r, then inequal-
ity (8) would not hold in this case. Indeed, let 0 < t, < T and, for definiteness,
. = 1. Let (a,s) € D~ u(t., z.). One can use the above definition of subdiffer-
ential to get the following inclusion:

(a,s+ k) € D™ u(ts,zs) Vk>0.
So, if condition (8) would hold then

a+H(l,s+k)=a— f(x)+1 -2t >0, vk >0,
which is obviously unfair. Therefore, we use the intersection of the subdifferential
with the set du(t, r) (see condition (8)) in Definition 1 of a continuous generalized
solution to the initial value problem (1)—(3) on the compact set IIr.

6.2 Structure of Subdifferentials on the Border

Let’s consider the structure of the sets D~ u(t,x) and du(t,z) for the function
u(+) defined by (17)—(20) if (¢, z) € I'p.
In the case 0 <t < T, z =1, we have
D~u(t,z) = D~u(t,1) = {(f(1) — 1,s)| s € R, s > 0},
8u(t7x) = 6u(t7 1) = {(_H(la —00), _OO)} = {(f(l) -1 —OO)}
In the case 0 <t < T, =z = —1, we have
D u(t,x) = D u(t,—1) = {(f(-1) — 1,s)| s € R,s < 0},
dult,z) = du(t, ~1) = {(~H(~1,00),00)} = {(f(~1) — 1,00)}.
Thus, for generalized solution (17)—(20)

D~ u(t,z) Nou(t,z) =2, (t,z) € .
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Abstract. Perturbed inverse reconstruction problems for controlled
dynamic systems are under consideration. A sample history of the actual
trajectory is known. This trajectory is generated by a control, which isn’t
known. Moreover, the deviation of the samples from the actual trajectory
satisfies the known estimate of the sample error. The inverse problem
with perturbed (inaccurate) sample of trajectory consists of reconstruct-
ing trajectories which are close to the actual trajectory in C. Controls
generating the trajectories should be close in L2 to the normal control
generating the actual trajectory and have the least norm in Ly. A numer-
ical method for solving this problem is suggested. The application of the
suggested method is illustrated by the graphics.

Keywords: Inverse problem - Positive and negative discrepancy -
Optimal control problem - Dynamic programming

1 Introduction

A model of macroeconomics is considered due to works by Al'brekht [1]. The
model has the form of two nonlinear ordinary differential equations. The right-
hand sides of the equations depend on control parameters. The rate of taxation,
the refunding rate and the currency exchange course are included in control para-
meters because they determine economical conditions for production activity. A
sample history of the actual trajectory of the model is known. A numerical
method is suggested and verified to reconstruct the actual trajectory and the
control generating it. It is based on the method of the dynamic programming.
Results of numerical calculations of the solutions of the inverse problem are rep-
resented for statistic data obtained from a reports of companies sent to local
statistic offices in Russia.

2 Macroeconomic Model

Consider a model of a macroeconomic system, where the symbol z; denotes the
gross product, xo denotes production costs, G denotes profits.
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Let dynamics of x1(t), x2(t) be of the form

doy g (t) 0G(z1,72)

dt Ozy
(1)
%2 = uy(t) 6Ggﬂg;w2)

on a time interval ¢ € [0, T]. Here uy (¢), uz(t) are control parameters, satisfying
the geometric restrictions

lug| < Un, [us| < Us, (2)

where Uy > 0, Uy > 0 are constants.

3 Known Data

We have got the following statistic data in the form of a table of parameters x7,

x5, G* measured at given instants ¢;, ¢, =0,1,...,N, tg =0, ty =T,
‘TT(tO)v IT(tl)w'w IT(tN)v
Z‘;(to), x;(tl)v'“: 1‘;(1)[\[),
G*(to), G*(t1)7..., G*(tN),

where x7(t;), x3(t;) are measurements of the actual trajectory x1.(-), xa.(-) of
the system (1) on the interval [0, T].

4 Hypothesis

Following the Albrekht’s works, we assume that the mathematical model of the
measured dynamics meets the following assertions

e the structure of the function G(x1,z2) has the form of the polynomial
G(ZZ?1, 132) = xlxg(ao +aixr1 + &ng). (3)

e the given statistic data are measurements of the actual trajectory z.(-) =
(214(+), 24 (+)) and profit function G(z.(-)) with errors, while estimate § on
admissible errors is known.

|z1: (i) — 27 (8:)] <6, |[Tox (t:) — @5(t:)] <6, @)
‘G(xl*(tz),l'g*(tz))—G*(tl)| §6, ZZO,].,,N

e such smooth continuous interpolations y(-) = (y1(-), y2()) of the data z*(t;) =
(%(t;), 25(t;)), 1 =0,1,..., N are defined, that

d2yi (t)
dt?

‘gK, K>0,te[0,T],i=1,2,. (5)

ly(-) = z.()lle = 0, as & — 0. (6)
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5 Reconstruction Problems

The inverse problems are identification problem and reconstruction problem for
the model, which supposes reconstructing such trajectories x°(-) of system (1)
generated by measurable controls u°(-), satisfying (2), that

§ )
Y= z:()|le = m t) — 2. (t)|| — 0, as § — O;
[2°() — 2 (e te[gf;]llw() (1)l as

T
Il () = ue()IIZ, = / lu® () = w. (t)[|*dt — 0, as § — 0;
0

where z,.(-) = (214(-), 24(-)) is the actual trajectory on [0,7T] generated by
“normal” control u.(-) = (u1.(-),u2«(-)), which has the minimal norm in
Ly([0,T7], R?). The method suggested below is based on the dynamic program-
ming [2] for auxiliary optimal control problems. It can be interpreted as a mod-
ification of Tikhonov method [3]. The other approach to solutions of the inverse
problems with the help of optimal feedbacks [4] in auxiliary optimal control
problems was suggested in works by Osipov and Kryazhimskii [5].

6 Identification Problem for the Function G(xq, x2)

At first we consider the identification problem for parameters ag, a1, as of the
polynomial

G(x1,22) = 2172(00 + a171 + a222)
to obtain the best correspondence with the given statistic materials.

In order to do this, we apply the least square method to the statistic data

N
[G* (i) = G(a7(t:), 23 (t:))]” — min

i=0 (a07a15a2)

7 Auxiliary Optimal Control Problems (AOCPs)

We introduce the following AOCPs to solve the reconstruction problem. Consider
dynamics of the form

dxy 9G(z1,x2)
dt Bzcl ?
dop =y, 26 Gara), @
tE[O,T], ’LL:(’LLl,’LLQ)EP,
P={ul<Ui  |usl<Ts} ®)

The set of admissible controls is defined as

Ujo,r) = {Vu(+): [0,T] — P — measurable}.
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We introduce the a-regularized positive discrepancy functional
T

—a1(1))? o(t) — z2(1))2
IF 0 o(ul) = / (1) = 210 + () = 22(0)"

172
0

2 2
ui(t) +us(t
() +3(0) o)

2
where « is a small parameter. The functions yi(-),y2(+) are interpolations of
statistic data.
We also consider the a—regularized negative discrepancy functional

+a?

170 o(u() = / () — 21 () + (y2(t) — 22(1))?]

0 .0
0,27 ,75

t. (10)

8 Optimal Results in AOCPs

Let small parameters a > 0,0 > 0 be fixed and interpolations y;(-), y2(-) of
the statistic data be known. The aim of the AOCPs at an initial state ¢ = 0,
21(0) = 29, 22(0) = 29 is to minimize the cost functionals (10), (9) under the
condition

21(T) = (T), x2(T) = y2(T). (11)
The optimal results in the class Upg 7} are equal to
+ 0.0y _ +
Vv (07 L1, T ) = u(')lenUf[o,T] Ito,x?,xg (u()) (12)

8.1 Hamiltonian

Let’s consider the AOCP for the negative discrepancy functional (10). Let us
denote

0G(x1(1), 22(t))
8x1

OG (w1 (1), w2 (t))
6182

w1(z) = wi(x1,20) = = agxq + 2012122 + agxg,

wo(x) = wo(x1,22) = = aor1 + ale + 2a971 5.

H(t,x1,22,51,52) = Lneilr; {swlwl(m, T2) + Sauowa(x1, T2)

o?(uf +u3)  (z1— () + (x2 — ya(t))?
+ —
2 2
o2 u02 +u02
= [slu?wl(xl,xg) + szung(:rl,mg) + %
(=) A+ (x2 = a(1)?
5 .

(13)
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where for ¢ = 1,2,

_Uia if _ S w:(T(t)) < U
ud(z,s) = § —2elz®) 4 M €l- Uz,Ui],

U, it — % > Us,.
So, for the simple case
ud(z,8) € [~U;, Uy, i=1,2, (14)
we get Hamiltonian of the form

1
TQQ(S% +53) —

(21— y1(t)* + (22 — yQ(t))z'

Ha(t7l’171}’2,51752):— B)

8.2 Characteristics

Necessary optimality conditions for the AOCPs has the following form [6,7]: the
characteristic system

dv;  OH*(t,x,s) ds;  OH%(t,x,s) .
& os 0 dt om i=1,2, tel0,T], (15)

and the boundary conditions

wi ())&

zi(T) = yi(T), s(T) =&, 5w <6 i=12 (16)

8.3 Characteristics for the Simple Case

Restrictions U;, Us for admissible controls are usually unknown. To simplify the
explanations we assume that Uy, Us are large enough to let interpolations y(t)
provide the simple case (14) with boundary conditions (16).

The characteristic system for the simple case has the form:

dxl(t) Sl(t) 2

dt — _ a2 wl(ﬂfl(t),x2(t))a
da?;t(t) _ _%@wg(xl(t),xz(t)),
dscllt(ﬂ =z1(t) — 1 (t) (17)

2O B (1), 22(8)) + B8 Fy (2 (1), 22(2),
)~ aa(t) — alt)
+ 30 By (4 (1), 22(1)) + 22 Fy (a1 (), (1),

where

( ) = 2a1w2(agxe + 2a17172 + azr3),
(.’L‘l, 2) = (ao + 2a171 + 2@23?2)(@0.%‘1 + alxl + 2&2.’171.1’2)
( ) = (ap + 2a121 + 2a232)(aoT2 + 2a12172 + a223),
( ) = 2asw1 (apz1 + a127 + 20211 72),
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boundary conditions

x1(T) = y1(T), 22(T) = y2(T), (18)
& <si(T) =6 <&, & <s(T) =& <&,
where
¢ = ( Yo Sa?
Tl
e = T)a N da? (19)
’ (y {))122 wi(y(T))?’

9 Solutions of Inverse Problems

Let us pick such characteristics (15)-(19) x§ () and the realizations of extremal
feedbacks u§[t] = u®(t, x5 (t), s§(t)), generating them, which satisfy the rela-
tions:

[2(0,¢) —y(0)]| < a+4,

Bz (61D = 12(0,6) ) <ot I5oa(0 (u* () = VE(0,23(0)),
u®(t) = u*(t,x(t,£),s(t, ), te][0,T]. (20)

We have got that these characteristics 2§ (-, £) and controls u§[-], generating
them, provide solutions to the inverse problems [8-10].

9.1 Assumptions

Al Such constants ap > 0, dp > 0 exist that state characteristics x1 (¢, £) and
x2(t, &) of the form (15)—(19) for all ¢ € [0, T] belong to the compact set &:

@D@(é,a) V5, o O<(5§5(), 0<a<ag, (21)
0(0,0) = {(t.2): € [0.T], = = a(1.€).
o2, =y, [ ) <6 =12},

A2 For (z1,z2) € ¢ such constants w; > 0, @; > 0, i = 1,2 exist, that

0 <w? <w?(r1(t),22(t) <02, 0 < w3 <wi(x1(t),22(t)) <@3, tel0,T).

9.2 Note
In the example below, one can choose such a9 > 0, §g > 0, r > 0, that
P=0" ={(t,x): t€[0,T], [lz —y@)| <r},

(] 7.:1727
012111 yi(t) > 3r >0, i

and assumptions A1-A2 are true.
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9.3 Main Result

Let us consider AOCPs for the system (7), (8) at initial states
2(0) e{z: [lo —y(O)| <+ a}
where the aim is to reach the target set {T,2 = y(T')} and minimize the func-
tional (10).
The following assertions are proven [9,10].
Lemma 1. Let z§(t) be a solution of the AOCP (7), (8), (10). Let u§(t) be

a control generating x§(t). If conditions A1-A2 are true in the problem, then
such constant ¢ > 0 exists that the following estimate takes place:

Io.o2(0) (U§ () < To . (0) (ue () + ¢(a,0),  ((a,8) = cd(8? + 2UZ),
where U, = max{Uy, Uz}.
We introduce the functions

d(a,0,h) =TMh (TA;h + 20+ a+ (o, 6)) ) p(h) =nUT(K + M)h,

where K, M are constant parameters.
Let us denote numerical approximations of the solution z§(-), ug(-) of
AOCP (7), (8), (10) as zp(-), un(-).

