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Preface

This volume presents the proceedings of the fourth international conference on
Particle Systems and Partial Differential Equations, “PS-PDEs IV”, which was held
at the Centre of Mathematics of the University of Minho in Braga, Portugal, from
16 to 18 December 2015.

The meeting was intended to bring together prominent active researchers
working in the fields of probability and partial differential equations, so that they
could present their latest scientific findings in both areas, and to promote discussion
on some of their areas of expertise. Further, it was intended to introduce a vast and
varied public, including young researchers, to the subject of interacting particle
systems, its underlying motivation and its relation to partial differential equations.

This volume includes sixteen contributed papers written by conference partici-
pants on essential and intriguing topics in the fields of probability theory, partial
differential equations and kinetic theory.

We believe that this volume will be of great interest to probabilists, analysts and
also to those mathematicians with a general interest in mathematical physics,
stochastic processes and differential equations, as well as those physicists whose
work intersects with statistical mechanics, statistical physics and kinetic theory.

We would like to take this opportunity to extend our thanks to all the speakers,
and to the participants, for contributing to the success of this meeting.

Lastly, we wish to gratefully acknowledge the financial support provided by
Fundacdo para a Ciéncia e a Tecnologia through the FCT-FACC funds, to the
Centre of Mathematics of the University of Minho, to the Centre of Mathematics,
Fundamental Applications and Operations Research of the University of Lisbon, to
the Center for Mathematical Analysis, Geometry and Dynamical Systems of the
University of Lisbon and to the Co-Lab initiative UT Austin-Portugal.

We really hope that you enjoy reading this book!

Lisboa, Portugal Patricia Gongalves
Braga, Portugal Ana Jacinta Soares
May 2017
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Construction of dig‘ Diagrams for Pedestrians

Jean-Christophe Mourrat, Hendrik Weber and Weijun Xu

Abstract We aim to give a pedagogic and essentially self-contained presentation of
the construction of various stochastic objects appearing in the dynamical 453‘ model.
The construction presented here is based on the use of paraproducts. The emphasis
is on describing the stochastic objects themselves rather than introducing a solution
theory for the equation.

Keywords Feynman diagrams + Singular stochastic PDEs
Stochastic quantisation - Paraproducts

1 Introduction

The purpose of this note is to give a pedagogic presentation of the construction of
the various stochastic “basis” terms entering the construction of the dynamic @*
theory in three space dimensions (@4 for short). Formally, the dynamic &* model
on the torus T3 = [0, 1]? is the solution X (¢, x) to the stochastic partial differential
equation
X =AX-X+mX+£&  onRy x[0,1, 1

{X(O,-):Xo, M

where £ denotes a white noise over R x T3, and m is a real parameter. Equation (1)

describes the natural reversible dynamics for the “static” <1>§1 Euclidean field theory,
which is formally given by the expression
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1 y L og m_,
L X exp (-2/@ [§|VX| +o X -2 X D ]_[ dX (x). )

xeT?

The quartic potential X* in this energy gives the model its name (replacing X by @).
Mathematically, neither (1) nor (2) make sense as they stand. While this problem is
the main concern of this note, we postpone its discussion and first proceed heuris-
tically. (Alternatively, we temporarily replace the continuous space T> by a finite
approximation, with a suitable interpretation of the gradient.)

The potential function x +—> }‘x“ - %x2 has a single minimum atx = Oform < 0.
As m becomes positive, a pitchfork bifurcation occurs, with the appearance of two
minimaatx = =+./m, while the point x = 0 becomes alocal maximum. In the energy

between square brackets appearing in (2), the part consisting of

/ lx“_ ﬁx2
™ | 4 2

favors fields X that take values close to those minima, while the part

/ VXP
’E‘3

favors some agreement between nearby values of the field X. This description is
highly reminiscent of that of the Ising model. Indeed, these two models are believed
to have comparable phase transitions and large-scale properties. In one and two
space dimensions (when T? is replaced by T, d € {1, 2}), a precise link between the
Glauber dynamics of an Ising model with long-range interactions and the dynamic
®* model was obtained [2, 10, 20], and a similar result is conjectured to hold in our
present three-dimensional setting.

Starting from the 60s, the &* model was the subject of an intense research effort
from the perspective of quantum field theory. From this point of view, the construc-
tion of the so-called Euclidean @* measure (2) is a first step towards building the
corresponding quantum field theory. This requires the verification of certain proper-
ties known as the Osterwalder—Schrader axioms [24, 25], among which the reflection
positivity and the invariance under Euclidean isometry are the most important (we
refer to [3] for a review on reflection positivity — in particular, the Ising measure
is reflection positive, see [3, Corollary 5.4]). The whole endeavour was viewed as a
test-bed for more complicated (and more physically relevant) quantum field theories.
We stress that from this point of view, one of the directions of space becomes the time
variable in the quantum field theory. The time variable appearing in (1) is then seen as
an additional, physically fictitious variable, sometimes called the “stochastic time”
in the literature. The construction of a quantum field theory based on the invariant
measure of a random process is called “stochastic quantisation”, and was proposed
by Parisi and Wu [26]. We refer to [12, Sect.20.1] for references and more precise
explanations.
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We now return to the problem that (1) and (2) do not actually make sense mathe-
matically. In (1), the roughness of the noise requires X to be distribution-valued, and
therefore the interpretation of the cubic power is unclear. In (2), one could interpret

- vx’) dx
exp( /T3| P) TTdxw

xeT?

as a formal notation to denote the law of a Gaussian free field. Again, the Gaussian
free field is distribution-valued, and there is no canonical interpretation for X 4or X2.

From now on, we focus on making sense of (1). A naive attempt would consist
of regularising the noise, defining the corresponding solution, and trying to pass to
the limit. However, the progressive blow-up of the non-linearity forces the limit to
be identically zero (see [17] for a rigorous justification in the case of two space
dimensions). Thus, we need to take a step back and modify the original Eq.(1) in a
way that is faithful to the intended “physics” of the model, as sketched above.

A formal scaling argument (see e.g. [6, Sect. 1.1]) shows that the non-linearity
should become less and less relevant as we zoom in on the solution: the equation
is said to be subcritical, or super-renormalisable. The basic idea for making sense
of the equation is therefore to postulate a first-order expansion of X of the form
X =1+ Y, where ? is the stationary solution to the linear equation

0 —A+Dr=¢. 3)

In other words, letting { P, = e'“~D},. denote the heat semigroup on T>, we have

f(t)=/ Pi_s(5(s)) ds. 4)

o]

The “+1” in (3) serves to prevent the divergence of the low-frequency part of ? in
the long-time limit (and to allow us to talk about a stationary solution over the whole
time line R).
Making the ansatz X = ? 4 Y and formally rewriting (1) in terms of Y leads to
the equation
Y =AY — Y+ +m(Y +9). (5)

Solving this equation for Y requires us to make sense of quantities such as ()% or
™°.

These are again ill-defined. We may regularise the noise, on scale 1/n, and define
the corresponding solution *,,. While (?,)? and (%,)? still diverge as we remove the
regularisation, the very explicit and simple structure of ? allows us now to identify a
constant ¢, such that (1,)?> — ¢, and (,)°> — 3¢, %, converge to non-trivial limits as
n tends to infinity, which we denote by % and 9 respectively.

At this point, we can rewrite the Eq. (5) for Y = X — ? using ?, % and **. In two
space dimensions, this equation has been solved in [8] with classical methods, without
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Table 1 The list of relevant diagrams, together with their regularity exponent, where ¢ > 0 is
arbitrary

: ' v A T T 2%

T —5 —¢ et 5 —¢& —& —5 —¢ —&
2 2 2

further recourse to the probabilistic structure of the problem. Note that this approach
shares the philosophy of rough path theory (see e.g. [11] for an introduction), in
that one first constructs a few fundamental objects (here ?, %* and ¥*) by relying
on the probabilistic structure of the problem, and then one builds the solution as a
deterministic and continuous map of the enriched datum (1, 42, **).

In three space dimensions, the equation one obtains for the remainder Y is still
ill-defined, and we need to proceed further in the postulated “Taylor expansion” of
the solution X. The procedure becomes more intricate, and was solved only recently
by Hairer [15] within his ground-breaking theory of regularity structures (see also
[14] for the treatment of the KPZ equation with rough paths). Catellier and Chouk
[5] then showed how to recover the results of Hairer for the 45;‘ model, using the
alternative theory of para-controlled distributions set up by Gubinelli, Imkeller and
Perkowski [13]. We refer to [22, Sect. 1] for a presentation of the latter approach
with notation consistent with the one we use here. Yet another approach based on
Wilsonian renormalisation group analysis was given by Kupiainen in [19].

We work here in the para-controlled framework, as in [5, 13, 22]. As it turns
out, six “basis” elements, that is, non-linear objects based on the solution to the
linear equation (3) and built using the probabilistic structure, are required to define a
solution to the cpg‘ equation. We call these processes “the diagrams”. They are listed
in Table 1; their precise meaning will be explained shortly. The purpose of this note
is to review their construction.

Minor variants of these diagrams were built in [15] in the context of regularity
structures. There, a very convenient graphical notation akin to Feynman diagrams
was introduced to derive the bounds required for the construction of these diagrams
(see [27] for an elementary introduction to Feynman diagrams. An earlier version of
a graph-based method to bound stochastic terms using diagrams in the context of the
KPZ equation was developed in [14]). In the context of para-controlled distributions,
the exact same diagrams as those we consider here were also built in [5], albeit with
a possibly less transparent notation. More recently, a remarkable machinery was
developped in the context of regularity structures, which ensures the convergence of
diagrams for a large class of models under extremely general assumptions; see [16,
Theorem A.3] and [7].