Theorem 1. Let conditions A1 — A2 be true in AOCP (7), (8), (10). Then
there exists such constants M > 0, K > 0 and parameters h = h(5) > 0,
a=a(d) >0, >0, satisfying the conditions gir% h(6) =0, %in(l) a(d) =0,

lim % <¢>(a, 8,h) + p(h) + g(Mh + a4+ 20+ ((a, 5))2) =0, (22

that the following relations are true

1i D =z (- =0, L ©) — Uk (- =0.
6{%”%(5)() (- )lc =0 5{}5”%(5)() ()2, =0

10 Numerical Experiments

Results of application of the suggested numerical method via AOCP with the
functional I@7w(0))(u(-)) are exposed on the Figs. 1, 2, 3, 4, 5 and 6 below.

Note that the results obtained via AOCP with the functional I(Ta,m(o))(“('))
are not so satisfying (see Figs.7 and 8). This is because of the properties of
characteristics in the considered AOCPs.

We used the data on the industry of the Ural Region in Russia for the period
1970-1985 (10000 Rubles =1) due to paper [1]:
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t | Year | Gross regional | Costs x5 | Profit G*
product z7
0 | 1970 37.88 21.69 6.17
1 11971 |40.63 23.70 6.31
2 11972 43.25 25.45 6.68
3 1973 46.00 27.30 6.98
4 11974 149.33 29.44 7.04
5 | 1975 53.04 32.16 7.27
6 1976 57.03 35.01 7.62
7 11977 59.85 36.92 8.00
8 1978 62.72 38.69 8.27
9 11979 63.45 38.76 8.42
1011980 | 65.74 39.96 8.61
1111981 | 65.90 39.75 8.21
12 11982 | 69.22 41.31 9.65
1311983 | 64.52 37.86 9.28
1411984 | 71.03 42.04 10.26
151985 | 74.69 45.05 10.76
epsilon o Mx epsilon

1t

2t

Fig.1. Trajectory bundle
with o = 107%, t € [1,1.5]

0.10} X

0.05
0
-0.05
-0.10
-0.15

alpha4

3t

obtained

Fig. 3. Discrepancy z1(t) — y1(¢t) with

a? =101,

t €10,1.5]

479

Fig. 2. Controls bundle obtained with
=107 te1,1.5).

0.010} X
0.005

0
-0.005
-0.010
-0.015

alphab

Fig. 4. Discrepancy x1(t) — y1(t) with

a?=10"°%,

t €[0,1.5]
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13§WMA \ MA \

-50 ) -50
-100 alpha4 -100 alpha5
Fig. 5. Control u; (t) with o = 107, Fig. 6. Control s (t) with o = 107°,
t€[0,1.5] te[0,1.5]
u

1 x /\ 100
50 t
0.5
0 2VA /\ P 0 0.4 | 15
_OSt 0.2 0.8" \/ \/ 15 50 : :
4} alpha10 -100

alpha10
Fig. 7. Discrepancy z1(t) — yi(t) for Fig. 8. Control u;(¢) for functional
functional I*(-) with o® = 107'%, ¢ € I'(-) with o® =107'%, ¢t € [0, 1.5]
[0,1.5]

11 Perspectives

The suggested numerical method can be applied in the following directions.

— Identification and reconstruction of dynamic models of production activity
for single firms, various branches of industry or industry and economics of a
region.

— Investigating properties of the examined object.

— A short-term and long-term prediction and analysis of scenarios of the process
development in the future.

— Analysis of the production plan and construction of feedback controls realizing
the plan.
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Abstract. This article is devoted to studying dual regularization
method as applied to parametric convex optimal control problem of con-
trolled third boundary-value problem for parabolic equation with bound-
ary control and with equality and inequality pointwise state constraints.
These constraints are understood as ones in the Hilbert space La. A
major advantage of the constraints of the original problem which are
understood as ones in Ls is that the resulting dual regularization algo-
rithm is stable with respect to errors in the input data and leads to
the construction of a minimizing approximate solution in the sense of
J. Warga. Simultaneously, this dual algorithm yields the corresponding
necessary and sufficient conditions for minimizing sequences, namely,
the stable, with respect to perturbation of input data, sequential or,
in other words, regularized Lagrange principle in nondifferential form
and Pontryagin maximum principle for the original problem. Regard-
less of the fact that the stability or instability of the original optimal
control problem, they stably generate a minimizing approximate solu-
tions for it. For this reason, we can interpret these regularized Lagrange
principle and Pontryagin maximum principle as tools for direct solving
unstable optimal control problems and reducing to them unstable inverse
problems.

Keywords: Optimal boundary control - Parabolic equation
Minimizing sequence + Dual regularization - Stability - Pontryagin
maximum principle

1 Introduction

Pontryagin maximum principle is the central result of all optimal control theory,
including optimal control for differential equations with partial derivatives. Its
statement and proof assume, first of all, that the optimal control problem is con-
sidered in an ideal situation, when its input data are known exactly. However,
in the vast number of important practical problems of optimal control, as well
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as numerous problems reducing to optimal control problems, the requirement of
exact defining input data is very unnatural, and in many undoubtedly interest
cases is simply impracticable. In similar problems, we can not, strictly speaking,
to take as an approximation to the solution of the initial (unperturbed) problem
with the exact input data, a control formally satisfying the maximum principle
in the perturbed problem. The reason of such situation lies in the natural insta-
bility of optimization problems with respect to perturbation of its input data.
As a typical property of optimization problems in general, including constrained
ones, instability fully manifests itself in optimal control problems (see., e.g., [1]).
As a consequence, the mentioned above instability implies “instability” of the
classical optimality conditions, including the conditions in the form of Pontrya-
gin maximum principle. This instability manifests itself in selecting by them of
arbitrarily distant “perturbed” optimal elements from their unperturbed coun-
terparts in the case of an arbitrarily small perturbations of the input data. The
above applies, in full measure, both to discussed below optimal control problem
with pointwise state constraints for linear parabolic equation in divergent form,
and to the classical optimality conditions in the form of the Lagrange principle
and the Pontryagin maximum principle for this problem.

In this paper we discuss how to overcome the problem of instability of the
classical optimality conditions in optimal control problems in the way of apply-
ing dual regularization method (see., e.g., [2-4]) and simultaneous transition to
the concept of minimizing sequence of admissible elements as the main concept
of optimization theory. In the role of the last, acts the concept of the minimiz-
ing approximate solution in the sense of Warga [5]. The main attention in the
paper is given to the discussion of the so-called regularized or, in other words,
stable, with respect to perturbation of input data, sequential Lagrange princi-
ple in the nondifferential form and Pontryagin maximum principle. Regardless
of the stability or instability of the original optimal control problem, they sta-
bly generate minimizing approximate solutions for it. For this reason, we can
interpret the regularized Lagrange principle and Pontryagin maximum princi-
ple that are obtained in the article as tools for direct solving unstable opti-
mal control problems and reducing to them unstable inverse problems [1,6,7].
Thus, they contribute to a significant expansion of the range of applicability
of the theory of optimal control in which a central role belongs to classic con-
structions of the Lagrange and Hamilton-Pontryagin functions. Finally, we note
that discussed in this article regularized Lagrange principle in the nondiffer-
ential form and Pontryagin maximum principle may have another kind, more
convenient for applications [7]. Justification of these alternative forms of the
regularized Lagrange principle and Pontryagin maximum principle is based on
the so-called method of iterative dual regularization [2,3]. In this case, they
take the form of iterative processes with the corresponding stopping rules when
the error of input data is fixed and finite. Here these alternative forms are not
considered.
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2 Statement of Optimal Control Problem

We consider the fixed-time parametric optimal control problem
(B,) go(m) = min, 7= (u,w) € D C La(Qr) x La(St),

@ (m)(x,t) = @S (x, )2 [n](x,t) = h®(x,t) + p(a,t) for a.e. (z,t) € Q,
B (m)(z,t) = @ (x,t, 20[x) (2, 1)) < r(z,t) for ae. (z,t) € Q

with equality and inequality pointwise state constraints understood as ones in the
Hilbert space H = L2(Q); D = {u € La(Qr) : u(x,t) € U fora.e. (z,t) € Qr} x
{w € La(St) : w(x,t) € W for a.e. (z,t) € Sp}; U, W C R! are convex compact
sets. In this problem, p € H and r € H are parameters; g : La(Qr)x La(S7) is a
continuous convex functional, Q) C @L,T is a compact set without isolated points
with a nonempty interior, . € (0,7), Q = clintQ; and 2°[r] € V,"*(Qr) N C(Qr)
is a weak solution [8,9] to the third boundary-value problem®

2 — ai(ai’j(:v,t)zmj) + aé(amt)z + u(x,t) =0, (1)
z;

2(2,0) = v(z), z € £, (,%\Z/, + 0%(z,t)z = w(z,t), (z,t) € S,

corresponding to the pair 7 = (u,w). The superscript § in the input data of

Problem (PI‘E,T) indicates that these data are exact (6 = 0) or perturbed (6 > 0),

i.e., they are specified with an error, § € [0, dg], where o > 0 is a fixed number.
For definiteness, as target functional we take terminal one

9(6)(”)E/QG‘S(CC,Z‘S[W](QC,T))d:c.

The input data for Problem (Pz?,r) are assumed to meet the following condi-
tions:

(a) Tt is true that a; ; € Loo(Q1), 4,5 =1,...,n, a’ € Loo(Qr), 0° € Loo(ST),
vy € C(92),

V‘€|2 S ai,j(xat)gigj S ,U,|§|2 V(l’,t) S QTa v, i > 07

ad(z,t) > Cy for a.e. (z,t) € Qr, o°(z,t) > C for a.e. (z,t) € St;

(b) It is true that ¢, h? € Loo(Q); ¢ : Q x R — R! is Lebesgue measurable
function that is continuous and convex with respect to z for a.e. (z,t) €
Q, P35, 2(+") € Lo(Q) V2 € C(Q); G° : 2 x R — R! is Lebesgue
measurable function that is continuous and convex with respect to z for a.e.
r€ 2, G, 2(-,T)) € Loo(2) V2(-,T) € C(Q);

(¢) £2 C R™ be a bounded domain with Lipschitz boundary S.

! Here and below, we use the notations for the sets Qr, Sz, Qi and also for functional
spaces and norms of their elements adopted in monograph [8].
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Assume that the following estimates hold:

|G6($,Z)—GO(.’L',Z)| SCM(SV('%Z) € QXS%/D H(ptls_so(l)‘loo,Q SC(S, (2)

8% = P%lce,@ < C8, |@5(x,t, 2) — p3(2,t,2)] < Cud V¥ (w,8,2) € Q X Sy,
la® = alloc.or < €6, [0 = v < €3, [|0® = 0°||oc, 57 < €,

where C, Cps > 0 are independent of §; S}, = {z € R" : |z| < M}. Let’s note,
that the conditions on the input data of Problem (Pg,r), and also the estimates
of deviations of the perturbed input data from the exact ones can be weakened.

In this paper we use for discussing the main results, related to the stable
sequential Lagrange principle and Pontryagin maximum principle in Problem
(PIS{T), a scheme of studying the similar optimization problems in the papers [10,
11] for a system of controlled ordinary differential equations. In these works, both
spaces of admissible controls and spaces, where lie images of the operators that
define the pointwise state constraints, represented as Hilbert spaces of square-
integrable functions. For this reason, we put the set D of admissible controls
7 into a Hilbert space also, i.e., assume that D C Z = Lo(Qr) X L2(ST),
7]l = (lull3.q, + lwll3 s,)'/2 At the same time, we note that the conditions on
the input data of Problem (Pg’,,) allow formally to consider that the operators
g3, g3, specifying the state constraints of the problem, act into space L,(Q) with
any index p € [1,+o00]. However, in this paper, taking into account the above
remark, we will put images of these functional operators in the Hilbert space

Suppose that Problem (P),) has a solution (which is unique if g§ is strictly
(strongly) convex). Its solutions are denoted by @) . = (u),, w9 ,), and the set
of all such solutions is designated as Uz?m' Define the Lagrange functional, a set
of its minimizers and the concave dual problem

Lz,r(ﬂ—7 >‘a ,u‘) = gg(’/T) + <>\,g(1$(7'(') - h6 - p> + (u,gg(ﬂ) - T>7 LS Da
U\, p] = Argmin {L;S,7T(7T7 Ap):meDIV(A ) € H x Hy,
ViorOA ) = sup, (A ) € Hx My, Vi (A ) = inf L, (7, 0, p).

Since the Lagrange functional is continuous and convex for any pair (A, u) €
‘H x ‘Hy and the set D is bounded, the dual functional Vp‘ir, is obviously defined
and finite for any (A, u) € H x H.

The concept of a minimizing approximate solution in the sense of Warga
[5] is of great importance for the design of a dual regularizing algorithm for
problem (P;?,r)' Recall that a minimizing approximate solution is a sequence

7t = (uf,w'), i = 1,2,... such that gJ(7%) < B(p,r) + &, 7« € Dg;ﬁi for some
nonnegative number sequences 6° and €, i = 1,2,..., that converge to zero.
Here, B(p,r) is the generalized infimum, i.e., an S-function:

Blp.r) = lim B(p,r), Pe(p,r)= inf gi(r),  Pe(p,r) = +ooif Dyf =10,

WGDg:f
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Dyt ={reD: |g(r)—h® —p

2.0 <€ min [lg5(m) —r —zllag <€}, €20,
zEH

DY, =D),, Ho={z¢€ Ly(Q) : z(x,t) < Ofor ae. (z,t) € Q}, Hy = —H_.

D

Obviously, in the general situation, 8(p,r) < Bo(p,r), where By(p,r) is the clas-
sical value of the problem. However, in the case of Problem (P),), we have
B(p,7) = Bo(p,r). Simultaneously, we may asset that 8 : Lo(Q) x L2(Q) —
R! U {+00} is a convex and lower semicontinuous function. Note here that
the existence of a minimizing approximate solution in Problem (Pz?,r) obviously
implies its solvability.

From the conditions (a)—(c) and the theorem on the existence of a weak
solution of the third boundary-value problem for a linear parabolic equation of
the divergent type (see [8, chap. III, Sect.5] and also [12]), it follows that the
direct boundary-value problem (1) and the corresponding adjoint problem are
uniquely solvable in V21’0(QT).

Proposition 1. For any pair (u,w) € Lo(Qr) X L2(St) and any T > 0 the
direct boundary-value problem (1) is uniquely solvable in V21’0(QT) and the esti-
mate

5 5 5
12°[7l g, + 12°7]ll2,57 < Cr(llullz@r + lvgll2,2 + wll2,5r),

takes place, where the constant Cr is independent of 6 > 0 and pair m = (u,w) €
L2(Qr) % La(St). Also the adjoint problem

0
e — %az}j (@, )1, + a’ (@, t)n = x(z, 1),

J

Mo T)=0(@) v € 2, 4oty = w(e ), (5,0) € Sr

is uniquely solvable in V21’0(QT) for any x € La(Qr), ¥ € La(f2), w € La(S7)
and any T > 0. Its solution is denoted as n[x, ¥, w]. Simultaneously, the estimate

5 5
1" D¢ ¥ wllg, + 10D ¥, wlllz.sr < Crllxllzer + ¥z + wl2s,),

is true, where the constant Ck is independent of 6 > 0 and a triple (x,v,w).

Simultaneously, from conditions (a)—(c) and the theorems on the existence of
a weak (generalized) solution of the third boundary-value problem for a linear
parabolic equation of the divergent type (see, e.g., [9]), it follows that the direct
boundary-value problem is uniquely solvable in V;’O(QT) N C(Qr).

Proposition 2. Let us ! > n+ 1. For any pair (u,w) € Li(Qr) x L;i(ST) and
any T >0, 6 € [0,00] the direct boundary-value problem (1) is uniquely solvable
in Vy''(Qr) N C(Qr) and the estimate
0 0
2l < Or(llulior + loflg + lwlisy).

takes place, where the constant Cr is independent of pair # = (u,w) and 6.
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Further, the minimization problem for Lagrange functional
LS (7, A\, p) — min, 7 €D when (\ )€ La(Q) x LT (Q) (3)

plays the central role in all subsequent constructions. It is usual problem
without equality and inequality constraints. It is solvable as a minimization
problem for weakly semicontinuous functional on the weak compact set D C
L2 (Qr) x La(St). Here, the weak semicontinuity is a consequence of the con-
vexity and continuity with respect to m of the Lagrange functional. Minimizers
70\, p] € U?[\, p] for this optimal control problem satisfy the Pontryagin maxi-
mum principle under supplementary assumption of the existence of Lebesgue
measurable with respect to (z,t) € @ for all 2 € R! and continuous with
respect to z for a.e. x,t gradients V,p3(x,t, 2), V,G%(z, 2) with the estimates
IV.p3(x,t,2)] < Cur, [V.G(x,2)] < Cy Vz € S}, where Cyy > 0 is inde-
pendent of §. Due to the estimates of the Propositions1 and 2 and to the so
called two-parameter variation [13] of the pair %[\, u] that is needle-shaped
with respect to control u and classical with respect to control w the following
lemma is true.

Lemma 1. Let H(y,n) = —ny and the additional condition that specified above
is fulfilled. Any pair @[\, p] = (U [\, u], w? [\, pu]) € U°IN, p], (A, ) € La(Q) x
L3 (Q) satisfies to (usual) Pontryagin mazimum principle in the problem (3):
for 7 = o[\, p] the following maximum relations

H(u(x,t)m‘s(x, t)) = max H(u, n’(x,t)) for a.e. Qr, (4)

H(w(s,t),n°(s,t)) = max H(w,n’(s,t)) for a.e. S
weW
hold, where n’(x,t), (z,t) € Qr is a solution for 7 = m°[\, u] of the adjoint
problem

—m — 52 (ai(w, t)ne,) + 0 (a, £y =
P (@, N, 1) + Vb (z,t, 2°[x](x, ) p(x, 1), (2,1) € Qr,
(@, T) = V.G (z, 0 n)(2,T)), z € 2, 228D 4 53z, ) =0, (z,t) € Sr.

Remark 1. Note that here and below, if the functions ¢{, V.@3(-,-, 2(-,)),
A, 1 € La(Q) are considered on the entire cylinder Qr, we set that the equalities
oS (x,t) =V (x,t, 2(x,t)) = Mx,t) = p(x,t) = 0 take place for (z,t) € Qr\Q;
the same notation is preserved if these functions are taken on the entire cylinder.

In the next section we construct minimizing approximate solutions for Prob-
lem (P,) from the elements 7O\ 1], (A 1) € La(Q) x Ly (Q). As consequence,
this construction leads us to various versions of the stable sequential Lagrange
principle and Pontragin maximum principle. In the case of strong convexity and
subdifferentiability of the target functional g, these versions are statements
about stable approximations of the solutions of Problem (PJ,) in the metric of
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Z = Ly(Qr) x Lo(St) by the points 7 [\, u]. Due to the estimates (2) and the
Propositions 1 and 2 we may assert that the estimates
l98(m) =90 (m)| < C18 ¥ € D, [|g9(m) =g} (m)ll2.@ < Cod(1+||xll) Vr € Z, (5)
1h° = R%ll2,q < C8, |lg5(m) — g5(m) § vm €D,
hold, in which the constants C1, Cq, C5 > 0 are independent of ¢ € (0, dg], 7

3 Stable Sequential Pontryagin Maximum Principle

In this section we discuss the so-called regularized or, in other words, stable,
with respect errors of input data, sequential Pontryagin maximum principle for
Problem (P),) as necessary and sufficient condition for elements of minimiz-
ing approximate solutions. Simultaneously, this condition we may treat as one
for existence of a minimizing approximate solutions in Problem (Py,.) with per-
turbed input data or as condition of stable construction of a minimizing sequence
in this problem. The proof of the necessity of this condition is based on the dual
regularization method [2—4] that is stable algorithm of constructing a minimiz-
ing approximate solutions in Problem (P5.). Sketches of the proofs for the the-
orems in this section (Theorems 1, 2 and 3) and some comments may be found
n [14,15].

3.1 Dual Regularization for Optimal Control Problem
with Pointwise State Constraints

The estimates (5) give a possibility to organize for constructing a minimizing
approximate solution in Problem (P;)’T) the procedure of the dual regularization
in accordance with a scheme of the paper [11]. In accordance with this scheme
the dual regularization consists in the direct solving dual problem to Problem
(P?,) and its Tikhonov stabilization

Ryt (A ) = V0, (A ) — a3, p)|* — max, (A, p) € La(Q) x L3 (Q)

under consistency condition ¢/a(d) — 0, a(d) — 0, 6 — 0. This dual regular-
ization leads to constructing minimizing approximate solution in Problem (Pz?ﬂ.)

from the elements 7r5[)\5 o‘(‘s),u,” 5] € Argmin{LS (7, A\, p) : @ € D}, where

()\g,‘ﬁ,ugﬁ) = argmaX{Rg,g( ) s (N p) € Le(Q) x LT (Q)} and § — 0.
We may assert that the following “convergence” theorem for the dual regu-

larization method in Problem (Py,.) is valid.

Theorem 1. Regardless of the properties of the solvability of the dual problem
to Problem (PIE{T.) or, in other words, regardless of the properties of the sub-
differential 9B(p,r) (it is empty or not empty), it is true that exist elements
md € U‘S[)\g’fﬁ(&),ug?(é)] such that the relations

o)y B (1) = h0 —p—0, g3(n°) —r < w(3), [|K(6)]| — 0, 6 — 0,

90(n°) — g8 (mp
(/\5(15) uéa(é))y(%( 5)—h5—p,g2( ) r)) —0,6—0

(
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hold, in which the inequality g3(n®) —r < k(&) is understood in the sense of
ordering on a cone of nonpositive functions in Lo(Q). Simultaneously, the equal-
ity

lim V) (g @ 2@y = sup VP (A n)

s—+0 DT P Ow)EHXH,
is wvalid. If the dual of Problem (PS’T) 1s solvable, then the limit relation

Aé’(ﬁ(é), 6’%5) — (A0 w8 ), 5 — 0 is valid also, where (X0, ;9 denotes
Y2 Hp, D, :u‘p,r D,T /me

minimum-norm solution of the dual problem.

This theorem may be proved in exact accordance with a scheme of proving
the similar theorem in [11]. We note only that, as in [11], this proving uses a
weak continuity of the operators g2, g3 that is consequence of the conditions on
the input data of Problem (PJ ) and a regularity of the bounded solutions of
the boundary-value problem (1) inside of the cylinder Q7 [8, chap.III, Theo-
rem 10.1].

3.2 Stable Sequential Lagrange Principle for Optimal Control
Problem with Pointwise State Constraints

We formulate in this subsection the necessary and sufficient condition for exis-
tence of a minimizing approximate solution in Problem (P]?’T). Also, it can be
called by stable sequential Lagrange principle in nondifferential form for this
problem. Simultaneously, as we deal only with regular Lagrange function, the
formulated theorem may be called by Kuhn-Tucker theorem in nondifferential
form. Note that the necessity of the conditions of formulated below theorem
follows from the Theorem 1. At the same time, their sufficiency is a simple con-
sequence of the convexity of Problem (ngr) and the conditions on its input data.
A verification of these propositions for similar situation of the convex program-
ming problem in a Hilbert space may be found in [1,7].

Theorem 2. Regardless of the properties of the subdifferential 08(p,r) (it is
empty or not empty) or, in other words, regardless of the properties of the solv-
ability of the dual problem to Problem (P;S),r)f necessary and sufficient condi-
tions for Problem (PS,T) to have a minimizing approximate solution is that there
is a sequence of dual variables (\F,u*) € H x Hy, k = 1,2,..., such that
SFI|(NF, uF)|| — 0, k — oo, and relations

" PAATRS Dzi."ek, =0, k— oo, (6)

(N, 1), (g8 (1 I, 1) = B0 = g8 (e A, b)) = 1)) = 0, k — 00 (7)

hold for some elements 70 PANTIRS U‘sk[Ak,uk]. The sequence 0" [Ne k), k=
1,2,..., is the desired minimizing approximate solution and each of its weak limit
points is a solution of Problem (Pz?,r)' As NP by e Hx Hy, k=1,2,..., we

k k k k
can use the sequence of the points (A", i), k = 1,2,..., generated

by the dual reqularization method of the Theorem 1. If the dual of Problem (Pgr)
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is solvable, the sequence (\F, %) € H x Hy, k =1,2,..., should be assumed to
be bounded. The limit relation
0 vk k
VoA i) = sup V2L ) ®)
(A,M)EHXH+

holds as a consequence of the relations (6) and (7). Furthermore, each weak limit
point (if such points exist) of the sequence (\¥,u*) € HxHy, k=1,2,... isa
solution of the dual problem V), (A, ) — max, (A, pu) € H x Hy.

Remark 2. If the functional g is strongly convex and subdifferentiable on D
then from the weak convergence of the unique in this case elements 7o [\F) uF]
to unique element 79 . as k — oo, and numerical convergence g8(7r‘5k [NE k) —

90(m9,), k — oo follows the strong convergence " [N, uk] — 78,k — oo
Problem (Pgr) with the strongly convex g for linear system of ordinary differ-

ential equations but with exact input data is studied in [10].

3.3 Stable Sequential Pontryagin Maximum Principle for Optimal
Control Problem with Pointwise State Constraints

Denote by U2, [\, 1] a set of the elements 7 € D that satisfy all relations of the
maximum principle (4) of the Lemma 1. Under the supplementary condition of
existence of continuous with respect to z gradients V3 (z,t, 2), V.G (x, z) with
corresponding estimates, it follows that the proposition of the Theorem 2 may be
rewritten in the form of the stable sequential Pontryagin maximum principle. It
is obviously that the equality U2 [\, u] = U?[\, u] takes place under mentioned
supplementary condition.