This note is mostly expository: we aim to provide a gentle introduction to this
graphical notation, and to make clear that it applies equally well in the para-controlled
setting. We do not strive to capture the deep results in [7, 16], but rather to give a
“pedestrian” exposition of the calculations involved.
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We now introduce some notation. Let S’ denote the space of Schwartz distributions
over the torus T?, and define

R— &

t 1P (f(s)ds, 6)

1(f): {
for every f € C(R, S’) for which the integral makes sense. In other words, I (f) is
the “ancient” solution to the heat equation with right-hand side f, that is, the one
“started at time —o0o”. We measure the regularity of distributions on T? via a scale
of function spaces which we denote by C%, o € R. The precise definition is recalled
below, and is a natural extension of the notion of «-Holder regular functions. We also
recall below the definition of the resonant product ©. Our goal is to identify suitable

deterministic constants ¢,, ¢, € R and show the convergence as n tends to infinity
of the following five processes:

s Vn = (?n)z — Cy,

¥, =1(0)° —3c,1),

B =Y.en, (7)
{j}n =1(%,) 6%, —2c,

T =T.ov. -6,
The interested reader is referred to the discussion in [22, Sect. 1.1] to see how these
diagrams arise in the construction of solutions to (1). The stationarity in space and
time of the white noise & as well as the fact that / defines ancient solutions to the

inhomogeneous heat equation imply that these processes are stationary in space and
time. Here is the main result on which we will focus.

Theorem 1 ([5, 15]) Fix

¢, :=E[(1.(1)?] and ¢, :=E[I(*,) %, ®)]. @®)

For each pair (z,|t|) as in Tablel, let T, be defined as in (7). There exists a
stochastic process, denoted by t and taking values in C(R, C'*1, such that for every
p € [1, +00), we have

supE [z, (1) — 1 ()15 ] —— 0. ©)

teR n—+oo
Moreover, for every p € [1, +00),

supE [lz0)I5 ] < 400, (10)
teR

and for every p € [1, o0) and X € [0, 1],
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E [”T(t) - T(S)”g\r\—zx]

s<t |t - Sl)L

< +o0. (11)

Remark 1 Since the processes we consider are stationary in time, the constants in (8)
do not depend on the time . Moreover, the suprema in (9) and (10) are superfluous.
‘We prefer to write them nonetheless, since the statements with the suprema are robust
to perturbations of the stationarity property.

Remark 2 As will be seen below, the constants ¢, and ¢], diverge at order n and log n
respectively.

Remark 3 The bound (11) immediately implies the pathwise Holder continuity of

the symbols, by the Kolmogorov continuity test. In the construction of solutions to

(1), this strong control on the Holder regularity of t is only needed for the symbol
. For the remaining symbols, a weaker bound of the type

B[ sup Izl ]
te[0,T]

suffices. However, the proofs of (11) and (10) are relatively similar anyway, as we
hope to convince the reader below.

This note is organised as follows. In Sect.2, we introduce Besov spaces. The
diagrams take values in these spaces. The definition of these function spaces is based
on the Littlewood-Paley decomposition. This allows us to define paraproducts along
the way, and to give relevant intuition for them. In Sect. 3, we introduce the white
noise process and discuss the property of equivalence of moments. The latter is very
convenient to reduce the bounds (10) and (11) to easy-to-check second moment
computations. In Sect. 4, we construct the diagrams and prove the fixed time bound
(10). In Sect.5, we briefly discuss how the bound (11) for time differences follows
easily from the fixed time one. Finally, in the appendix, we give an alternative proof
of the equivalence of moments property exposed in Sect. 3.

2 Function Spaces and Paraproducts

In this section, we introduce the function spaces we will use, denoted by C%, for
o € R. When o € (0, 1), they are (a separable version of) the usual Holder spaces.
For general «, they belong to the larger class of Besov spaces, and enjoy remark-
able stability properties under multiplication. We choose to also give an informal
presentation of these properties, although we will not refer to these in our actual
construction of the diagrams. Our choice is motivated by the fact that the question
of defining products of distributions is central to making sense of the ®* model.
It is therefore useful to survey first what can be achieved with purely deterministic
methods (and what can be ultimately used to show well-posedness of the ®* model).
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Moreover, exploring this question naturally leads to the introduction of paraproducts.
In this section, the space dimension d is arbitrary. For most results, we only provide
a sketch of proof. A much more detailed treatment of the topics discussed in this
section can be found in [1, Chap.2].

We wish to extend the notion of a-Holder regularity of a distribution f on T¢
to exponents « < 0. Roughly speaking, this should mean that for every x € T¢ and
every test function ¢ € C° (R%),

(f, el — x))) < &% uniformly inx € T¢ ande — 0, (12)

where we interpret f as a periodic distribution on R? in the duality pairing above.'
A precise definition can be built along these lines (the interested reader can find it
in [15, Definition 3.7]). However, we prefer to adopt here a point of view based on
Fourier analysis, which allows for a more direct understanding of the stability of the
spaces under multiplication.

Remark 4 For positive «, the condition (12) should be replaced by
(f — (), e (- — x))) < &% uniformly inx € T¢ande — 0, (13)

where p, is the Taylor approximation of order |«] of f. For negative «, there is no
such polynomial, and this recentering is unnecessary.

For every f € L'(T) and w € Z%, we write

Ff(@) = f(w) = / f)e TN dx, (14)
Td
for the Fourier coefficient of f with frequency w, so that

f) = (32_1]/”\)()0 = Z f(w)eZinwx’

weZ4

where .7 ! denotes the inverse Fourier transform.

The definition of Besov spaces rests on a decomposition of the Fourier series of
a function along dyadic annuli, an idea due to Littlewood and Paley. More precisely,
we think of splitting finto

+00

flgon + Z F 10,241\ B©0,2) (15)
=0

where B(0,r) :={w € Z? : |w| < r}. In (15), the terms of the series associated
with large k’s measure the fast oscillations of the function; the general Besov norm

'Here and below we write A < B to mean that there exists a constant C, which is independent of
the quantities of interest, such that A < CB.
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can be thought of as a weighted average of the L” norm of these summands. This
type of decomposition enjoys better analytical properties if we replace the indicator
functions by smoothened versions thereof. More precisely, we can find functions
X, x € C>°(R?) both taking values in [0, 1], with supports

4 8 3
Suppx € B (0, 3) ., Suppx € B (0, 5) \ B (0, Z) ,

and such that

+00
X+ x@/2H =1, VieR: (16)

k=0
We may furthermore choose these functions to be radially symmetric. We write
X=% w0 = x (/2 k=0 a7

The supports of ¥ and x ensure that y; and x overlap only if |k — k'] < 1 (see [,
Proposition 2.10] for more details). For every f € C*°(T) and k > —1, we let

8 f =T (xu ﬂ,
so that f = D kso1 x« f (compare with (15)) and f = D ks_1 6k f. Let

m=F "), n=no. (18)

For k > 0, we have
me =~ 2% (25 ), (19)

up to a small error due to the fact that our phase space Z¢ is discrete (since our state
space T is compact).” For every k > —1, we have

Sf=m~*f, (20)

where * denotes the convolution on the torus T¢. In agreement with (12), (19) and
(20), we define the C* norm by

I flice := sup 2°%18 £l 1. 1)

k>—1

20One may estimate the error in (19) and show that it is negligible for our purpose, but the simplest
way around this technical point is probably to interpret each periodic function on T¢ as a periodic
function on R?, and then use L” (R%) norms and the continuous Fourier transform throughout, so
that (19) becomes exact. The continuous Fourier transform of any Schwartz distribution is well-
defined, by duality. For a periodic f € LllOC (RY), the Fourier transform is a sum of Dirac masses at
every o € 74, each carrying a mass f(a)) as defined in (14).
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One can check that this quantity is finite if f € C°°(T). The space C* is the comple-
tion of C*°(T¢) with respect to this norm. This space can be realised as a subspace
of the space of Schwartz distributions.

Remark 5 We depart slightly from the convention to define C* as the space of dis-
tributions with finite || - ||ce norm. Our definition makes the space separable and
allows us below to define products of distributions and functions via approximation.
Moreover, one can check that if a distribution f satisfies || f]lc« < oo, then f € C#
for every B < «.

The most important property of Besov spaces for our purpose is the following
multiplicative structure.

Proposition 1 Leta < 0 < B be suchthata + B > 0. The multiplication ( f, g) —
fg extends to a continuous bilinear map from C* x CP to C.

The proof of this proposition rests on the decomposition

o= &foig+ Y. Sfdig+ . &S dis.

k<i—1 lk—1]<1 k>i+1

which we will write suggestively in the form

fe=fog+ foOg+ fOg.

This is often called Bony’s decomposition into the paraproducts fQg, f © g =
g © f, and the resonant product f © g.

In order to prove Proposition 1, it suffices to show that each of these terms extends
to a continuous bilinear map from C* x C# to C%. However, it is very important for our
more general goal of making sense of the ®* model to be precise about the behaviour
of each term separately. We thus simply assume thata < 0 < B and f € C%, g € C#
to begin with (but do not yet prescribe the sign of & + ), and see whether and how
we can estimate each of the terms in Bony’s decomposition. We start with

feg= > &fig. (22)

k<l—1

In view of (21), in order to see which Holder class f @ g belongs to, we need to
estimate

+o00 -2

Y8 (Z 8kf51g>

I=—1 k=—1

Recall that the Fourier transform of §; f (resp. §;g) is supported on an annulus of
both inner and outer radius of size about 2¥ (resp. 2!). The important observation
is that as we sum over k <[ — 2, the Fourier transform of & f§,;g is still supported
in an annulus of inner and outer radius both proportional to 2!. Hence, only a finite

Is;(feg|,~= (23)

Lo
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number of terms / >~ j contribute to the outer sum on the right hand side above. Now,
since

I8k fllze <27 fllce,  N8igllz= < 27" Igllca,

the right hand side of (23) can then be bounded by

Jj—2 j=2
1Y 8ef8igle < Y 27 P fllee ligler < C27 | fllea liglics,
k=—1 k=—1

where we used that @ < 0, and C does not depend on f or g. This shows that

If ©glleers < Cliflice lIglles-

The same analysis applies for the term g © f, except that since we have g > 0, we
get
j-2

D27 Fllee liglles < €27 fllce glee,
I=—1

which implies that
g © fllee = Cllfllc llglics-

Note that we have made no assumption on the sign of @ 4+ § so far. The term f @ g
inherits essential features of the small scale behaviour of g “modulated” by the low
frequency modes of f. This is in agreement with the fact that f @ g is more regular
than g @ f under our hypothesis o < .

We now turn to the resonant term f* © g, which for simplicity we think of as being

+00
> 8 f g

k=—1

The crucial difference in the analysis of this term, compared with the previous com-
putations, is that the support of the Fourier transform of the summand indexed by
k, which is the convolution of the annulus of radius about 2* by itself, results in a
ball of radius 2¥, as opposed to an annulus. Therefore, every summand indexed by
k > [ contributes the the [/-th Littlewood-Paley block §;(f © g). The L* norm of
each summand is bounded by

27K Fllcaliglics.

If we want this to be summable over k > [, we need to assume « + 8 > 0. In this
case, the sum is of order 2~ @A | £||c« || g|lcs, which suggests that

I f ©gllcers < Cll flice lIglles-
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Table 2 Summary of the regularity properties of paraproducts fora < 0 < B, f € C% and g € CP

fOg g f fog /g
Regularity a+p a o+ o
Needsa + 8 > 0 | No No Yes Yes

These computations can all be made rigorous (see e.g. [1]), and are summarised in
Table 2. Note that these relations are relevant in the construction of @* since there, one
needs to characterise the products between f € C* and g € C? (though sometimes
necessarily o 4+ < 0, and renormalisations are then needed for the resonant term).

We point out that the regularising effect of the heat kernel can be conveniently
measured using the spaces C*. While we will not use this proposition in itself here, it
is auseful guide to the intuition. In particular, the time singularity in (24) is integrable
as long as the difference of regularity exponents is less than 2. In other words, the
integration operator / in (6) brings a gain of 2 units of regularity.

Proposition 2 Ifa < B € R, then there exists C < 0o such that for every t > 0, we
have

a—p
le'“fllcs <Ct 2 | fllce. (24)

Sketch of proof The Laplacian A is a multiplication operator in Fourier space. As
a consequence, we have &;(e'” f) = e'“(8 f), and since A(w) = —|w|?, roughly
speaking, we have ¢'4(8; f) ~ e~'2" 5, f. This suggests that

I8k (e Iz~ < Cexp (—12%) 18 fllz~ < Cexp (—12%) 27K| fllce,
and therefore
2¢(e' Pl = € [@*0)'F exp (<2%0) [ 1 fller.

Since the term between square brackets is bounded uniformly over k and ¢, the
heuristic argument is complete. A rigorous proof can be derived using techniques
similar to those exposed for Lemma 2 below (see also e.g. [21, Proposition3.11]).

In view of (19), we expect that for every p, p’ € [1, 0o] such that % + pi =1,

_dk
sup 27 7 Il < 00. (25)

k>—1

Indeed, the relation (19), and therefore the inequality (25), are immediate by scaling
if the torus T is replaced by the full space R? (and therefore the discrete Fourier
series is replaced by the continuous Fourier transform). A rigorous proof of (25) can
be found e.g. in [20, LemmaB.1]. By (20) and Holder’s inequality, we deduce the
following lemma.
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Lemma 1 Let p € [1, 0o]. There exists C < 0o such that

dk
Ik flle < C27 [ fllLr (26)
forevery f € C®°(T%) and k > —1.

If we had chosen to define the decomposition f =) ,. | & f from the Fourier
series decomposition displayed in (15) based on indicator functions, then we would
have 6,6, f = &k f, and we could therefore replace f by & f on the right side of (26).
With our actual definition of &, this replacement is also possible: instead of using
that

1B(0,2"+1)\B(O,2") 1B(O,Z"“)\B(O.Zk) = 1B(0,2“+1)\B(0,2")7

we choose a smooth function x’ € C>(R?) with support in an annulus and such that
x' = 1 on the support of yx, so that

X X=X
Setting 8, f = Z 1 (x'(-/ 2")?), the identity above translates into
8k f = 8 f. 27

Next, we verify that the argument leading to Lemma 1 also applies if ;. f is replaced
by &, f on the left side of (26). Using (27), we thus obtain the following lemma.

Lemma 2 (Bernstein inequality) Let p € [1, 0o]. There exists C < oo such that

dk
8k fllLee < C27 |18k fllLr (28)
forevery f € C®°(T%) and k > —1.

The following proposition uses the previous lemma to bound p-th moments of
the Holder norm of a random distribution in terms of the p-th moments of its decom-
position in Fourier space.

Proposition 3 (Boundedness criterion) Lef 8 < o — %. There exists C < 0o such

that for every random distribution f on T?, we have

E[lI£15:] < cksup1 2P E (|18 £117,] - (29)

Proof By definition of the C# norm and then Lemma 2, we have

I £1IEs = sup 28718, f 1|7 < C sup 2PPF D)5 £117,.
k>—1 k>—1
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In order to take the expectation of ||§; f ||£1, directly, we enlarge the supremum on
the right side above to a sum, and get

ﬁ*d (02
Elflb, < C Y 2O ORI £}, = C Y 2T R £117,.
k>—1 k>—1

The announced estimate then follows, since « > 8 + %.

Remark 6 With our definition of the space C# as a completion, the fact that a distri-
bution f satisfies || f|lcs < oo does not imply that f € C#. However, in the context
of Proposition 3, when the right side of (29) is finite, we do have f € C? with proba-
bility one. Indeed, we can always pick 8’ € (8, o — %), deduce that || f || o is finite
with probability one, and conclude by Remark 5.

3 White Noise and Nelson’s Estimate

Proposition 3 gives a criterion for determining whether a random distribution belongs
to C# by looking at the p-th moment of its Paley-Littlewood blocks. However, it is
often difficult to get sharp bounds of high moments of a random distribution. On
the other hand, fortunately, the objects we encounter in the construction of @g‘ (and
many other Gaussian models) are all built from multiplications of finitely many
Gaussian random variables. These objects belong to a Wiener chaos of finite order,
and we can therefore leverage on the equivalence of moments property, also often
called Nelson’s estimate, to deduce high-moment estimates from second-moment
calculations. The purpose of this section is to present these arguments, and state
the implied simpler criterion for belonging to C#. In this section, we continue to
work in arbitrary space dimension d. We only sketch some well-known arguments
concerning iterated integrals and Wiener chaos, and refer the interested reader to [18,
Chap. 9] for a more detailed exposition of these topics.

We start by introducing the space-time white noise. Formally, the space-time white
noise & is a centred Gaussian distribution on R x T¢ with covariance

Ee(r, x) (', x') =8(t — 1) 8%(x — x') , (30)

where §(-) and §(-) denote Dirac delta functions over R and T respectively. Testing
(30) against a function ¢ : R x T¢ — R leads us to postulate that

E[£@)°] = lloll}2 @) - (31)

Definition 1 A space-time white noise over R x T¢ is a family of centred Gaussian
random variables {£(¢), ¢ € L>(R x T¢)} such that (31) holds.
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The existence of a space-time white noise follows from Kolmogorov’s extension
theorem. We prefer here to take a more constructive approach, based on Fourier
analysis.

Let (W(:, w)),ez« be afamily of complex-valued Brownian motions over R. These
Brownian motions are independent for different values of @ except for the constraint
W(t, w) = W(t, —w) (so that the white noise we are building is real-valued). The
magnitude of the variance is fixed by the condition

1] fw=do,
0 otherwise.

E[W(, o)W(t, —o)] = {

We then set & to be the time derivative of the cylindrical Wiener process

(t.x) > > Wt )™

weZd

More precisely, for every ¢ € L*(R x T%), we set

+00

) =Y Pt ) AW (1, ),

wezd Y ITT®

where the integral is interpreted in Ito’s sense, and the notation ¢(z, w) stands for
go/(t,\~)(a)). By Itd’s and Fourier’s isometries, this expression is well-defined and the
relation (31) is satisfied. Since & (¢) is also a centered Gaussian, this provides us with
a construction of white noise. We use the somewhat informal notation

E(p) = / 0(2) E(d2) .
RxTd

although & is almost surely not a measure. In particular, for a given ¢ € L>(R x T9),
the random variable & (¢) is only defined outside of a set of measure zero, and a priori
this set depends on the choice of ¢.

As explained for example in [18, Chap.9] or [23, Sect.1.1.2], we can define
iterated Wiener-Ito integrals based on &. Foreach k > 1and ¢ € L2((R x T)*), we
denote the iterated integral of ¢ by

4= [ plen g o g
(Rx T4 )k
Denoting by ¢ the symmetrized function obtained from ¢:

~ 1
P ) =05 D 0oy Zow), (32)

: UESk
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where S; denotes the permutation group over {1, ..., k}, we have

%) = %@ = k!/ P,z Ly <ocyy §(dzr) -+ E(dzi),  (33)

(RxTd)k

where ¢; is the time component of z;. Moreover, we have the isometry property

E[£% (0] = E [6243)°] = /R PGz e da, G
( X d)k

and by Jensen’s inequality,

/ @Q(m,--.,z;()dzl--dz;cff * 1,z dzy - dzg. (35)
(RxTd)* (RxTd)k

Assuming now for notational convenience that ¢ is a symmetric function, that is,
@ = ¢, we may rewrite the expression (33) for the iterated integral £ ¥ (¢) as a series
of finite-dimensional iterated Wiener-Itd integrals:

£ (p) = k! Z / Pt w1, ..., e, w) AW (), @) -+ AW (1, ),
wl,...,wkezd t <<ty
(36)
where

O, w1, .. b, wp) 1= / Qt1, X1y ooty Xp)e HT@IITFOR) gy Ly
(Td)k

See also [18, Sect.9.6] for a definition of iterated integrals. We let
Hi = (£%(p), ¢ € L2(R x T}

denote the k-th Wiener chaos, with Hy = R. Denote by (£2, F, IP) the probability
space on which £ is defined. The spaces H, are orthogonal in L2(£2, F, IP). Moreover,
although we will not use it, we recall that if F is the o -algebra generated by H, then

+0o0
L2, F.P) = P H
k=0

(the interested reader may find this result in [18, Sect.9.5]). The more important
property for our purpose is the following.

Lemma 3 For eachn € N, the closure in L*(2, F, P) of the linear span of the set

[E@@) - E(@o), k<n, @1,..., ¢ € PR x T} (37)
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coincides with

an = @Hk (38)
k=0

Sketch of proof Let H, = H,(X, T) be the Hermite polynomials, defined recursively
by

Hy =1,

{ Hy=XH, o~ ToxH, (el &9

sothat Hy = X, Hy = X?> — T, Hy = X3 — 3XT, etc. By a recursive application
of 1td’s formula, see [18, Theorem9.6.9], we have, for every ¢ € L>(R x T¢) and
neN,

E¥"(0®") = Hy(5(9), 191172 @ me))- (40)

This relation already shows that every n-fold iterated integral is a linear combination
of elements of (37). Conversely, it also shows that every Hermite polynomial in £ (¢)
of degree at most n — and therefore every polynomial in & (¢) of degree at most n —
belongs to H<,. The full proof of Lemma3 can be derived from [18, Theorem 9.5.4].