Theorem 3. Regardless of the properties of the subdifferential 08(p,r) (it is
empty or not empty) or, in other words, regardless of the properties of the solv-
ability of the dual problem to Problem (PS,,.), necessary and sufficient condi-
tions for Problem (PI?J,) to have a minimizing approximate solution is that there

is a sequence of dual variables (\*,p*) € H x Hy, k = 1,2,..., such that
SN, puF)|| — 0, k — oo, and relations (6) and (7) hold for some elements
T[Nk, k) € US[AF, 1¥]. Moreover, the sequence w0 [\F, pk], k= 1,2,..., is

the desired minimizing approximate solution and each of its weak limit points is
a solution of Problem (PS,T). As (N ukb)y e HxHy, k=1,2,..., we can use the

k k k k
sequence of the points (Af,tr’“(‘s )7Ng,r7a(6 )), k=1,2,..., generated by the dual

reqularization method of the Theorem 1. If the dual of Problem (PI?’T) is solvable,
the sequence (\¥, u*) € H x Hy, k=1,2,..., should be assumed to be bounded.
The limit relation (8) holds as a consequence of the relations (6) and (7).

Remark 3. When the inequality constraint in Problem (Pg,.) is absent, i.e.,
(P),) = (P)), and @o(z,t) = r = 0, pi(x,t) = 1, the target functional gf
is taken, for example, in the form gd(7) = ||7||? = |lul|? + ||w|* then Problem
(P]S ) acquires the typical form of unstable inverse problem. In this case the sta-
ble sequential Pontryagin maximum principle of the Theorem 3 becomes a tool
for the direct solving such unstable inverse problem.



Stable Sequential Pontryagin Maximum Principle 491

Remark 4. Inimportant partial case of Problem (P),) = (P?), when it has only
the inequality constraint (¢§(x,t) = hd(z,t) = p(x,t) =0, (v,t) € Q), “weak”
passage to the limit in the relations of the Theorem 3 leads to usual for similar
optimal control problems Pontryagin maximum principle (see, e.g., [9,16]) with
nonnegative Radon measures in the input data of the adjoint equation.
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Abstract. The convergence of a family of continuous distributed mixed elliptic
optimal control problems (P,), governed by elliptic variational equalities, when
the parameter o — oo was studied in Gariboldi - Tarzia, Appl. Math. Optim., 47
(2003), 213-230 and it has been proved that it is convergent to a distributed
mixed elliptic optimal control problem (P). We consider the discrete approxi-
mations (Pp,) and (Pj) of the optimal control problems (P,) and (P) respec-
tively, for each 4 > 0 and « > 0. We study the convergence of the discrete
distributed optimal control problems (Pj,) and (Pj,) when & — 0, o — oo and
(h,o) — (0, +00) obtaining a complete commutative diagram, including the
diagonal convergence, which relates the continuous and discrete distributed
mixed elliptic optimal control problems (Py,), (Py), (Py) and (P) by taking the
corresponding limits. The convergent corresponds to the optimal control, and
the system and adjoint system states in adequate functional spaces.

Keywords: Double convergence - Distributed optimal control problems -
Elliptic variational equalities + Mixed boundary conditions : Numerical
analysis - Finite element method - Fixed points : Optimality conditions -
Error estimations

1 Introduction

The purpose of this paper is to do the numerical analysis, by using the finite element
method, of the convergence of the continuous distributed mixed optimal control
problems with respect to a parameter (the heat transfer coefficient) given in [10, 11]
obtaining a double convergence when the parameter of the finite element method goes
to zero and the heat transfer coefficient goes to infinity.

We consider a bounded domain Q C R" whose regular boundary I' = 0Q =
I't U, consists of the union of two disjoint portions I'; and I', with meas (I'y) > 0.
We consider the following elliptic partial differential problems with mixed boundary
conditions, given by:

0
—Z =g on Iy, (1)

—Au=g inQ; u=»> onl"l;—a
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—@:oc(u—b) onI'j;—

0
o —Z:q on Iy (2)

—Au = in Q;
u=g inQ; 3

where g is the internal energy in Q, b = Const. > 0 is the temperature on I'; for the
system (1) and the temperature of the external neighborhood on I'; for the system (2)
respectively, ¢ is the heat flux on I'; and « > O is the heat transfer coefficient on I';.
The systems (1) and (2) can represent the steady-state two-phase Stefan problem for
adequate data [21, 22]. We consider the following continuous distributed optimal
control problem (P) and a family of continuous distributed optimal control problems
(P,) for each parameter o > 0, defined in [10], where the control variable is the internal
energy g in €, that is: Find the continuous distributed optimal controls g,, € H =
L*(Q) and g,,, € H (for each o > 0) such that:

Problem (P): J(g,p) = rgrélfrll J(g), Problem (P,) : J,(g,,) = ggfr} J.(g)  (3)

where the quadratic cost functional J,J, : H — R(;r are defined by [2, 18, 26]:

1 M 1 M
(@) J(8) = 5 [lue = zally + S Nl (®) Jule) = 5 lluag = zally + S sl (#)

with M > 0 and z; € H given, u, € K and u,, € V are the state of the systems defined
by the mixed ellliptic differential problems (1) and (2) respectively whose elliptic
variational equalities are given by [16]:

u, €K : a(ug,v) = (g,v) — /quy, Yv e Vy (5)
I,
Uye €V aa(uag,v) = (g,v) — / qvdy + o / bvdy, YvevV (6)
I I

and their adjoint system states p, € V and p,, € V are defined by the following elliptic
variational equalities:

(a)pg eV, a(pg,v) = (ug —zd,v),Vv € Vo, (7)
(b) Pag €V : aa(pagﬂ}) = (uocg - Zd,V),VV ev

with the spaces and bilinear forms defined by:

V=H'(Q), Vo={veV,y/T1 =0}, K=b+Vy, H=L*(Q), 0 =L*(I2) (8)

a(u,v):/Vu.Vvdx, aa(u,v):a(u,v)—&-oc/uvdy, (u,v):/uvdx 9)
Q

I Q
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where the bilinear, continuous and symmetric forms a and a,, are coercive on V and V
respectively, that is [16]:

3> 0 such that A|v|[3 <a(v,v), Wve Vp (10)
32, = Aymin(1, o) > 0 such that /La||v||%, <a,(v,v), WevV (11)

and A; > 0 is the coercive constant for the bilinear form a;[16, 21].

The unique continuous distributed optimal energies g,, and g,,, have been char-
acterized in [10] as a fixed point on H for a suitable operators W and W, over their
optimal adjoint system states p,,, € Vo and pye, € V defined by:

1 1
W,W,:H — H suchthat (a) W(g)=——p,, (b)W,(g)= ~

Vi Pug- (12)

The limit of the optimal control problem (P,) when o« — oo was studied in [10] and
it was proven that:

im (g, — g, Poga, ~Pg,p ||, =0 Jim gs, =g, [l,=0 (13)

—0, lim‘

|4 o°—00

for a large constant M > 0 by using the characterization of the optimal controls as fixed
points through operators (12a) and (12b); this restrictive hypothesis on data was
eliminated in [11] by using the variational formulations. We can summary the condi-
tions (13) saying that the distributed optimal control problems (P,) converges to the
distributed optimal control problem (P) when oo — + oo.

Now, we consider the finite element method and a polygonal domain Q C R" with
a regular triangulation with Lagrange triangles of type 1, constituted by affine-
equivalent finite element of class C° being h the parameter of the finite element
approximation which goes to zero [3, 7]. Then, we discretize the elliptic variational
equalities for the system states (6) and (5), the adjoint system states (7a) and (7b), and
the cost functional (4a, b) respectively. In general, the solution of a mixed elliptic
boundary problem belongs to H"(Q) with 1 <r<3/2 — ¢ (¢ > 0) but there exist some
examples which solutions belong to H"(Q) with 2<r [1, 17, 20]. Note that mixed
boundary conditions play an important role in various applications, e.g. heat conduc-
tion and electric potential problems [12].

The goal of this paper is to study the numerical analysis, by using the finite element
method, of the convergence results (13) corresponding to the continuous distributed
elliptic optimal control problems (P,) and (P) when o — 4 oco. The main result of
this paper can be characterized by the following result:

Theorem 1. We have the following complete commutative diagram which relates the
continuous distributed mixed optimal control problems (P,) and (P), with the discrete
distributed mixed optimal control problems (Py,) and (P;) and it is obtained by taking
the limits 1 — 0,0 — +o00 and (h,) — (0, +00), as in Fig. 1, where gy, Unsg,,,
and pjyg,,, are respectively the optimal control, the system and the adjoint system
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Problem (P,) Problem (P)
gaop’uag%p’pag%p a%-}_w gop’ugop,pgop
(h, ) > (0,+0)
h—>0 h—>0
ghzznp > uhaghaop > pluxghaap a —> +o ghpp > uhg;bp > phg%p
Problem (P,,) Problem (7))

Fig. 1. Relationship among optimal control problems (Py,), (P,), (Py) and (P) by taking the
limits 7 — 0, « — 4 o0 and (h, o) — (0, + o).

states of the discrete distributed mixed optimal control problem (Pj,) for each & > 0
and o > 0, and the double convergence is the diagonal one.

The study of the limit # — O of the discrete solutions of optimal control problems
can be considered as a classical limit, see [4-6, 8, 9, 1315, 19, 23, 24, 27, 28] but the
limit « — + oo, for each 7 >0, and the double limit (A, ) — (0, +0c0) can be
considered as a new ones.

The paper is organized as follows. In Sect. 2 we define the discrete elliptic varia-
tional equalities for the state systems uy, and up,g, we define the discrete distributed
cost functional J;, and Jj,, we define the discrete distributed optimal control problems
(Py) and (Ppy), and the discrete elliptic variational equalities for the adjoint state
systems pp, and pj,, for each h >0 and o > 0, and we obtain properties for the
discrete optimal control problems (P;) and (Ppy). In Sect. 3 we study the classical
convergences of the discrete distributed optimal control problems (P;) to (P), and
(Phy) to (P,) when h — O (for each a > 0) and the estimations for the discrete cost
functional Jj, and Jj,. In Sect. 4 we study the new convergence of the discrete dis-
tributed optimal control problems (Py,) to (P,) when oo — + oo for each & > 0 and we
obtain a commutative diagram which relates the continuous and discrete distributed
mixed optimal control problems (Py,), (P,), (Py) and (P) by taking the limits & — 0
and o« — +o00. In Sect. 5 we study the new double convergence of the discrete dis-
tributed optimal control problems (Py,) to (P) when (h, o) — (0, + 00) and we obtain
the diagonal convergence in the previous commutative diagram.

2 Discretization by Finite Element Method and Properties

We consider the finite element method and a polygonal domain Q C R" with a regular
triangulation with Lagrange triangles of type 1, constituted by affine-equivalent finite
element of class C° being & the parameter of the finite element approximation which
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goes to zero [3, 7]. We can take & equal to the longest side of the triangles T € t;, and
we can approximate the sets V, Vj and K by:

Vi, = {Vh S Co(ﬁ)/Vh/T € PI(T>7 VT € Th}7V0h = {Vh S Vh/vh/l"l = 0};Kh
=b+Vy, (14)

where P; is the set of the polymonials of degree less than or equal to 1. Let m, :
C°%(Q) — V, be the corresponding linear interpolation operator. Then there exists a
constant ¢y > 0 (independent of the parameter /) such that [3]:

(@) v =m0l < ol vl (B) [Iv = 70y < coh™ o] ¥ € B/ (@), 1 <r <2,
(15)

We define the discrete cost functional Jy,Jp, : H — RJ by the following
expressions:

1 M 1 M
(@ () =5 llane = zal[5+ 5 Nls () Snal) =5t — 2l + = Nl
(16)

where uy, and uy,,, are the discrete system states defined as the solution of the following
discrete elliptic variational equalities [16, 24]:

Uung € Ko alung,vi) = (g,vn) — / qvidy, v, € Vo, (17)
I

Upyg € Vi a“(u;mg,vh) = (g,vn) — / qvrdy + o / bopdy, v, € Vi (18)
I ,

The corresponding discrete distributed optimal control problems consists in finding
8hop> 8ha,y € H such that:

(a) Problem (Py) : Ji(gn,) = zgvg[;} Jn(g),

. 19
(b) Problem (Pys) : Jis (8o, ) = Min Jis(8) (19)

and their corresponding discrete adjoint states p,, and pp,e are defined respectively as
the solution of the following discrete elliptic variational equalities:
Pig € Von i a(png,va) = (ung — 2a,v), Vv € Von (20)

Phag € Vit Au(Phag, vin) = (Unag — 2a:vn), Yvi € Vi (21)
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Remark 1. We note that the discrete (in the n-dimensional space) distributed optimal
control problem (Pp,) and (Py,) are still infinite dimensional optimal control problems
since the control space is not discretized.

Lemma 2.

(i) There exist unique solutions up, € K, and ppe € Vop, and up,e € Vi, and ppye €
Vi of the elliptic variational equalities (17) and (20), (18), and (21) respectively
Vge H,Vqge Q,b>00onT}.

(ii) The operators g € H — ug € V, and g € H — up,, € V are Lipschitzians. The
operators g € H — pyg € Voo, and g € H — ppue € V), are Lipschitzians and
strictly monotone operators.