By extension, we say that a stochastic process 7 : R — S'(T?) belongs to H,,
(resp. H<p) if for every ¢ and smooth test function ¢, we have

(T(t), ) € H, (resp. H<p).

If 7 (¢) is in fact a continuous function of the space variable, this boils down to asking
that 7 (¢, x) € H,, (resp. H<,) for each x € T¢. By Lemma 3, the approximations to
the diagrams we want to construct, see (7), all belong to H<s. Since Wiener chaoses
are closed, this remains true of their candidate limits (see also Sect.4 for explicit
representations).

Since & f is linear in f for every k, the fact that f belongs to some Wiener chaos
implies that & f belongs to the Wiener chaos of the same order. Thus, in view of
Proposition 3, the possibility to estimate arbitrarily high moments of elements of a
fixed Wiener chaos from their L> moments will be very convenient.

Proposition 4 (Nelson’s estimate) For every n > 1 and p € [2, 00), there exists a
constant C < oo such that for every X € H<,,

l—

E[|X|"]7 < CE[X?]

If X € H,, then we can take C = (p — 1)7.

We now give a proof of Proposition4 based on the Burkholder-Davis-Gundy
inequality ([28, Sect.4.4]). The appendix contains an alternative argument based on
the logarithmic Sobolev inequality.
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Lemma 4 (BDG inequality) Let p € (0, 00). There exists C < oo such that if
(M;);>0 is a continuous local martingale starting from 0, then

E [ sup |Ms|”:| < CE[(M)?],
0<s<t

where (M) denotes the quadratic variation of M.

Proof (First proof of Proposition 4) We show the result by induction on n. For
n = 0, the space Hj only contains constants, so the result is obvious. We now fix
n > 1. We need to verify the property for random variables of the form £®"(p),
@ € L>((R x T4)"). By (33), we may assume that ¢ is symmetric in its variables.
Let F; be the o -algebra generated by

{€(¢). Supp ¢ C (—o0, 1] x T}.

The process
M, :=/ 0Gs o) Loy £(dz0) - E(d2)) (€ R)
(RXT")"

is an (F;)-martingale. This can be justified either by approximation of ¢ by elemen-
tary functions which vanish on the diagonal (see [23, (1.10)], and take the A; there
of product form), or by appealing to the representation (36). Moreover,

2
<M)t = / (/ ‘P(Zl, "'7Zl’l) 1{t|<--~<t,,<t}g(dzl) g(dznl)) dZn-
RxTd (RxTd)n=1

By Minkowski’s triangle inequality for the exponent £ > 1,

al
= f ]E|:(/ (;0(21, -~-7Zn) 1{t|<---<t,,<t}‘§(dzl) E(dzn—1)> ] dzn-
RxT4 (RxTd)yr=!

By symmetrizing ¢ as in (32), the induction hypothesis and (34), we infer that

14
2

2
]E[<M>z ]p < C/ / O @1y ey 20) Yy ety < 2 -+ dz,my dzy.
RxTd (]RXT")"’]

The conclusion then follows from the Lemma4, used with t = +o00.

Remark 7 As hinted at in the introduction, certain Ising-type Markov processes
converge (or are expected to converge) to the @* model (see [20]). The proof of
Nelson’s estimate based on the BDG inequality is sufficiently robust to allow for
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a generalization to these Markov processes. Indeed, loosely speaking, a Markov
process can be thought of as an evolution equation with a random forcing that is
white in time. In more precise words, a Markov process comes with a martingale
structure indexed by time, and the possibly surprisingly special role played by the
time variable in the proof we presented above becomes very natural in this context.
Using versions of [t6’s formula and the BDG inequality for processes with jumps ([20,
Appendix C]), one can show that (40) still holds approximately ([20, Proposition 5.3])
and prove a version of Nelson’s estimate ([20, Lemma4.1]) by following essentially
the same reasoning as above.

With Nelson’s estimate, we are now ready to provide a simple criterion to check
the main convergence result in Theorem 1. Since for most of the processes defined
in (7), their limits can be characterised explicitly without referring to the limiting
procedure as n — 400 (and in the cases when the limiting procedure is necessary, it
is also obvious what the limit should be), we only give detailed characterisations of
the limiting processes t’s themselves. Once all the properties of the limits are well
understood, the convergence does not pose any further problem.

Proposition 5 Let n € N, and let T : R — S'(T?) be a random process in H<,
which is stationary in space, in the sense that for every x € T¢,

the processes (t(t, -))icr and (t(t, x + -)):er have the same law. 41

Let (T(t, w))weze denote the Fourier coefficients of t(t). If for some t € R, there
exists C < oo and a € R such that for every w € 74,

E[[T¢. o)P] = CU + o)™, (42)
then for every B < o, we have t(t) € CP(T?), and moreover,
E[llr®)lg:] < +oe. (43)
If, in addition to (42), there exists ). € (0, 1) such that
E[[7(r. ) = T(s. )] = Clt = s (1 + w72+ (44)

uniformly in 0 < |t —s| < 1 and w € 74, then for every B < a — A, we have T €
C(R, CA(T?)), and moreover,

_ P
o E[lc) — t(s)I%,] - too. (45)

w
O<|t—s|<1 |t — S|7

Proof Step 1. We first show that by the stationarity assumption (41), forevery o, o’ €
74,
wto #0 = E[T(s,0)T¢ )] =0. (46)
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Indeed, we have, using a slightly informal integral-sign notation,
E[T(s, 0)T(t, )] = / / Elz (s, x)T(t, y)]e @+ gx dy
(T4)?

= / / E[7(s, x)T(t, y)le 2T L@te) vt 0=0] gy gy,
(']l'd)z

By the stationarity assumption, the expectation above is a function of (y — x) only.
Integrating in y first and then in x, we therefore obtain (46).

Step 2. We now focus on the proof of (45); the proof of (43) is only simpler.
Let 7, := 7(t) — t(s). We have

(8T, ) (x) = ZXk(w)'T},,(a))ez”i‘“'x,

We implicitly assume here that the processes under consideration are real-valued,
and therefore that for every w € 74,

T, —w) =7, w).
Since yy is an even function, we deduce that

E[1Gim)P] = Y xe@)x@)E [ (@), (@)] 27 e,

w,w' eZd
Using (46) and the bound (44), we get

E[1Gme) )] = Y @ PE [T @) ] S It — s 272,

weZd

The above bound holds uniformly in k > —1,0 < |t —s| < 1 and x € T<. Also,
since T belongs to H<,, Nelson’s estimate implies

E [Nkt 7] < sup [kt (0)]"]
xeT
2

< sup (E[|(8er)@)P])

xeTd

A
<t —s| 72 keled),

~

By Proposition 3, we deduce that for each 8 < o — A — %,

» P
]E[”Ts,t”(jﬁ] St -l

uniformly over all 0 < |t — 5| < 1.
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4 Construction of the Diagrams

We are now ready to construct the diagrams listed in Table 1, and prove the relevant
bounds appearing in Theorem 1. We will focus on the bound (10) for fixed times,
and will only briefly discuss in the next section how the continuity in time follows
from there. We also omit the detailed proof of the convergence (9), since once the
bounds (10) for the limit diagrams are established, the convergence of approximations
follows in essentially the same way. Since all our processes t belong to H<5 and are
stationary both in space and time, we can invoke Proposition 5 and reduce the proof
of (10) to showing the second moment bound (42) for each 7.

The derivation of these bounds involves the estimation of several nested integrals
and sums. We use a graphical notation to represent these operations. This has the
advantage of making the manipulations with potentially very long expressions shorter
and more transparent. Naturally, the price to pay is to get used to the notation. One
of the aims of these notes is to convince the reader that this investment is worth their
while.

The graphical notation is heavily inspired by the treatment of the stochastic terms
in [15, Sect. 10]. One difference is that there the calculations are performed in “real
space”, while we prefer to work with the spatial Fourier transform, and to keep the
time variable fixed. It turns out that despite this change, the graphs we encounter in
our approach are very similar to the ones in [15, Sect. 10] — only the interpretation
changes slightly. Another difference is that we work with resonant parts of products,
while Hairer considers increments of processes. We comment on this difference
below (see also [14, Sect. 5] for an earlier graphical approach to bounding stochastic
quantities which are represented using the spatial Fourier transform).

The presentation is separated into two parts. We first show how to represent the
various processes as iterated stochastic integrals, and then derive the bounds on these.

4.1 Iterated Integral Representation

We start by showing how all of the stochastic terms 7 in Table 1 can be represented
as sums of iterated stochastic integrals. As stated above, each of the terms t is an
element of the inhomogeneous Wiener chaos H<s, and this sum yields the explicit
decomposition into its components in the homogeneous Wiener chaoses Hy, . . . , Hs.
This representation as iterated integrals reduces the proof of the required moment
bounds to an application of the isometry property (34). As will be shown below, this
representation also makes the choice of infinite renormalisation constants transparent.

Case T = 1. We take the simplest process T = 1, the solution to the stochastic
heat equation (3), as the starting point of our discussion. For eacht € R and w € Z°,
we can write



Construction of Q§§‘ Diagrams for Pedestrians 21

) = / P (@) AW (u, @), 47)

=—00

where (W (-, ®)),, is the family of complex valued Brownian motions introduced in
Sect.3, and, for r > 0, P, is the Fourier transform of the heat kernel for P, = ¢'(4~D,
that is,

f’t(a)) — e—t(l+47r2|a)|z) — e—t(a))Z’ (48)

where we set

(@) 1= V1 + 472|w|?

for concision. It is convenient to extend P; and P, to every time ¢ € R, by setting
for every t < 0, P, =0 and f’\, =0, 49)

so that (47) can be rewritten as
Tt w) = / Pr_u(@) dW (u, ).
uelR

In future expressions of integrals against dW (i, w), we always understand that the
variable w is fixed, and that the variable u is the variable of integration. For instance,
we simply write

1, w) = / Pr_u(@) dW (u, o). (50)
R

The graphical version of (47) or (50) is

oy= | . 51)

(1, )

Here the root @ represents the pair (¢, w), i.e., the time and frequency at which we
seek to evaluate 1. The leaf o represents an instance of the noise d W (u, w), and the
line connecting them is the kernel ﬁ,,u. The time variable u associated to the node
o is integrated out.