Proof. We use the Lax-Milgram Theorem, the variational equalities (17), (18), (20)
and (21), the coerciveness (10) and (11) and following [10, 18, 25]. U

Theorem 3.

(1) The discrete cost functional J, and Jy, are H - elliptic and strictly convexe
applications, that is (Vg8 € H,Vt € [0, 1]):

t(1—1)

5 g2 — gl (22)

(1 —1)Jn(g2) +tJn(g1) — Ju(tgr + (1 — t)g2) =M

t(1—1)

- il (23)

(1 - t)]hot(g2) +t]ho¢(gl) - Jho:(lgl + (1 - t)gZ) ZM

(i) There exist a unique optimal controls g, € H and gpn,,, € H that satisfy the
optimization problems (19a) and (19b) respectively.

(iii) J, and Jy, are Gdteaux differentiable applications and their derivatives are
given by the following expressions:

(a) J,(g) = Mg +pig, (D) J},(8) = Mg +piug, Vg €H, Yh>0 (24)
(iv) The optimality condition for the optimization problems (19a) and (19b) are

given by:

1
(@J ;l (ghap) =0 < g, = *Mphgha,,? (b) J, P,loc (gh“(qr) =0 < g,
1
= - Mphdgrun,, (25)
(v) J}, and J,, are Lipschitzians and strictly monotone operators.

Proof. We use the definitions (16a, b), the elliptic variational equalities (17) and (18)
and the coerciveness (10) and (11), following [10, 18, 25]. O
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We define the operators:

Wi, Wiy, : H— H such that (a) W,(g) = —

Theorem 4. We have that:

(1) W, and Wy, are Lipschitzian operators, and Wy, ( Wy,) is a contraction operator if
and only if M is large, that is:

(@M > —

7z LM > —. (27)

(1) If M verifies the inequalities (27a, b) then the discrete distributional optimal
control g;,, € H ( gny,, € H) is obtained as the unique fixed point of Wy, (Why),

ie.:
1
8hy = = 37 Phgi, Wi (&h,) = &hops
1 (28)
8hotyy = _Mphacgmﬁ,, < Wiy (gh%p) = Bhotgp-

Proof. We use the definitions (25a, b), and the properties (25a, b) and Lemma 2. [

3 Convergence of the Discrete Distributed Optimal Control
Problems (P,) to (P) and (P;,) to (P,) When i — 0

We obtain the following error estimations between the continuous and discrete
solutions:

Theorem 6. We suppose the continuous system states and adjoint system states have
the regularities ug, uyg, € H'(Q) and pg,py,, € H'(Q) (1<r<2). If M verifies the
inequalities (27a, b) then we have the following error bonds:

r—1 r—1 r—1
g, = lly < el Jun, =, | <™ o, = || <cn™ @9)
r—1 r—1
thoq,,, - ga{,[, H S ch ) thghynp - uotg,(op v S ch )
1 (30)
r—
thaghxnp ~ Pag,,, v <ch

where c’s are constants independents of h.
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Proof. It is useful to use the restriction « > 1 by splitting a, by [21, 24, 25].

ay(u,v) = ar(u,v)+ (2 —1) / uvdy (31)

Iy

but then it can be replaced by o > o for any oy > 0. We follow a similar method to the
one developed in [25] for Neumann boundary optimal control problems by using the
elliptic variational equalities (17), (18), (20) and (21), the thesis holds. Ul

Remark 2. If M verifies the inequalities (27a, b) we can obtain the convergence in
Theorem 6 by using the characterization of the fixed point (28a, b), and the uniqueness
of the optimal controls g,, € H and g,,, € H.

Now, we give some estimations for the discrete cost functional Jj, and Jj,.

Lemma 7. If M verifies the inequality (27a, b) and the continuous system states and
adjoint system states have the regularities ug, Uy, € H' (Q) pg,pae € H'(Q)(1 <r<2)
then we have the following error bonds:

2 len, sl <9 e1.) I (ar) < O, -
7‘ Sy — G, ST (81r,) = T (8,) < TP
2l = Sarlly <1 8on) = () < -
%Ilgm G |12y < T (8) — T (810 ) < CHATD
n(s,) =7 (g,) [ <Ch", |u(n,) —J(s,) | < Ch! (34)
ia(g,,) = Julg, )| SCH [T (i) — T (82, )| < CH! (35)

where C’s are constants independents of h and o.

Proof. Estimations (32) and (33) follow from the estimations (29), and the equalities
(similar relationship for J and J,):

M
E th(xop - gaop [2_1 (36)

1 2
JO( (ghxop) - Jot (gozap) - 5 H”haghyop - Magop H +

M
+ ? th“op — 8y 1%1 (37)

1

Jha (g%(,,)) — Jha (ghoq,,,) = 5 Unhogy,, — Uhag,,, "
1

) = )1 = (3 s =l + s = 2l ) =l € H. 39

O
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4 Convergence of the Discrete Optimal Control Problems
(Phy) to (Py) When o0 — + 0o

Theorem 9. We have the following limits:

im H _ — lim _
v o + 00 phaghx/;p phgh/;[y v O(—>+OCtha”p ghnp H

=0,Vh > 0. (39)

oc—1>u-&l-loo ‘ ’ uh“é’hiop - uhghnp

Proof. We omit this proof because we prefer to prove the next one with more details.

5 Double Convergence of the Discrete Distributed Optimal
Control Problem (Pj,) to (P) When (h, o) — (0, + c0)

For the discrete distributed optimal control problem (Py,) we will now consider the
double limit (h,a) — (0, + c0).

Theorem 10. We have the following limits:

lim — = lim H —
(h)— (0, + o) Hhogiag, — Usop ||, ()= (0, + o) Phogiy ~ Pew ||,
= lim |gm, —g,[l,=0 (40)

(hyo)—(0,+ o)

Proof. From now on we consider that c¢’s represent positive constants independents
simultaneously of & > 0 and o > 0 (see (31)). We show a sketch of the proof by
obtaining the following estimations (for Vi > 0 and Vo > 1):

llunolly <cis |unolly <c2,  (x—1) / (oo — b)*dy < c3 (41)
I
| gho, || < 4 Huhagm,,,, LSS llgn, ||,y < co (42)
2
Huhgh,,p , e Huhagm,,p ,Ses (a=1) / (uhocgm,,,, - b) dy<cy (43)
r
< < -1 2 dy< 44
Digy,y V_Clo, Dhotgiag v <ci, (a ) Phagia,, Y S Ciz. (44)

I

For example, the constant ¢;; is a positive constant independent simultaneously of
h >0 and « > 0, and it is given by the following expression:



el (o gyt )) 1020 )
gl ozt a2
ol d) a0 ) 4 6)]
50 2)(+ )

Therefore, from the above estimations we have that:

+ llallolvoll |+

3f € H/gh,, — f in H weak as (h,a) — (0, + o0) (46)

30 € V/upyg,, — nin V weak (H strong) as (h,a) — (0, +oc) with /T’y = b
(47)

3 ¢ € V/Phog,,, — Ein V weak (H strong) as (h, o) — (0, +o0) with /I =0
(48)

af € H/gh%p —f;, in H weak as o — + 00 (49)

Iy € V/tnag,,, — 1y in V weak (in H strong) as oo — +oo with /Ty =b

(50)

3 & € V/Phag,, — €n in V weak (in H strong) as o — + oo with &,/I'1 =0
(51)
3f. € H/gh,, — fo in H weak as h — 0 (52)

30, € V/unyg,, —n, inV weak (in H strong) as h — 0 with n7,/I'y =b (53)
3¢, € V/Pug,,, — € in V weak (in H strong) as h — 0 with ¢,/I't =0 (54)
3f € H/gn, —f" in H weak as h — 0 (55)

In" € V/upg,, —n" in V weak (H strong) as h — 0 with n*/I'y = b (56)

3 & € V/png,, — & in V weak (H strong) as h — 0 with &/’ =0 (57)
Taking into account the uniqueness of the distributed optimal control problems

(Pny), (Py), (Py) and (P), and the uniqueness of the elliptic variational equalities
corresponding to their state systems we get
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Np = Unf, = Ung,,, s Ch = Phfy = Phgnyyr St = 8y (58)
Ny = Uof, = Usg,,,» $y =Py, = Dog,,,» fr= 8op (59)
n=n"=w=u,, (=C=p=p,, f=f =g, (60)

Now, by using [11] we obtain
xl}IJ}loch“ - g(?[) HH: O’ al}inoo Ny — ”g,,,, V: 07 1}}2100‘ éac *pg(,p V: 0 (61)

and therefore the three double limits (40) hold when (h, o) — (0, + c0).

Proof of Theorem 1. It is a consequence of the properties (29), (30), (39), (40) and
[10, 11].

Remark 3. We note that this double convergence is a novelty with respect to the
recent results obtained for a family of discrete Neumann boundary optimal control
problems [25].
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Abstract. We consider a particular model for electromagnetic fields in
the context of optimal control. Special emphasis is laid on a non-standard
H-based formulation of the equations of low-frequency electromagnetism
in multiply connected conductors. By this technique, the low-frequency
Maxwell equations can be solved with reduced computational complexity.
We show the well-posedness of the system and derive the sensitivity
analysis for different models of controls.
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1 Introduction

In this paper, we suggest an H-based eddy current formulation of the time-
harmonic Maxwell equations, where a standard scalar elliptic equation is given
in the insulator and a vector formulation is only needed in the conductor. This
approach is theoretically slightly more complicated than the well known vector
potential ansatz. However, we think that the computational savings can be con-
siderable, if the computational domain {2 must be large. We apply this H-based
formulation to the optimal control of electric and magnetic fields and discuss
associated optimality conditions. Special emphasis is laid on a variety of models
for controls.

Optimal control of electromagnetic fields is a quite active subject, important
for various applications. We mention only the control of induction heating as
in [8,9,16], the optimal control of MHD processes as in [3—7], optimal control
problems for time-harmonic eddy current problems as in [10,11], inverse prob-
lems for electromagnetic fields as in [2], or the control of magnetic fields in flow
measurement as in [12,13] and refer to [15] for more references.
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2 The Model for the Electromagnetic Fields

2.1 Time-Harmonic Maxwell and Eddy Current Equations

The main quantities in our eddy current formulation, are the magnetic field H,
the electric field F, and the (total) current J that is the sum of the generated
current and an impressed current J.. By the generalized Ohm’s law, we have

J:UE+J6, (1)

where o is the electrical conductivity, that is assumed to be a symmetric and
(uniformly) positive definite matrix in the conducting region and to vanish in the
insulating region. We assume that the entries of o are bounded and measurable
real functions on the conducting domain 2¢.

We consider a time-harmonic model and assume that J. is an alternating
current of the form J.(x,t) = J(x) cos(wt + ¢), where J is a real vector function
that accounts for direction and strength of the current, w is the angular frequency
and ¢ is the phase angle. Expressing these quantities in a complex setting, we
have

Jo(x,t) = Re [J(x)e! 9] = Re [T, (x)e'“"].

The complex vector function J, = Je'® will be our control; we assume that it
is supported in the conducting region, namely, it is vanishing inside the non-
conducting region. This time-periodic impressed current .J. generates associated
time-periodic solutions in the form

E(x,t) = Re[E(x)e'“"], H(x,t) = Re [H(x)e'“"].

Inserting these quantities in the full Maxwell equations and assuming that the
displacement current term 9(¢E)/dt, € being the electric permittivity, can be
neglected, one arrives in a standard way at the following time-harmonic eddy
current system

curlH-cE =1J,

- (2)
curl E +iwpH = 0

that holds in the whole space R?. Here, y is the magnetic permeability, a uni-
formly positive definite matrix that is assumed to have bounded and measurable
real functions as entries on the holdall domain f2.

2.2 Eddy Current Formulation in Weak and Strong Form

Assumption 1 (Geometry). In the paper, 2 C R3 is a bounded and simply con-
nected Lipschitz domain with connected boundary I'; §2 is the “holdall” compu-
tational domain containing all conductors. The subdomain ¢ C (2 that denotes
the conductor is a bounded Lipschitz set. We require that {2c is the union of
finitely many disjoint open and connected sets (£2¢);, 1 € {1,...,k}, the so-
called (connected) components of 2¢. Assume further that cl 20 N9 = (. The
set Q2 := 2\ cl Q¢ stands for the non-conducting domain. For simplicity, it is
assumed to be connected.
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Definition 1. Let g € NU {0} be the number of all “handles” of 21 (precisely,
the rank of the first homology group of cl§2r, or, equivalently, the first Betti
number of £21). Due to our assumption on (2, it is also the number of “handles”
of 2¢. If all the components (£2¢); are simply connected, we have g = 0.

This assumption allows fairly general forms of conductors. For instance, the
conducting domain can include finitely many tori which might form together
more complicated geometrical figures like the Borromean rings.

The function spaces used in our paper will include complex functions. For
instance, LP(D), 1 < p < o0, is defined as the space of all complex valued
functions v : D — C such that |v|? is integrable on D C R3. To distinguish this
space from the one with real-valued functions, we introduce

LE(D) ={v:D — R, |v|? is integrable}.
The spaces L*°(D) (complex) and L (D) (real) are defined accordingly.