Case T = *%. We now proceed to represent the process T = *#, the limit of ¢, :=
(1,)? — ¢,. We start with the product 12, writing

n’

Ry = Y o)t o)

w1 twr=w
lwi|<n
t . t -
= Y ([ Pewenawenon)( [ P awie o)
w1 +wry=w - —0



22 J.-C. Mourrat et al.

- ¥ f [ P00 P aW a2 0 | aW 1, 0)

[e¢]

t
ooy [ PratonProyfo) du). (52
—00

where the last equality follows from It6’s formula. The last term on the right side
vanishes for w # 0, because in this case the conditions w; + w» = w and w; = —w»
are incompatible. For v = 0, the sum of these terms can be rewritten as

ro 1
Z/ |Prou(o)Pdu =Y TR

loy|<n ¥~ lw1|<n

This is precisely the term ¢, := E [(%,(¢))*], which is of the order of n as n goes
to infinity, and is removed in the renormalisation procedure. Below we will show
that we can pass to the limit n — o0 in the first term on the right side of (52). We
denote the limit by (¢, w). It is instructive to translate the expressions back into
“real space”, and to check that in the notation introduced in Sect. 3, we have

~ t uyp e
Yoo = Y 2([ [[P,_ul(wl)Pf_uz(wz)dW(uz,wz>]dW<u1,w1>)

w1 twr=w

= /(R o fo Py (v = X1 Pr—iy (v — x2)e ™27V dy &(duy, dx1)E(dua, dxa), (53)

where we identify the operator P, with its kernel, which we interpret as being null
for t+ < 0. This expression shows in particular that *(¢, w) is an element of the
homogeneous Wiener chaos H; as defined in Sect. 3.

By the definition of iterated stochastic integrals, we may rewrite the identity in
(52) as

nro= Y / / P (@1) Prosy (02) AW (112, 2) AW (u1, )

w1 twr=w
|wi|<n

t
+ liore o) / P Pro(n) du).

o0

or, with our convention (49),

teo= Y /R P (@0) Proy (@2) AW (2, ) AW (g, 1)

W +wr=0
lwi|<n

t
Fliomma [ Prso0Pos(on du). (54

o0



Construction of Q§§‘ Diagrams for Pedestrians 23

As the reader can see, this expression is already quite bulky — and much worse
is to come. This motivates to introduce a graphical notation which encodes these
expressions in a much more transparent way, and which we will be able to manipulate
directly. At this stage, we disregard the truncation, and perform all calculations in
the formal limit n = oco. The expression (54) then becomes

21 ) = o\ /O n <>

(t, w) (t, w)

As before the root @ of the graph represents the pair (¢, @), and each of the leaves
o represents one occurrence of the white noise and carries a pair (u;, ;) itself. The
kernel 1’5, is represented by the arrow connecting the nodes evaluated at time (r — u;),
and the arrow points towards the node whose time variable is “earlier”. Then all time
variables u; except for the one ¢ at the node are integrated out and the w; are summed
over, subject to w; + wy = w. We will see below that this last rule corresponds to
Kirchhoff’s law that the “ingoing” variable w must coincide with the sum of all
“outgoing” w;’s. The second graph on the right side is obtained by “contracting”
the two nodes of the first graph. In this second graph, we may associate a frequency
w to the left arrow, and a frequency w, to the right arrow. Kirchhoff’s law for the
bottom node then imposes w = w; + w;,, and for the top node, w; + w, = 0, and we
recover that this term is zero unless @ = 0. This contracted graph is removed in the
renormalisation procedure, so that

Sto)= N . (55)

t, )

Caset = ? We now discuss the next term "?, which as announced arises as the
limitof ¥, := 1 ((ta)* — 3¢, ). As above in (52) (see also (40) with n = 3) we can

use [t6’s formula to obtain an iterated integral representation for ?,31, which takes the

form

-~ t up u - -
Nto)= Y 6 / / f P (@1) Py (@) Py (@3)
—00 J —00 J —00

w1twr+w3=w
|wi|<n

dW (u3, w3) AW (uz, wr) dW (uy, wi)
+3¢,%, (1, w). (56)

We had already seen above that ¢, diverges as n goes to 0o, which motivates to remove
the second term in the renormalisation procedure. The reason why we choose to work
with the integrated object *P" rather than %¢* is that (as we will see below) although the
latter can be defined as a space time distribution, it cannot be evaluated at any fixed ¢.



24 J.-C. Mourrat et al.

(This is similar to temporal white noise which can also only be interpreted when
tested against a function of time and space, but never pointwise in #). In fact, this
is an instance of the well-known fact that Wick powers of order > 3 over the three
dimensional Gaussian free field do not exist (since the covariance function would
not be integrable; see e.g. [9, Sect.2.7]), and for readers familiar with this fact, it
may be surprising that Wick powers up to order 4 can be constructed as space-time
objects. Using a similar graphical notation to the one used for %?, we arrive at

R O\I/o
Y, 0) = {

t, w)

Case 7 = -} At this point we want to start to think more systematically about
the derivation of the diagrammatic expressions and their interpretation, and we illus-
trate this with the diagram % This particular expansion follows from an iterated
application of It6’s formula, see [23, Propositions 1.1.2 and 1.1.3] and [15, Sect. 10].

For the moment we ignore the additional complexity introduced by the resonant
products © in (7), and give a graphical representation for «{» defined as in (7) with ©
replaced by the usual product. To begin with, we give the graphical representation of
this symbol without taking into account the renormalisation procedure, i.e. we work
with the random function 7 (1?)??. This random function takes values in Hy, with
components in Hy, H, and Hy. The component in the highest Wiener chaos Hy is
represented by the graph

N/
o o, &)

1/

(t, ®)

i.e. precisely the graph we use as a symbol to represent this object. This graph can
be interpreted as random variable either in “real space” coordinates or in “Fourier
coordinates”. Both interpretations are equivalent and the former is closer in spirit
to [15, Sect. 10] and also (53) above, while the latter is closer to the spirit of the
present notes. Here we present both interpretations, starting with the “real space”
interpretation because it is slightly easier to explain. The Fourier interpretation then
follows by turning multiplication into convolution in the space coordinates: For the
“real space” interpretation we assign a space-time point to each of the vertices of this
graph (e.g. (uy, x1), ..., (44, x4) to the four leaves, (us, xs) to the internal vertex,
and (¢, x¢) to the root), an instance of the heat kernel P evaluated at the difference
of the variables associated to the adjacent vertices and the arrow pointing towards
the “earlier” time variable to each of the arrows (e.g. P,,_,, (x5 — x1) to the upper
right arrow), and multiply all of these kernels. Finally, the variable corresponding to
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the internal variable (us, xs) is integrated out over space-time, the variables (u;, x;)
for the leaves are integrated against the white noise £ and we take the spatial Fourier

transform with respect to the variable xg at the root, yielding the expression®

/ (/ dx6/ dus dxs Pus—y, (x5 — x1) Py, (X5 — Xx2)
®RxTH \JT3 RxT?

—i27w-xg
X Praus (s = 35) Py (6 — %3) Py (g — q)e ™27

&(duy, dx)&(dus, dxz)&(dus, dx3)é(dus, dxs). (58)

Translating the previous expression and interpretation into Fourier variables can be
done as follows: each of the vertices is equipped with a time-frequency variable in
R x 73, say (up, i), ..., (us, wg) for the leaves, (us, ws) for the internal vertex,
and (7, w) for the root. The formula (58) then becomes

> [ /dusﬁui_u,(wl)ﬁ,s_uz(wz)ﬁ_us(w5>ﬁ_u3(w3)ﬁ_u4(w4>)
WOl ,..ey wse?? K

w1 +wr=ws
w3twstws=w

dW(ul,a)l) dW(uz,a)z)dW(m,wg) dW(u4,a)4), (59)

that is, each arrow now corresponds to an instance of ﬁ, where the time variables
stay the same as before, but the difference of the space variables is replaced by the
frequency variable corresponding to the top of the arrow. The fact that the product
turns into convolution under the Fourier transform is reflected in the “Kirchhoff rule”
that at each internal vertex, the sum of “incoming” frequency variables equals the
sum of “outgoing” frequency variables. The same rule applies at the root, with the
understanding that  is an “ingoing” frequency.

The terms in the lower order Wiener chaoses H, and H) arise from It6’s formula,
in the same spirit to our discussion of % above. For H, we get

O RN ) °\,\
+ +4 x
O\T/O A-\_‘\I O\T/o
(t, ®) (t, w) t, w)

These are precisely the graphs that can be obtained by picking a pair of leaves in (57)
and “gluing” them together. The pre-factor “4” is combinatorial and corresponds to
the fact that there are four different ways of picking one vertex from the “top level”
and one from the “bottom level” of the graph, each of which giving rise to the same

3Actually, for finite n the heat kernels connecting to the leaves, i.e. Pys—u;, Pus—us» Pr— —u3 and P;_,,
(but not P;_,;) should be replaced by the regularised heat kernel (¢, x) — Z\m|<n P, (w)e!2Tex,

Similarly, in (59) and after we will leave implicit the constraint |wy |, .. ., |w4| < n. Here and below
we drop the regularisations for convenience.
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iterated stochastic integral. The interpretation for these graphs is the same as before.
For instance, for the first of these graphs corresponds to the expression

> ([ s Pos @0 Pas 0P (09 P 00 Py 0)
R? R?
v sE€T
w1+ wr=ws
w3+ws+ws=w
w1 +wr=0

dW (u3, w3) AW (ug, wy)

= Y| P (@3)Piy, (04) AW (u3, 03) AW (114, 4)
RZ

u)g,u)4€Z3
w3twi=w

=, %, w), (60)

which arises from (59) by replacing the white noises dW (duy, w) dW (du,, w;)
from the vertices which are “glued together” by &o(#1 — #2)14,=—w,. In the same
way we get the identity

~ _
=c, x [ (¥)(t, w). (61)
ol

(t, w)

Finally, the term in the zero-th Wiener chaos (that is, the constant) is given by the
only graph that can be obtained from two contractions, namely

/TN

2% .. (62)

(, )

‘We now move on to discussing the renormalisation of these terms. As the reader can
verify, working with I (%)% instead of 7 (1?)?? (i.e. performing the Wick renormali-
sation of the product 17 as above) corresponds exactly to removing the graphs in (60)
and (61). The logarithmic sub-divergence corresponding to ¢, arises in (62). Indeed,
evaluating this expression yields



Construction of d>§‘ Diagrams for Pedestrians 27

S [ s die P @) P @) Py (@3 Py @) Pros ()
R

(O . w5 €Z3
| +wry=ws
w3twstws=w
w1 +w3=0
wr+ws=0

= 1{,=0 E dus duy dus Pys_y, (1) Pys—u, (@2)
R3

w],wg,wseZ3

w1twr=ws

X Py_ys (@5) Py (—1) Py (— )

e*ltﬂls|<w1>2 e*\ffusl(a&)z

= L{u=) Z /Rduspr—uS(ws) YPRE: o)’

wy,wy,ws€Z3
w1 twr=ws

1 1 1 1
-0 , (63)
4 wZZ (@) (@2)? (@1)% + (@27 + (@5)?
w;Jrcz)(;;ws

In the first identity above, we have used the fact that the four restrictions on the w;
are incompatible unless w = 0. The fact that the expression vanishes for non-zero w
could also be deduced from the fact that (62) represents the expectation of / (?ﬁ)?ﬁ,
which is constant in space by stationarity. In the second identity, we have made use of
the symmetry of P in » and of the fact that J E«s—ul (a)l)i’\,_u1 () du; = ;
as well as the corresponding identity for u,.