Definition 2. We denote by p;, j € {1,...,9}, a basis of the space of p-
harmonic fields

HY ={v:02;— R? : curlv = 0 in 27, div(uv) =0 in 27, uv-n =0 on 00},
(3)

where n is the unit outward normal vector on Of2;.

The functions p; can be computed once “offline” before the numerical solution
of the optimal control problem is started. For associated equations, we refer to

[1].

From (2); we see that curlH = 0 holds in §2;. Therefore, H|,, can be
written as Vi + 25:1 a;jp; (see, e.g., [1, Appen. A.3]). This leads to the weak
formulation of our eddy current system: Let V = H (curl; 2¢) x H(£2;)/C x C9
and define the state space

Vo = {(H,¥, ) € V that satisfy the interface conditions (4) below},

where
g
Hxn—Vz/)xn—Zajpjxnzo on I (4)
j=1

Both spaces V and Vg are equipped with the norm
2 2 2 1/2
1L, 2,0y = (I sy + 1y e+ )

_ o \1/2
where [|H| g(cwt00) = (foc(curlH~curlH+H-H)> and 9] g0y /c =

_\1/2 1
(fﬂz VQ/)~V”(/J> . We also need the norms |Qllo. := (fQC\Q(X)P) ,

1

1Qln00 = (fo. 19QE) QX)) ", and analogous norms [|Qllr,oe and
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|QI|,2,- Further, we introduce a symmetric and positive definite matrix M
by

My :/ KPPy - Py
2r

and the vector norm |qly; = (Mq-q)2, where q € C9. Finally, we define an
antilinear form a : V x V — C by

iw,uH-W—F/ iwp Vip-Vi+ivMa- 3,

alu, v :/ ailcurle:uer—k/
QC QI

¢

where u = (H,¢,a) and v. = (W,n,08). The form a[, ] is continuous and
coercive on 'V x V (see, e.g., [1, p. 37]).

Definition 3. A triplet u = (H, vy, ) € Vg is said to be a weak solution of the
eddy current model associated with J, € L*(02c)3, if

alu,v] = /Q oI, cwrl W Vv:=(W,n,B) € V. (5)
C

Lemma 1 (Well posedness, [15]). For all J. € L*(2c)3, there exists a
unique weak solution (H, v, a) of (7). Moreover, there is a constant ¢ > 0 not
depending on J. such that

I(H, ¥, a)llv < ¢l JTelloc- (6)

We have shown in [15] that the solution (H,,a) € Vg to the variational
problem (5) satisfies the following strong eddy current equations, provided that
the variational solution is sufficiently smooth:

curl(c =t curl H) + iwp H = curl(c=1J.) in 2¢
Hxn=Vyxn+39_  ap;xn onl
pH-n=uViy -n on I (7)
—div(pVey) =0 in 27
uVy -no =0 on 912

with additional geometrical conditions

(Ma); = (iw)™? /Fo_l(curlH —Jo)-(mxp;) Vjie{l,... , g} (8)

3 Optimal Control

3.1 The Optimal Current Problem and Its Well-Posedness

We discuss the following steady state optimal control problem of elliptic type,
where the impressed current J. is the control. As fixed data, vector functions
H; € L%(2)3, E; € L*(2¢)? and constants vc > 0,v4 > 0,vg > 0, vg >
0, v > 0 with vo +v4 +vp +vg+v > 0 are given. In 2; the reference magnetic
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field Hy is split as Vg + 25:1 Qd,jp;- Moreover, a nonempty, bounded, convex
and closed set of admissible controls J,q C L?(£2¢)? is given. Possible choices
for J,q will be specified later.

Thanks to Lemma 1, for each control J. € J,4 there exists a unique weak
solution of (7). We express the correspondence of the solution to J., by the
notation (Hyj, , 1., ,) for the solution. Let us now skip the subscript e from
the controls and denote them just by J, i.e. J stands now for the impressed
current J. and is not the total current. We use the following (reduced) objective
functional F,

B
FJ) = HHJ*IhM”h vaJ*V¢Num |aJ*aﬂﬂ

Vg, _
+ 2o (cutH, 1) Ball? o, + 5||J||%C.

Recalling that the electric field associated with J is given by E; = o~ (curl H; —
J), it is easily checked that in F' the magnetic energy and the electric energy
(per unit time) of H and E, respectively, appear.

The optimal control problem, written in short form, is

min F(J). (10)

JeJaa
A control J* € J 4 is said to be optimal, if F(J*) < F(J) holds for all J € Jq4.

Theorem 2. The optimal control problem (10) admits at least one optimal con-
trol denoted by J*. The optimal control is unique, if v > 0.

In view of the continuity of the control-to-state mapping, this is a standard
result.

3.2 Necessary Optimality Conditions

The objective functional F' is not differentiable, but it is directionally differ-
entiable. This is enough to derive necessary (and by convexity also sufficient)
optimality conditions. After quite elementary calculations, the derivative in the
direction J at an arbitrary fixed (not necebbarlly optimal or admissible) control
J with associated solution H := H-, 1/) Y7 and @ := a5 is obtained as

Ff(j).]Re{/ ve u(H — Hy) - Ty
Rc

+/ va p(VD — Viba) - VO + vp M(@ - og) - &7

27

(11)

+/ ve(B—E,) - curl H,
Qc

f/ VE(EfEd).jﬂ/ 3.J}.
QC QC’

Here, we have inserted the relation o_l(curlﬁ — 3) =B := E;3. By an adjoint
state, this derivative is transformed to one with explicit appearance of J.
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Definition 4 (Adjoint equation). Let J € L2(02¢)3 be a given control with
associated states H := Hy, E := E5, ¢ := 15, & := a3, and let Hy € L?(02c)3,
g € HY(21)/C, ag € CI, Eq € L*(2¢)? be given as above. The equation for
(W.n.8),

/U_lcur1W~curlﬁ—iw/ ,uW-ﬁ—iw/ uVn -V —iwM B - &
Qc Q¢ £2r

:/ ch(ﬁ—Hd)-ﬁ

Rc

+/ Z/A,u(V@—de)~VE+1/BM(&—ad)~E
27

+/ vp(E—Ey)-curlH  V(H,,a) € Vo
¢

is said to be the adjoint equation of equation (5). The solution (W 3,17, 3
Vy is called the adjoint state associated with J.

For the strong form of the adjoint equation, we refer the reader to [15].

For all given Hy € L%(£2¢)3, g € H(£21)/C, aq € CI, Eq € L*(020)3,
J € L2(2¢)3, the adjoint equation (12) has a unique solution (W5,n7,857). This
result follows, analogously to Lemma 1, from the Lemma of Lax and Milgram.
By transposition, we can prove the following necessary optimality conditions:

Theorem 3 (Necessary optimality conditions). Let J* be an optimal con-
trol of problem (10) and let H j« and E j« be the associated optimal magnetic and
electric fields, respectively. Then there exists a unique solution (W j«,ny+,3;+)
of the adjoint equation (12) such that the variational inequality

Re / (0_1 curl Wy — v (Ej- — Ey) +VJ*) FT-T)>0 VI (13)
Rc
1s satisfied.
Proof. The optimal control J* must obey the standard variational inequality

F(J)I=J3)>0 VIe T (14)

We show that this is equivalent to the variational inequality (13). We first con-
sider the expression (11) for F’(J) for the particular choice J := J* and have

F (I -J9
=Re {Vc / w(Hy —Hg) -Hjy_ -
¢
+ VA/ (Vg = Va) - Vb j + v M(oty- — aq) -0
27

+VE (EJ**Ed)'CuI'IHJ_J**I/E/ (EJ**Ed)(jfﬁ)
Qc QC‘

+v J*~(JJ*)}
¢
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Thanks to a lemma on transposition in [15] that is not deep but a bit technical
in the proof, we obtain

F'(I%) (3 - J°)
=Re [/QC ot eurl Wy- - (J — J%)

- [ ve®r By @-T)+ [ v @-T) (15)

Rc

zRe/ (a_lcuerJ* —vg (Ej — Ey) +VJ*) (T =T,
Rc

where W ;- is the first component of the adjoint state associated with J*. O

Let us define for convenience
Dy =0 'curl Wy —vg (Ej- — Ey). (16)

By this definition, the variational inequality (13) simplifies to
Re/ (DJ*+VJ*)-(3—F)20 VI € Joua. (17)
Qc

This is our main necessary condition that will be later used to handle various
particular cases for J,4;. Though our objective functional F' is only direction-
ally differentiable and hence does not have a gradient, we denote for short the

~

direction of steepest ascent of F'(J) as its reduced gradient:

VFJ):=D;+vl. (18)

3.3 Modeling the Control and Associated Optimality Conditions

Below, we discuss several types of controls and admissible sets that seem to be
useful and establish the associated optimality conditions as conclusions of (17).

Unbounded Complex Control Vectors. If v > 0, the unbounded control
set
Joa = LQ(‘QC)S (19)

can be used. Notice that the choice v = 0 is only useful here, if the desired fields
H, and E,4 belong to the range of the control-to-state mapping. It follows imme-
diately from the variational inequality (13) that, in the case J,q = L?(£2¢)3, the
equation Dy« + v J* = 0 is necessary and sufficient for the optimality of J*,
i.e. we have

1
J=--Dy..
1%
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Complex Control Vectors Bounded by Box Constraints. For all v > 0,
the set

Joa ={J € L3(2¢)? : |Re Jo(x)| < Remax, | Im Jo(x)| < Tmppax (20)
for £ =1,2,3, and for almost all x € 2¢}
might be taken, if positive bounds Repax and Imy,,x must be imposed on the
possible currents. In this case, using the representation (18), the variational
inequality (13) can be re-written as

Re | VF(J*)-J*<Re [ VFJ)-J VI
Qc Rc

Expanding the terms under the integral and invoking that Re J and Im J can
be chosen completely independent, we find the following two inequalities:

/ Re (VF(J*))-Re J* < / Re (VF(J*))-ReJ VI :|Re J(-)| < Remax.
Qc QC

/ Im (VF(J*)) - Im J* g/ Im(VFJ*) - ImJ VJ:|Im J(-)| < Impax-
Qc Q¢

Here, the inequalities |Re J(-)] < Remax and |[Im J(-)| < Imp,.y have to be
understood in pointwise and componentwise sense. These inequalities can be
discussed further in a pointwise way (for this type of argument, see, e.g., [14,
Sect. 2.8]). For instance, the first inequality is equivalent to the condition that

Re VF(J*)(x) - Re J*(x) < Re VF(J*)(x) - v ¥v € R?: |ug| < Remax, £ € {1,2,3}(21)

holds for almost all x € £2¢. All components of the vector v € R3 can be selected
independently. Then the inequality above means for the /th component that

min  Re(VF(J*))e(x)v = Re (VE(JT*))(x) Re J3(x),

vER:|v|<Remax

i.e., that, for a.a. x € f2¢, the minimum at the left-hand side is attained by
Re J; (x).
Inserting the concrete expression for the reduced gradient VF (see (18)), we
find
—Remax, if Re(Dys +vJ*)p(x) >0

Re Ji(x) = { Reman, if Re (Do + 1 3%)¢(x) < 0 (22)

for almost all x € £2¢ and all £ € {1,2,3}. The formula for the imaginary part is

the same with Im substituted for Re. If the Tikhonov regularization parameter
is positive, then this is equivalent to the projection formula

1
Re J; (X) = P[*RemamRemax] {_I/ Re (DJ* )g(X)} (23)

for almost all x € £2¢ and all £ € {1,2,3}. Here, the projection function P, 4 :
R — [a, b] is defined by P, 4 (s) := max(a, min(b, 5)).
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Ezample 1 (Optimal control as inverse problem). In electro-encephalography
(EEG) or magneto-encephalography (MEG), magnetic or electric fields associated to
the electrical activity of the human brain are measured. Then one looks for the electri-
cal currents, located in certain regions of the brain, that generated these fields. Under
certain assumptions, this problem can be cast into the form of our optimal control
problem, where the desired fields Hy and E4 stand for the measurements. Normally,
these measurements can be taken only at the boundary I" of the conductor, say at the
surface of the human head £2¢ (which can be assumed to be simply connected). More-
over, they are only given at certain points. Let us assume that these measurements
can be interpolated to get a measurement of uH, - n on the interface I'. In view of
the interface conditions on I', we have then also uVq - n on I'. Together with the
homogeneous boundary conditions on 92, we then can determine the harmonic scalar
potential ¥4 and hence also V4 in {2; that can serve as measurement in §2;.

In this inverse problem, one cannot prescribe any particular form or direction of
the unknown electrical current J.. Here the general class J,q of arbitrary bounded L2
controls is meaningful indeed. Possible selections of J o4 are the definitions (19) and (20).

Electrical Current in an Induction Coil. Another typical application is
the case where the electrical current is prescribed in an induction coil (see, e.g.,
[13]). A standard induction coil is composed by one wire that is twisted in many
windings around the core. Here, the direction of the electrical current in one
point is very precisely given by the direction of the wire in that point. The
strength j of the current is the only unknown that is to be determined. The
control J. has the form

N,
Qcoil

where j is a complex number, the unit vector function e is the direction of the
wire in the point x of the coil, N, is the number of windings and Q.. is the
area of the cross section of the coil that is perpendicular to the direction of the
windings. Assume for convenience that N, /Qcon = 1 to simplify our notation.

Jo(x) =

e(x)j

Ezample 2. In [13] the following geometry was chosen for the induction coil, which is
topologically equivalent to a torus:

Qcc,n:{xeRS : O<r1<w§+x§<r2,c1<x3<02},

where 72 > r1 > 0 and ¢1 < ¢z are given real numbers. Here the function e is defined
by

—T9
1 ; .

e(xl’x27$3) _ z%-‘,—z% :r(l) mn QCOII (24)
0 in Q¢ \ el 2o

In 2011, € is a unit vector.

Notice that in this case the control is just one complex number. Here, the ana-
logue of (20) is

Joa={e(")j:|Re j| < Remax and |Im j| < Impyax}- (25)
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The optimality conditions can be discussed analogously to complex control vector
functions, we leave the main steps to the reader. For the real part, we deduce
for v >0

» —Remax, if [, Re(Dy--e+vj*) >0
= C
Rej { Remaxs if [, Re (D- - e+ 1) < 0. (26)
If v > 0, then we have the projection formula
. 1
Re ] = ]P)[—Remax;Remax] {— / Re DJ* . e} . (27)
14 ¢

Analogous conditions are satisfied by Im j* with Im substituted for Re.

Electrical Currents in a Package of Wires. The following situation is some-
how intermediate between the two cases mentioned above. Here, the induction
coil is composed of a package of single wires that can be controlled separately.
Assume that each one of these currents can be controlled independently from
the others. The cross section of this package of wires can be viewed as a discrete
approximation of a function j : {2.,; — C that stands for the strength of the
current while the direction is still given by a function such as e above.

Let us consider the geometry of Example 2. Here, the strength j of the current
depends only on the radius r and the coordinate x3, while the direction of the
current is given again by e. In terms of cylindrical coordinates, this reads

JE = 9(7’, §07 Z)j(T, Z)a

where r1 <71 <719,0 < < 2w, ¢; < z < co. A useful set of admissible control
functions might be
Jad = ejad (28)

where we take controls out of the complex space L?((r1,72) x (c1,c2)),
Jad = {j € L*((r1,7m2) X (c1,¢2)) : |Re j| < Remax and |Im j| < Tmypay}

and the actual control function would be j € L?((ri,r2) X (c1,c2)). This view
is, perhaps, a bit academic but it gives an interpretation on how a controlled
distributed current might be generated.

The necessary optimality conditions are analogous to (22) and (23), but
(r1,72) X (€1, ¢2) must be substituted for £2¢. For instance, the optimal solution
obeys, for almost all (r, z) € [r1,72] X [c1, c2], the projection formula

e 1 2m
Re J (7‘, Z) = P[7R91naX)Rexnax] {—V / Re D ;- (7‘, Z) : 9(7"7 2 Z) d(p} . (29)
0

Real Current Vectors. A smaller but perhaps more realistic class of controls
J has the particular form A
I(x) = €J(x), (30)
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where J is a real vector function and ¢ is fixed. Here, J varies in the admissible

set
Jaa ={J € L2(2¢)? : —fmax < Jo(X) < Jmax (31)
for a.a. x € 2¢, all £ € {1,2,3}}
with a given bound jmax > 0. To cover this ansatz by the control problem (10),
we define the functional f(J) := F(e’*J) and consider the problem

IO &2

This is nothing more than a particular case of the optimal control problem (10)
subject to the particular control set defined by (30) and (31).

The associated optimal control J* = e'®.J* has to obey the necessary opti-
mality conditions of Theorem 3, in particular (13), i.e.

Re/ Dy +vI*) - (T =T) >0 VI€Tu
Nc

using the notation (16). With the particular ansatz (30), this variational inequal-
ity can be further simplified. Finally, inserting the particular form of J, we find

/ (D‘]*+1/J*)(J*J*) 20 vJeJada (33)
Rc

with Dy« := Re (e7*¢D ;- ). The further pointwise discussion of (33) is analogous
to (22) and (23), where “Re” can be omitted, since all quantities in (33) are real.
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Abstract. The aim of this work is to test the Levemberg Marquardt and
BFGS (Broyden Fletcher Goldfarb Shanno) algorithms, implemented by
the matlab functions 1sqnonlin and fminunc of the Optimization Tool-
box, for modeling the kinetic terms occurring in chemical processes of
adsorption. We are interested in tests with noisy data that are obtained
by adding Gaussian random noise to the solution of a model with known
parameters. While both methods are very precise with noiseless data, by
adding noise the quality of the results is greatly worsened. The semi-
convergent behaviour of the relative error curves is observed for both
methods. Therefore a stopping criterion, based on the Discrepancy Princi-
ple is proposed and tested. Great improvement is obtained for both meth-
ods, making it possible to compute stable solutions also for noisy data.

Keywords: Parameter estimation - Non-linear differential models -
Quasi-Newton methods - Discrepancy Principle

1 Introduction

An important topic in many engineering applications is that of estimating para-
meters of differential models from partial and possibly noisy measurements. For
example the removal of pollutants from surface water and groundwater requires
the optimization of partial differential models where the dispersion, mass trans-
fer and reaction terms are estimated from data in column reactor experiments
[1-3].

We define here the constrained optimization problem connected to the esti-
mation of a parameter, defined by ¢, in a differential model represented by c(u, q),
named state equation, whose solution u(q) is called state variable:

min J(u, q) s.t. ¢(u,q) =0 ODE-PDE model
q

By pointing out the implicit dependence of u on the parameter g, the prob-

~

lem is usually presented in its reduced form min, J(¢) where J(q) = J(u(q),q)
represents the fit to the given data.

© IFIP International Federation for Information Processing 2016

Published by Springer International Publishing AG 2016. All Rights Reserved

L. Bociu et al. (Eds.): CSMO 2015, IFTP AICT 494, pp. 517-527, 2016.

DOI: 10.1007/978-3-319-55795-3_49



518 F. Zama et al.

By defining the observation operator C, that maps the state variable u € U
into the measurements space Y, we obtain the measurements y € Y. The data
fidelity term J(q) is defined as: J(q) = ||F(¢q) — y|| where F(q) = C(u(q)).

Hence the final problem consists in the minimization of the distance between
the data and the computed approximation (F(q)) measured in a norm dependent
on the model of the data noise. The discrete finite dimensional optimization
problem is obtained by defining the vector parameter q € R” and computing
the noisy data y® € RY by sampling y at N points and adding a noise term.

Depending on the type of noise present in the data the discrete minimization
problem can be defined in the suitable L, norm 1 < p < oco. In case of Gaussian
random noise the Lo norm is the optimal choice, obtaining the following nonlin-
ear least squares problem:

1
min | F(q) = y° 3. (1)
q

Since the present paper focuses on the Ly norm we define || - || = || - ||2- It
is well known that such problems are ill-posed in the sense that noise present
in the data leads to poor solutions, hence some form of regularization needs
to be introduced. Among the most common ways to regularize problem (1) is
the introduction of a suitable regularization constraint, taking into account the
smoothness of the solution (see [8] and reference therein). However the appli-
cation of such methods to the estimation of several parameters of a differential
model is quite challenging and has a high computational cost. A more practical
way consists in exploiting the possibly semi-convergent behavior of the iterative
methods used to solve (1) and compute stable solutions by means of a suitable
stopping criterion. The aim of this work is to test the iterative methods imple-
mented by the functions fminunc and lsqnolin of the Matlab Optimization
Toolbox and evaluate their efficiency in the solution of problem (1) with noisy
data, verifying the semi-convergence in presence of medium-high noise. To this
purpose we define a test problem where the state equation is a system of two
time dependent differential equations, representing the dynamic evolution of the
liquid and solid phases of Polyphenolic compounds [4]. The noisy measurements
y® are obtained by adding Gaussian noise to the solution of the state equation
with given reference parameters (... We observe a progressive worsening of
the results of both functions while increasing the level of noise in the data. The
analysis of the relative errors at each iteration shows that the error curve has
the typical semi-convergent behaviour: it decreases in the first steps and, after
reaching a minimum value, it start to increase, reaching errors possibly higher
than those at the initial step. Hence a change in the convergence conditions and
tolerances can improve the solutions. Although the semi-convergence of Descent,
Gradient and Simultaneous Iterative Reconstruction Technique (SIRT) methods
is well understood [9-11], the same does not apply to Gauss Newton, Levem-
berg Marquardt or quasi Newton Methods such as the BFGS (Broyden Fletcher
Goldfarb Shanno). Therefore after the a posteriori verification of such behaviour,
we define a stopping rule based on the Morozov’s Discrepancy Principle [7], that
is proved to be suitable for descent, gradient and SIRT methods. By suitably
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defining the options structure, it is possible to modify the stopping conditions
of the matlab optimization functions and evaluate the improvement obtained by
computing the solution reached by the application of the stopping rule in case
of data with different noise levels. Moreover we can evaluate the efficiency of
our stopping rule compared to the optimal solution obtained by minimizing the
relative error.

In Sect. 2 we define the state equation and analyze the details of its numeri-
cal solution. The optimization methods implemented by the functions fminunc
and 1sqnolin are outlined in Sect. 3, together with the proposed stopping rule.
Finally in Sect. 4 we report the numerical results and the conclusions.

2 The Adsorption Model

We describe here the differential problem (state equation) used as a test problem.
It consists of a system of two time dependent differential equations representing
the dynamic evolution of the liquid and solid phases of Polyphenolic compounds
[4]. In the hypotheses of not negligible mass transfer and Langmuir adsorption
isotherm the liquid phase u is modeled by a convection, diffusion and reaction
equation while the solid phase concentration v is characterized by the absence
of any dispersion and convection:

u _ _ Ou %y
{6 v+ Dgs — R(u,v,0) + f, 20, L] (2)

u?*
5”871; = R(u,v,@) +fv

where the adsorption isotherm is given by

R(u,v,0) =0, (u _ _bav )

03—1}

The parameters to be identified are @ = (61,03,03) while the dispersion coef-
ficient D, the interstitial velocity coefficient ¥ and the retardation factors d,,
0, are assumed to be known. The spatial domain is given by the height L of
the column reactor. Dirichlet boundary conditions are assumed in z = 0 while
convective flux is assumed in z = L for the liquid phase. Using the Method of
Lines, problem (2) is tranformed in the following system of Nonlinear Ordinary
Differential Equations:

{U’(t) = KU(t) —G(t,B)’ G(t.0) € RM, 3)

V'(t) = G(t,9)

where M is the number of intervals in the spatial domain, U(t) =
(ur(t),...,up(t), V(t) = (v1(£),...,vnm(t)) are the discrete solutions at time ¢
and G is the discrete isotherm at time ¢ of components G; = R(u;(t), v;(t),0),
i = 1,...,M. The matrix K € RM*M js the tridiagonal matrix obtained by
applying the second order finite differences approximation of the spatial deriv-
atives in (2). It is well known that such systems tend to become very stiff at
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the increasing of the spatial resolution M, hence a suitable implicit solver is
required. In our experiments we use the matlab function ode15s, which imple-
ments variable order (1-5) method and variable step size, being therefore the
most accurate solver available in Matlab ODE-suite for stiff problems.

3 TIterative Regularization

In this section we define the stopping rule applied to the iterative methods used
by fminunc and lsqnolin functions to solve the test problem obtained by the
model described in Sect. 2. We start by a brief outline of the iterative numerical
methods tested in the numerical experiments.

The first method, Levemberg Marquardt, is specific of the non linear
Least squares minimization while the second method, BFGS (Broyden Fletcher
Goldfarb Shanno) quasi Newton method, is applied to more general nonlinear
minimization problems. (See [5,6] for details.) Both methods compute a sequence
of approximate solutions of (1), {q(k)}, K = 0,1, ... by the following update rela-
tion:

q* ™ = g™ + qysy, (4)

where ai € (0,1] is a damping parameter used to guarantee the decrease of
the residual norm ||F(q®)) — y°||2. In the case of Levemberg Marquardt the
direction s is computed by solving the linear system obtained by the first order
conditions of the linear approximation of the residual at gq(*+1):

(TP + Md) 31 = =T (F@®) = y7), A = 0 (5)

where J;,k) is the Jacobian matrix (Jl([,k))m = OF;(q'®)/0q;. If the parameter
Ak is zero we have the Gauss Newton Method, otherwise, to overcome possibly
singular Jacobians, a diagonal positive matrix is added by means of a small
scalar parameter A, (Levemberg Marquardt Method). Notice that (5) is the first
order condition of the following constrained minimization problem:

min || Jps + v, st [sl3 < Ay (6)

where r, = y® — F (q(k)) and Ay is the level of smoothness required by s and
can be computed by the Trust Region method (see algorithm 4.1 in [6]).
In absence of data noise the following stopping rule is used to stop the iter-
ations:
GFS(k) < 71p and ||GF|le < 10(7F + 7x), ||S(k)||oo < Tx (7)

where Gp = 2(Jl(,k))t(F(q(k)) —y°) and 7F, Tx are tolerance parameters.