The sum in (63), with cutoffs |w;| < n, diverges logarithmically as n tends to
infinity. It is therefore necessary to remove the diagram in (62) in the renormalisation
procedure. We arrive at the expression 1 (3,)%, — 2¢,,* which is already very close
to the definition of &y in (7).

It only remains to re-introduce the resonant product © in our construction, in place
of the full product. We start by briefly explaining why this is actually necessary, going
back to the discussion of product estimates in Sect. 2. In the solution theory of (1),
the term &’ plays the role of a product of “Y* = 7(%*) and %*. Now, as we have already
discussed at length, %Y is a random function of class C'~, % is a random distribution
of class C~'~, and products (more specifically the resonant part of products) are not
well defined in this regularity class. (Of course, the purpose of the present article
is to explain how to define these products as probabilistic limits of renormalised
approximations). As we have just seen, a renormalisation procedure can be used to
define the products. Yet, it will not improve the regularity of the resulting object
(predicted in Table2), i.e. the product *"*? will inherit the bad regularity C~'~ from
*?. It is however crucial, both in Hairer’s theory of regularity structures and in the
theory of paracontrolled distributions, to obtain a bound which reflects the “good”

e—li—uslio]

2wi)?

“In fact, the sum represented by the diagram (62) does not coincide exactly with the constant
¢, as defined in (8) because the latter is defined as the expectation of the resonant product
E[1 (%) ©%.(t)] while the former coincides with E 7 (%) %, (t)]. However, as the reader
can check, the difference between these constants remains bounded as n tends to infinity.
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regularity of %, i.e. we need to get a bound of regularity (—1—) 4+ (1—) = 0—.
In Hairer’s theory, this is accomplished by working with “increments”: there the
fundamental object is

&) =YY Q),

which indeed behaves like (y — x)°~ as y — x. One key observation in [13] was
that the same effect can be obtained by working with the resonant product %\ © %2,
which is of class C0~.

After this short detour, it remains to incorporate the resonant product © into the
graphical notation. For this we recall from Sect. 2 that for arbitrary f, g (e.g. € C*)
we have

[0 =) &f@agw) = Y TN @) Y xrl@)x(@).

[k—1]=1 w),w€Z3 [k—1]=1

For the last sum appearing in this expression, we have

Z (@) x1(@2) € [0, 1] forall w;, w;
w [0}
HEODXEPNZ0 i (lon| > & or Jwn| > $) and 20 ¢ [c, ¢,

[k=11<1 23]

(64)
where ¢ = 69—4. Roughly speaking, and in agreement with the intuition in (15), this
term acts as a smooth indicator function, which only selects pairs (@, @,) for which
|wi| and |w;, | are close to one another on the logarithmic scale. This intuition justifies
the slightly abusive notation

feg@= Y Ff)gw):= Y Fegw) Y. w@)u@).

w1 twry=w wtwry=w lk—11<1
w]~wy

(65)

We represent these “restricted convolutions” in the graphical notation by dotted lines.
For example, when the product is replaced by ©, the first graph (57) becomes

N/

[
(e} O
kTﬂ
A 4

\

/

O

t, w)

The interpretation of this diagram is the same as in (59), with the only exception that
the additional restriction {w3 + w4 ~ ws} is enforced. The convention is that next to
anode © , the sum of the frequency variables corresponding to the dotted arrows is
similar to the sum of frequency variables from the regular arrows. Summarising all
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of this discussion, we finally arrive at the graphical expression

_ N N
We(t, w) = ok\T o+ 4X°v T . (66)

’
/ N

S)

(t, w) (t, w)

-,

Remaining two diagrams. The graphical representation/decomposition of its
components in different Wiener chaoses for the remaining terms follows the same
line of reasoning, and we omit the details. For t = g’; we get

_ NP N4
Bot, ) = {0+ 3x T\ . (67)
& &7

(1, )

We only mention that as above in the discussion for %, the Wick renormalisation

(i.e. the fact that we work with 7 (*¢*) © ? rather than 1 (**) © 1) corresponds exactly
to removing the graphs in the second Wiener chaos which arise by contracting two
of the three leaves at the top of the graph. The logarithmic sub-divergence plays no
role for this term.

Finally, for t = @ we have

P O O

ot 0) =

ok 10 . .
V N //

N N

N
S}
) ) ) -

\% + 6x :\’<(j + 6x (', % - c - )

It is worth pointing out here that for this diagram, the renormalisation with the
logarithmically diverging constant ¢, does not result in the complete removal of a
diagram, but only in its modification. In fact, when performing the renormalisation
procedure for more complicated equations, it is common that the renormalisation of
a graph results in the subtraction of divergent substructures, rather than the removal
of the whole graph. It is rather a peculiarity that in the graphs (60) and (61) the
removal of the divergent substructure amounts to removing the whole graph. See [7]
for a discussion of this point in a much more general framework.
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4.2 Bounds on Iterated Integrals

We now proceed to explain how to derive the bound (42) for the various stochastic
integrals introduced in the previous subsection. The core ingredient is the isometry
identity (34), which permits to bound the second moment of an iterated stochastic
integral by the L? norm of the corresponding kernel.

The symbols 7 = 1,2, \T" As before, we first treat the symbol ?. For this symbol,
Eq. (47) together with the standard Itd isometry yields

—lt=1'|{w)?

E[f o) T, —)] = /R Pt Prscodn =S ()
and in particular the bound (42) (for o = —%) follows from the trivial bound

e~lI="1@)” < 1. For later use, we record the following immediate corollary of the
previous bound: for any y > 0,

-, 1 1 y

where the implicit constant depends only the choice of y. In graphical notation, the
previous calculation with # = ¢’ becomes

E[ft. o] = ¢ S (70)
(t, w)

which can be obtained from (51) by “doubling” the graph and by contracting the
leaves o to a vertex « . The interpretation of the resulting graph then remains the same
as in the previous section, i.e. the time variable is integrated out. This algorithm for
producing the diagram is very natural: first, taking the square corresponds to the
doubling of the graph; and then taking the expectation results in collapsing each pair
of leaves represented by a vertex o to a single vertex « , for each possible pairing;
this being due to the trivial covariance structure of the instances of white noise
represented by the leaves o (in other words, this being due to It6’s isometry). In the
same “graphical” way, we obtain the formula

t, —w)

7N
N

(t, w)

E[¥¢ o] = 2 (71)



Construction of Q§§‘ Diagrams for Pedestrians 31

which should be read as

E[Peor]=2 Y /R (Pein @) Py (oD Py @) Py (—02)) duy dusy

w1twr=w

:22

w1twr=w

1 1
2(w1)? 2(wn)*’

(72)

Of course, this expression could now be bounded directly, but we prefer a slightly
more general approach which will allow us to systematise the calculations to come.
The following lemma, which gives a bound on discrete convolutions, is essentially
contained in [15, Lemma 10.14]. We formulate it in arbitrary space dimension d,
although we are only interested in the case d = 3 here.

Lemma5 Letd > 1 and a, B € R satisfy
a+B>d and o,B <d. (73)

We have, uniformly over w € 7,

D o) )P S ()P (74)

w] ,szZd
w1 Fwry=w

Proof We subdivide the index set A = {(w1, w2) € (Z9)?: w| + wy = w} of the
summation into

A= (w1, m) e A: o] = 2|}
1
Ay = {01, m) € A: o] §§|w|}

1
Az = {(w1, ) € A: |an| < §|a)|}

3
Ay = A\ ( A,»),
j=1
and bound the sums over the individual A; separately. For (w, ;) € A, we make
use of the triangle inequality in the form |w;| = |w — w| > |w;| — || > %|a)1| to
get

1 B
PRI CHREI Y (w1>_a<§(w1))

(w1,m)€A4, (w1,)€A,

S Y (o) S ey,

w1 |=2]o|
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where we have used the first condition in (73). For A,, we use the triangle inequality

in the form |w;| = |w — wi| > |w| — |w1]| > %|a)| to get
1, \7 J
Y () M) F < (5<w>> D o) S @),
(w1,02)€ A2 o< o]

where this time we have used the second assumption (on «) in (73). Exchanging the
role of w; and w,, the same bound follows for the sum over .43. Finally, on 44 we
have ||, |wz] > $|wl, so that

» y
> (w1)—a(w2)—ﬂ§<%(w)> ) (%@2)) < (i,

(w1,an)€Aq lwa|= 1 o]

and the statement follows.

We briefly discuss the conditions (73) on the exponents «, 8. The first condition
o + B > d is necessary to obtain a bound of the type (74), because without it even
the convergence of the sum cannot be guaranteed. The second condition «, B < d
may seem more surprising. It states that a decay beyond summability for (w;)™
or {w;)~# does not improve the behaviour of the convolution. We will see below
that this restriction corresponds exactly to the fact that a (renormalised) product of a
random function f and a random distribution g cannot have better regularity than g
itself. We will show below how the use of the resonant product © instead of the usual
product translates into a Lemma 6, which can be understood as a variant of Lemma 5
for which this restriction is removed.