The second family of methods is that of Quasi Newton methods where the
direction sy used in the update step (4) is computed by solving the following
linear system:
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where H®) is the approximate Hessian matrix, whose value is updated by adding
a rank one update term. The BFGS method uses the following update term
HE+D = g®) 4 §(q®)), where

vkvz _ H(k)SkSiH(k) -~

S(q") = o = Va(J(@")) = Va(J(a®)

7
VL Sk st Hk)gy,

The initial Hessian approximation is chosen as H(®) = 4T where v > 0 is relative
to the scaling of the variables. The stopping criterion applied in this case is:

5 ; g — )|
I97(@®)lloe < 721+ [ V(@) ), max | S

< Tx (8)
1+ ("] )

The main computational effort in each iteration is the computation of the
Jacobian matrix. The approach used here is that of finite difference approxi-
mation. Although it is not optimal for precision and computational cost, it is
simple and readily available in matlab software optimization tools. As reported
in Sect. 4, in case of noiseless data, the sequences {q(k)} of both methods con-
verge to good approximate solutions of (1). On the other hand, with noisy data
we observe bad results for both algorithms. A thorough analysis reveals that
the error curve has the typical semi-convergent behaviour: it decreases in the
first steps and then start to increase giving a completely wrong solution. An
improvement can be obtained by heuristically increasing the tolerances 77 and
Tx, S0 as to decrease the number of steps. This strategy would require specific
tolerance values for each noise level, which is unknown.

More systematic stopping rules can be obtained by means of the Morozov’s
Discrepancy Principle (MDP) that proposes to stop (4) at the d-th iteration as
soon as the residual norm approximates the data noise:

IF(a') = y°|| =~ 4, 9)

The main drawback is the need to estimate the noise §. In order to overcome this
difficulty we exploit the decreasing behaviour of the residual norm. We observe
that the decrease of the residual norm is fast in the first iterations and tends
to become slower and slower as the iterations increase. Hence computing the
decrease rate (measured as the difference of the residual norms in two successive
steps: d and d — 1) we stop as soon as it becomes sufficiently small, compared to
the initial decrease rate. Therefore we propose the following stopping rule (SR,)

|Rd—Rd,1| < T|R1 —Ro‘, 7>0 (10)

where R, is the residual norm at d-th step: Ry = %HF(q(d)) — y°||2 and the
parameter 7 represents the ratio between the change in the residual norm at step
d and that at the first step. The optimal parameter should stop the iterations
as soon as the noise starts to deteriorate the solution, causing an increase of the
relative error. Hence the optimal value depends on the method, the data and
the noise as well. Improvement in (10) could be obtained by adding information
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about the maximum relative change in the solution. However in this application,
using only information about the residual norm, it is possible to obtain great
improvement in the results. In all our experiments we used the following values
for the tolerance 7: 10~! for the Levemberg Marquardt method and 10~° for the
BFGS method.

4 Numerical Experiments

The numerical experiments reported in this section are carried out on a test
problem obtained by the model equations (2) where the terms f, and f, are
defined by the known solutions:

u(t,z) = e(_”2t)(sin(7rz2)) cos(0.5m2%), v(t, z) = e(—n*t)(sin(rz))

The reference parameter vector qrye has elements [0, 60q,603] = [1,2,3]. The
retardation factors are d,, = 1, §, = 2.2, and the spatial domain [0.2,0.8] is dis-
cretized using N, uniform spaced samples. The differential system (3) is solved in
the time interval [0, 0.1] by means of the matlab function ode15s with tolerance
parameters AbsTol=RelTol=10"1C.

The measurements y = F(q¢rye) are defined on a uniformly spaced grid of
N; x N, points on the time space domain and are computed by solving (3) on an
oversampled space domain: ~ 3N, points. In order to compare the results (q)
computed by the different methods, we evaluate the Parameter Relative Error
(PRE) and Residual Norm (ResN) defined as follows:

phr =193l pesy — (@) - y] ()

The reported results are computed on a PC Intel(R) equipped with 4 i5 proces-
sors 5.8 GB Ram, using Matlab R2010a.

In the first experiment we compare the results obtained by the Levemberg
Marquardt and BFGS methods without data noise. The Levemberg Marquardt
method with parameter A (5) is implemented by the matlab function 1sqnonlin
with the option ‘Algorithm’,{‘levenberg-marquardt’,\}. In this experiment
we choose the constant value A = € (machine epsilon) throughout all the itera-
tions and we call this method LM ().

The BFGS method is implemented by the matlab function fminunc setting
the option {‘HessUpdate’, ‘bfgs’}. The starting value q® is chosen at a
relative distance ¢, from qrye, i.e. q©® = Atrue(1 £ 04). The iterations are
stopped using the standard convergence stopping rules (7) and (8) with 7p =
Tx = 1076,

In Table 1 we report the parameter error (PRE) and Residual norm (N Res)
obtained by solving the problem with N; x N, samples ranging in the domain
[20,40] x [20,40] and with an initial relative distance 0, given by 25% and 40%.
The computational cost is evaluated by the total number of function evaluations
fval and by the number of iterations k. We observe that LM (g) performs much
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Table 1. Test with noiseless measurements. Levemberg Marquardt LM (g) with A = e.
BFGS with Hyp =1

5,(%) | Ny | N. | LM(e) BFGS
PRE ResN k(fval) PRE ResN k(fval)
25 20 20 | 1.0455e-123.0782e-26 5(24) | 4.8683¢-03 | 6.2636e-09 11(56)
20 |30 | 2.0644e-11 | 1.9521e-24 5(24) | 1.7381e-03 1.1973¢-09| 9(52)
30 |30 | 1.3760e-12 4.5015e-25 5(24) | 1.7167e-03 | 1.7694e-09 | 10(48)
40 |30 |3.1294e-10 | 3.0582e-22 | 5(24) | 4.5629¢-05  1.6661e-12 | 20(92)
40 140 |1.3050e-12|2.1200e-25 | 5(24) | 7.3953¢-05 | 5.9466e—12 | 20(92)
40 120 |20 |2.9505e-12 | 1.8642e-26 | 7(32) | 5.3876e-04 | 8.7967e-11 22(108)
20 |30 | 1.4647e-11 | 5.3618¢-25  7(32) | 7.5150e-05 | 2.4042e-12 | 25(112)
30 |30 | 4.7820e-12 | 3.2652e-25 7(32) | 5.2751e-05 1.7968¢-12 25(112)
40 130 |4.4779e-118.5756e-24 | 7(32) | 3.8518¢-05 | 1.2619e-12 | 25(112)
40 |40 |1.3728e-11 | 1.0526e-24 | 7(32) | 1.3826e-04  2.5034e-11|24(108)

better than BFGS for precision and computational complexity. Furthermore it
is more robust in terms of dependence on the initial parameter estimate é,. We
see that an initial relative error of 25% or 40% doesn’t affect much the errors
of LM (e) while BFGS is more precise for smaller values of J,. The behavior
of the error curves plotted in Fig.1 confirms the faster convergence of LM (¢)
compared to BFGS.

In the second experiment we introduce Gaussian random noise of level § €
[107%,1071) and estimate the parameters starting from the noisy data y° defined
as follows:

y' =y +dlyln, Il =1 (12)

We run this analysis for all the cases in Table 1 but, as an example, we report in
Table 2 the details of the case N; = N, = 40 with an initial parameter estimate
d, = 40%. The error parameters reported in Table 2 show that both methods are
very sensitive to noise, even if BEGS seems to be more stable than LM () when
0 > l.e — 2. Focusing on the BFGS method we observe the semi-convergence by

Table 2. Noisy data: N = N, = 40, 6, = 40%

é LM (e) BFGS

PRE ResN k (fval) | PRE ResN k (fval)
le—4 |1.1224e-3 |1.1849¢-5 |7(32) 1.2120e-3 |1.7211e-03 | 21(104
le-3 |1.3231e-2 |1.1852¢-3 |7(32) 1.3275e-2 | 1.7229¢-02 | 24(112
5e-03 | 1.1362e—01 | 2.9605e—02 | 5(24) 1.1415e-01 | 8.6031e-02 | 24(108
le-2 |6.2798e—2 | 1.1855e-01 | 6(41) 5.7114e-2 |8.6031e-02 | 24(108
5e-2 | 1.2936e+4 |2.9593 8(36) |1.7283e+1 |8.6013e-01 | 32(208)

)
)
)
)
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plotting the PRE values at each iteration (see Fig.2). The PRE curves obtained
with noise 6 = 0.01 and § = 0.1 are plotted in Fig. 2, where the iteration at which
the relative error is minimum is represented by a red star and the iteration d
obtained by rule SR, (10) by a green circle. By changing the exit condition as in
(10), with tolerance 7 = 1075, we obtain a great improvement for the noisy data,
as reported in Table 3. The relative errors obtained in column 5 are very close
to the minimum value (column 2). The exit condition of the fminunc function
is changed by setting the OutputFcn field in the options structure to a user
defined mfile.m function that implements the stopping rule (10).

Table 3. BFGS results with best and stopping rule DRg : Ny = N, = 40, 64 = 40%

1) Best
PRFE

SRy
PRE

ResN k ResN d

5e-03

5.7449e-02

8.6034e-02

5.7449e-02

8.6034e-02

le-02

5.7087e-02

1.7215e-01

11

5.7114e-02

1.7215e-01

5e-02

7.0872e-02

8.6022e-01

11

7.1133e-02

8.6022e-01

le-01 | 5.6863e-02 | 1.7213 5| 7.7457e-02 | 1.7211 9

Concerning the Levemberg Marquardt method, it is possible to improve the
results in case of noisy data by using a larger initial value Ay and a suitable
strategy to update it during the computation. The matlab function 1sqnonlin
implements the following strategy:

Ar = max(0.1\;_1, eps) (13)
where eps is the machine epsilon €. Hence we repeat the experiment with noisy
data choosing the default value A = 0.05 and refer to this method as LM (.05).
Comparing the columns 2 in Tables2 and 4, we observe an improvement of the
errors when 6 > 1.e — 3. Also in this case we have semi-convergence because the
update formula (13) is not optimal. Actually the value of A\ should be updated
by taking into account the constraint in problem (6) (see [3] for details about a
possible implementation). By applying the stopping rule (10) with 7 = 0.1 we
observe a more stable behaviour of the error (Table 4 column 8), which is always
better than the standard stopping rule (7) and very close to the minimum value
(column 6). The PRE curves obtained with noise § = 0.01 and § = 0.1 are
plotted in Fig. 3, where the iteration at which the relative error is minimum is
represented by a red star and the iteration d obtained by rule SRy (10) by a
green circle.

Finally the global evaluation of the two methods in all the cases reported in
Table 1 shows that the Levemberg Marquardt Method is usually slightly better
than BFGS in terms of mean PRE (see Fig. 4).
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Table 4. Levemberg Marquardt results with Ao = 0.05 case Ny = N, = 40, 6, = 40%

0 LM(.05) min PRE SRa
PRE ResN k | fval | PRE k| PRE d
le-3|2.2742e-2 |5.3695e-1| 6|28 |9.8952¢-3|5|2.1302¢-2 3
5e-3|5.2977e—-2 | 5.4327e-1| 6|28 |6.8027e-3 |4 | 2.1448e2 |3
le—2|1.1323e-1 |5.6172e-1| 6|28 |6.7842¢-3|4|1.8100e-2 3
5e—2|3.6183e+2|1.0134 1148 |5.6674e-2|3|5.6674e-2 |3
10’ 10’
107t
10°
107}
10"
10°}
10" - - - - - 10" - - : -
1 2 3 4 5 6 7 0 5 10 15 20 25
(a) LM (b) BFGS

10 10
: :‘:(k) - PRE(K
| i ||+ min
10 o E 10
PRE(d) - PRE(d)
x 10’ 10
10" 0 e
10° 10°
0 5 10 15 20 25 30 35 0o 5 1 15 2 5 N
k k
(a) 6 =0.01 (b) §=0.1

Fig. 1. LM and BFGS convergence plots: 6, = 40%, Ny = N, = 40

Fig. 2. BFGS convergence plots with noisy data, d; = 40%, Ny = N, = 40
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Fig. 3. Levemberg Marquardt (LM (.05)) 6, = 40%, N; = N. = 40 (Color figure
online)
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Fig. 4. Mean relative error for all the cases in Table 1 with noise § € [1072,5- 1072

5 Conclusions

The present work reports tests of the Levemberg Marquardt and BFGS algo-
rithms for modeling the kinetic terms, occurring in chemical processes of adsorp-
tion, in the presence of noisy data. The semi-convergent behavior of both meth-
ods is observed in presence of noise, confirming the need to introduce a suitable
stopping criterion. A stopping rule, based on the behavior of the residual norm,
is presented and the good performance is reported by the experimental tests.
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