Applying this Lemma to the right side of (72) yields
1
(@)

which is the desired bound (42) with @ = —1 for this symbol. This implies that this
process belongs to C# for every f < —1.

E[1%¢, o))] <

El

‘We move on to the symbol P We first discuss why the need for the extra integration
against the heat kernel arises. If we tried to work with %, that is to say, to define
the limit of ?,31 — 3¢, (see (56)), then the same calculation as (71) and (72) would
become

1 1 1

s 27 (t, w) — > e« t,—w) _
B[19 ¢, 0] =6 x =0 2w1)? 2@2)? 2ws)?

w1twytw3=w

but then Lemma 5 does not apply to this situation (applying the Lemma once for the
variables w; and w, would yields the bound < ) (@)~ (w3) 72, but then the

O+wi=w
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resulting exponents o« = 1 and 8 = 2 just fail the summability conditiono + § > 3.)
We leave it for the reader to check that indeed, this sum diverges logarithmically for
every w. However, this problem can be fixed by considering different times ¢ #~ ¢'.
Then recalling (69) we get for any y > 0

E [\/i.(tv a))@(l‘/, —a))] =6 X (1, ®) <o<_ ', o)

1 1 11
<
Tle=r) 2 (1) (02)* (w3)?

w1 twytwi=w

<1
Y =)

3

which (for y < 1) can be taken as a basis for defining ®¥* as a space-time distribution.
We prefer, to integrate it once more against a heat kernel (because this is the way it
enters the solution theory for (1)), yielding an object which can be evaluated at fixed
time. More precisely, for every y € (0, 1),

B[P0 0P| =6 *;{'}"—

1 1
< , R S ——
N/I;Z PI*M(O))PI*M (a))|l/[ u/|y< >2V dudu ~ ( >47 (75)

which proves that this symbol satisfies (42) for ¢ = %
Caset = \Ij- We now turn to the case T = ? Recall that its decomposition into
components in homogeneous Wiener chaoses was given in (67). We write

[¢] O

’ \o/ o (B s (2
o + 3x T\ =% o)+P (o). (76
@ //7

2o
N\

Bt ) = i
S)

(1, w)

It is then clear that "I} € H,, and as a consequence of the orthogonality of the H,,’s
in L2, we have

™ o 4 o (2
E[[Pe. 0P| =E [ry (r,wﬂ +E [Pﬁ- (r,w)F] NG

In our graphical notation, the first term above can be bounded by
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) e l\
E [m“” , w>|2] NV 78)
1

S)

(t, w)

There is a slightly subtle point worth underlying here: standard Gaussian calculus
(the Wick formula) yields an explicit identity for the quantity on the left hand side of
this expression, in terms of contractions of all of the different leaves on the original

)
diagram representing ? . This formula includes additional graphs such as

(1, —w)

I
s
N

®/

(1, w)

However, using (35) to bound the term on the left side of (78) greatly simplifies
the ensuing argument, as opposed to relying on the exact formula involving the
asymmetric trees. (This idea was first used in this context in [15, Sect. 10].)

Going back to bounding (78), we use (75) on the “left part” and (70) on the “right
part” of the graph to obtain the bound

e o
E[m (t’”)']s 2 e 7

w1twy=w
w1™~wy

Lemma35 on the decay of convolutions is not enough to bound the remaining sum.
Indeed, this is precisely a case as discussed below Lemma 5, where the second con-
dition in (73) fails (here, 4 > 3). Of course, the same estimate could be used by
“forgetting” some of the good decay of (w;)™*, and replacing it by (w;)~®7, but
this would only yield a bound of order (w)~?~) corresponding to a regularity of
index — % — instead of 0—. The following lemma shows that the additional condition
w1 ~ wy, which arises from our use of the resonant product © in the definition of the
diagram, resolves this problem.
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Lemma 6 Let o, B € R satisfy o + B > d. We have, uniformly over o € 74,

D (o) )P S ()

w1 twry=w
w1™~w)y

Proof Recall (65) and the definition of the “smooth cut-off” (64). For small |w| (say,

lo| < 13—6) there is only a bounded number of admissible w;, w, with w; + w, = @
for which Z‘,FI@ Xx(@1) x1(w2) # 0. Hence, for such w, we have

Y (o) ) S 1
w1 twry=w

w]™~wy

We can thus now assume that |w| > 13—6 For such w, the conditions w; + w, = w and

w) ~ w, enforce that % € [c,c ' forc = by (64). Hence, on the one hand, we

64’
have
-1
lo| < o] + |w2| < |wi| + ¢ ],
that is, |w1| > ,1 |w|, and on the other hand, |w,| > c|w;|. These considerations

allow us to wrlte

Z (w1>7a<w2)7ﬂ 5 Z <Cl)1)7a7'3 5 (w>d7a7/3’

@1 +0=0 1= ol
w1~ ¢

as desired.

Applying this Lemma to (79) immediately yields
o @
E [Pﬁ- , wﬂ < (o)

o (2)
We now turn to the variance of \g- , which has the expression

ol NN
E[PZ» (mﬂ}w \/

For later reference, we have labelled all the edges with their frequency variables
(but dropped the time variables) in the diagram above. In addition to the identities
already implicit in this diagram, Kirchhoff’s law enforces that we have to sum over
the indices w;, w,, w4, ws, W), w§ satisfying
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wst+ws =0, otos=w, o+ =0,

so that we ultimately have to sum over three free variables. The fact that we have a
resonant product © at the roots yields the additional constraints ws ~ ws and w) ~ wy,
but we will not rely on these additional constraints to bound this diagram. With this
notation in place, we proceed to analyse each part of this diagram separately. The
inner square corresponds to the integral

> /R Pua @) P (=) duy ) ( /R P (2) Pur-ay (—02) dutz)

w1twry=w
S Y S
o o0 (@)~ (o)

where we have used Lemma 5 in the last inequality. Note that this bound is slightly
sub-optimal, because we have not used the fact that the time variables u and u’
corresponding to the nodes at the left and right corners of the square are different.
In principle, this would yield extra factors exp(—|u — u'|{w;)) for each term, but we
simply bound these factors by 1. Similarly, we get for the left-most triangle

Z /Pt u(wS)(/ Pt 144(w4)Pu u4( a)4)du4>du

wytws=w
S > /Pz u(wS) du S Z

W4+ 5= w4+ ws=w

RS
(@)

7 S

where again we have used Lemma5. The right-most triangle in the diagram is
bounded in the same way, resulting in the final bound

E [P?m(r, w>|2] < ()%,

as desired.
Case v = % For this symbol, we recall from (66) the Wiener chaos decompo-
sition
O\ /O o
Dlt.w)= o } o + 4x ™ 800+ 80w .
SE o
S} ©

(1, ) (1, )

7
-,

~
~
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@
We start with % . Similarly to the case for ? we have the bound

(1, —w)
S)

7N
’ N
’

L J

E[@“)a,w)ﬁ} < % < P . (80)

\T/
L4

S)

After all our preparation, this diagram poses no additional difficulty. First, the same
calculation as in (75) allows to bound the “inner part” of the diagram by (w»)~>,
and the integrals corresponding to the “outer parts” can be bounded by (w;)~? and
(w3)~? immediately, yielding the bound

® 1 1 1 1 1 1
E , 2} < < — < —,
[@' GOl S D SRS o B e S

wjtwytw3=w o+w3=w
w+w3~w B

O~w

81)

where we have used Lemma35 in the first and Lemma 6 in the second inequality.

5?2 .
‘We now turn to the bound for %- , for which we have

(1, —w)

S}

N ,

’ N
’ N

, N
’ N
—w3 s N
3,
’

N

4
7 o ———>o
’ u o)
.

2
E [|-i;; @ w>|2] < N : (82)
N ] u @)
N E—

A

(t, w)

This graph is more complicated, and requires more careful treatment. We integrate
first the innermost time variable, with two arrows pointing to it labelled w; and —w,
respectively. We bound this contribution by (w;)~2, uniformly over u and u’, as in
(70). We are more careful with the integration of the time variable with incoming
arrows labelled w, and —w», and evaluate its contribution to be

o l—ul(wn)?

2(w,)?

)
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as in (68). We next compute the contribution of the triangle in the lower part of the
diagram by integrating over u:

e~ lt=ul(@n)? 1 1

/RP’*”(“" o) o T Sy o+ (o F o

A similar calculation applies to the upper part of the diagram, and we therefore obtain
the bound

2
E [Rﬁ- @ wﬂ
-2
<> <<w1><wz><w;><w3>(<wz> + (@1 + 02) ({h) + (@) — w1>)) :
(83)
where the sum is over all (w;, w;, @}, w3) satisfying
ot =0, Otw~w3—w, -0 +o,~—03— o). (84)
The first requirement comes from the “Kirchhoff” law in the bottom node, while
the other two constraints come from the paraproduct in the bottom and upper-most
nodes.
We proceed to estimate this sum. Note first that the first two conditions in (84)
imply that
o+ wy ~ow— (0 +w).
By (64), if |w; 4 wy| > 3, we deduce that

lw1 + w2| > ¢ (Jo| — |w1 + wa]),

where ¢ = %, and therefore that

c
| + wy| > l—+c|w|~

After reducing the constant ¢ > 0 as necessary, if follows that in every case, the first
two conditions in (84) imply that

(01 + @2) = 2c(w). (85)

(The factor of 2 is of course a matter of convenience only.) The same argument also
shows that under the conditions in (84), we have

(@1 — @) = 2c{w). (86)
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Define the sets of indices E|(w) and E»(w) by

Ei(w) := {(wl,a)z, wy, @3) : (84) holds and (|wy| < clw| or |ws| < c|w|)},
E>() := {(01, w2, 0, 3) : (84) holds and |w;| > c|w| and |w3| > c|o|} .

We first estimate the sum on the right side of (83) over the set E;(w). By (85), (86)
and the constraint w3 — w, ~ w;| + w;,, for variables in the set £ (w), we must have

~

C{w) and (w))

~

> ¢ {w),

(w2) >
for some ¢ > 0. Thus, using the simple bounds
(W2) + (w1 + @) = (w2), (W) + (@ — wi) = (w)),
and summing over w; and w3 = w — w; using Lemma35, we arrive at
Yoo St Y ((w2>4 : <w§>4) < ()7 (87)
Ei(o) @) 2]

where the left side above stands for the sum on the right side of (83) restricted to the
index set Ej(w). As for the the index set E;(w), we start by summing over w; to get

Z<wz (@) +w+02) " Son™2 Y )2+ Y ) <ol

log |
lw2| <=+ |@2]>=~ =

and similarly we have

)
We deduce that
Yoo T o) Hes) T S () (1) < (@),
E>(w) w1 +w3=w \CDI\ZM

loi |, |3 |> 2

with the same notational convention as in (87). Combining this with (83) and (87)
>®
gives the desired bound for @

Caset = -$ This is the last diagram. We have the Wiener chaos decomposition
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O O

&(t,w)z :\% : + 6XO\T<. + 6x <. % _ .\T/\;-_ >
\\@/," w7 "

s (t,0)
(1, w)

—_—

5) —(3) <o (D
=P to)+% o)+P o).

where the last term subtracted in the parenthesis above corresponds to the renor-
malisation ¢/, in (7) (in the limit as n — +00). As we will see, neither term in the
parenthesis above makes sense separately: they both represent some divergent object,
but their difference converges to a well-defined limit as the Fourier mode cut-off n
goes to infinity. In addition, this limit can be characterised explicitly without referring

—(1

to a limiting procedure, so this justifies the notation "yf'- (t, w).

o ®
We start with @ . Proceeding as in (80) and (81), using Lemmas 5 and 6, we
immediately have

4 /\ \\ 1 1 1 1

@(5) 2| < o“ ° . () ° <
E[' (“‘))']N "N Tl e e S

ou w1twr+w3=w
\ T , wltw3~w
Ay e
AY 7
\@/

where the term @ comes from the previous bound for the tree g
We now turn to the component in the third Wiener chaos, whose second moment

is bounded by the graph

B @ e £ 5 K

N u e ——>e
N w3 A
\ ’

wg N ,
4 0 ’
\ ’
N /" —w
N , 3
\@/

The bound for this graph is similar to the one in (82), and one can proceed essentially
in the same way to get



Construction of Q§§‘ Diagrams for Pedestrians 41

E [@m (t w>|2] < ()2

which is the desired bound.
‘We now turn to the last term

(1, )

As mentioned before, the two terms in the parenthesis are both ill-defined, but their
difference is well-defined as the limit when the regularisation parameter n tends to
infinity. To see this, we introduce a notation for the “lower square” which both of the
expressions have in common, namely

A/\
| =D ﬁr—u(w+w1+w2)(fu ﬁ—ul(—wl)ﬂ—ul(wwdul)
—00

e w1~

u
f Prss (~02) Py (02)du2 )

e~ =) (@1)* +@2)> Hotwor+02)%)

- wa Hor)2 (@)

Note that the divergent constant ¢’ coincides with fioo K,_,(0) du.’ The kernel K,_,

is clearly well defined and controlled uniformly over the regularisation for any fixed
D
t —u > 0. We use this notation to represent & (t, w) as

¢ w) = / K (@) (. ) — 3¢, ) du, (88)

so that

—(1) t t
E[Rﬁ- (r,wﬂ: / / Ko@) Ko (@)
x E[(Fw, 0) = 1t, ) (@', —w) =T, —0))] dudu’.

SThis is slightly formal - here ¢’ should denote the limit of ¢), as n — 0o, which is infinite as
discussed before. We are implicitly assuming that a regularisation is present, although we do not
capture it in the notation.
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Now, since by (68) we have for any A > 0

E [ ) =3, o)P]* < (¢ — ) ()42,

an application of the Cauchy-Schwarz inequality yields

_— t 2
E [@J”a, w)P] < <w>‘2+4*< / (i - u)kK,m)du) < ()2,

where we have used the fact that for any (small) strictly positive A, the integral can
be bounded uniformly over the regularisation by (w)~2*. This latter point can be
checked as follows: for A = 0 and without the condition w; ~ w,, we had already
calculated the integral in (63); the factor ( — u)* makes an extra power ({«; )2 4+
(@2)? + (0 + w1 + w2}~ appear in the sum, which permits to invoke Lemma$5
and conclude. This completes the bound for 7 = -&

5 Bounds for Time Differences

We finally discuss briefly how the reasoning in Sect. 4 should be modified to estab-
lish the bound (44) on the time differences E|T(z, ) — T(s, ®)|?. We illustrate the
(simple) modification necessary for the graph v = \Iﬂ- First, recall the Wiener chaos
decomposition (76) for this graph, which yields the following expression for its
time-differences:

o o o o o o
- - N NSO\
?(L Ll)) - K?(Sv (1)) = T,‘Vo - 1,10 + 3 X T\‘;o - T\‘;o
e S & &
(o) (s o) o)

The differences of graphs can be bounded separately. We only discuss the first dif-
ference here. We can rewrite this difference as

o
O

J° N

®
— Py uT WPI uy Ps—u

(o]

/

(0]
/1 Ptful - Psful

—>0

@—)o

where we have made explicit which kernels are associated to the lower edges in the
graph. (A more systematic treatment would suggest the use of new graphical notation
for these!) The variance of each of these terms can then be bounded, by “glueing”
two copies of each graph together, as in (78). We then use the elementary bounds
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/_w |P_y(@) — Py_y(@)| du < #(1 At = sl{w)?),

/ (B @) = Pr @) dity S —— (1 A It — s1(@)?).

- (w)?

By interpolation, the right side can be replaced by < (w)~>*?*|t — s|*, for any A €
[0, 1]. In other words, an extra factor |t — s|* can be obtained by sacrificing a bit of
the decay of the integral in w. Then all of the arguments based on convolutions can
be performed exactly as before, only with a slightly worse factor of w at one place.
We do not go through the details here, but leave it to the interested reader to check
that this does not change the arguments in Sect. 4 in any significant way.
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Appendix

We now give a second proof of Proposition4, based on the following logarithmic
Sobolev inequality (see [4, Sect. 1.6] and [23, Sects. 1.1 and 1.5]).

Lemma 7 (log-Sobolevinequality) Let uu be a Gaussian measure and X € W2 ().
We have

1
E(X[*log|X|) < EIDX|* + 5E|X|Zlog(E|X|2>, (89)

where D is the Malliavin derivative, and IE is the expectation taken with respect to
M

Now, let 7; be the Ornstein-Uhlenbeck semigroup defined by

+00
_ —nt
TX=) ¢"X, (90)
n=0

where X, is the component of X in H,. The Ornstein-Uhlenbeck semigroup is
closely related to the Malliavin derivative, because it determines the quadratic form
associated with the infinitesimal generator L of T;. More precisely, for sufficiently
nice random variables X, Y, we have
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o E[(T,X)Y] =E[(LX)Y] = —E[(DX, DY)]. 91)

See [23, Sect. 1.4] for a more detailed discussion of these objects. The main use of
the logarithmic Sobolev inequality will be to show the following hypercontractivity
estimate.

Proposition 6 (Hypercontractivity) Let T; be the Ornstein-Uhlenbeck semigroup.
We have

R =

(EIT;X|7)" < (E|X|")", 92)
forall p>2andq =1+ (p — 1)e*.

Proof (Second proof of Proposition 4) If X € H,,, then T, X = ¢™™ X, and we can
see that Proposition4 is an immediate consequence of Proposition 6. It then remains
to prove Proposition 6. We can assume X > 0 without loss of generality.

Fix p > 2. Letg(t) = 1 + (p — 1)e*, and let

F() =EIT,X|"0,  G@t)=F@t)m.

Our aim is to show that G’(¢) < O forall ¢ > 0, and (92) will follow. In fact, we have

, q'(t) F'(1)
Git)=G — 2 logF — .
® (t)[ 2w e+ q(r)F(r)}
Since ¢'(¢) > 0, it suffices to show that
- LF(t) log F(t) + F <0 (93)
() s 7@
Noting that
LT, X
F'(t) = E[(T,X)q(” (q’(r) log(T;X) +q(t) )}
T.X
we see that (93) is equivalent to
L g Py + E[(T,XW log<T,X>} + @E[G,X)“”—‘(LT,D].
q(1) q'(@)
%94)

Applying the log-Sobolev inequality to the random variable (7; X) % and using the
integration by parts formula (91) which in the current context becomes
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E(DY,DZ) = —E(Y(LZ)),

we see that (94) follows immediately.
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Two Classes of Nonlocal Evolution Equations
Related by a Shared Traveling Wave Problem

Franz Achleitner

Abstract We consider nonlocal reaction-diffusion equations and nonlocal
Korteweg-de Vries-Burgers (KdVB) equations, i.e. scalar conservation laws with
diffusive-dispersive regularization. We review the existence of traveling wave solu-
tions for these two classes of evolution equations. For classical equations the traveling
wave problem (TWP) for a local KdVB equation can be identified with the TWP for
a reaction-diffusion equation. In this article we study this relationship for these two
classes of evolution equations with nonlocal diffusion/dispersion. This connection
is especially useful, if the TW equation is not studied directly, but the existence of
a TWS is proven using one of the evolution equations instead. Finally, we present
three models from fluid dynamics and discuss the TWP via its link to associated
reaction-diffusion equations.

Keywords Nonlocal evolution equations - Traveling wave solutions
Reaction-diffusion equations - Korteweg-de Vries-Burgers equation

1 Introduction

We will consider two classes of (nonlocal) evolution equations and study the
associated traveling wave problems in parallel: On the one hand, we consider scalar
conservation laws with (nonlocal) diffusive-dispersive regularization

o + 0y f () = eLu] + 80, LH[u]l, t>0, xelR, (D

for some nonlinear function f : R — R, Lévy operators .£] and %, as well as
constants ¢, § € R. The Fourier multiplier operators %] and 9,.% model diffusion
and dispersion, respectively. On the other hand, we consider scalar reaction-diffusion
equations

ou =cLul+rw), t>0, xeR, 2)
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for some positive constant o, as well as a nonlinear function r : R — R and a Lévy
operator .%3 modeling reaction and diffusion, respectively.

Definition 1 A traveling wave solution (TWS) of an evolution equation—such as (1)
and (2)—is a solution u(x,t) = u(§) whose profile u depends on & := x — ct for
some wave speed c. Moreover, the profile i € C?(R) is assumed to approach distinct
endstates 14 such that

. - _ . _(n) _ . _
sEToou(é) =uy, sklfoou (&) =0 withn=1,2. 3)

Such a TWS is also known as a front in the literature. A TWS (i, ¢) is called
monotone, if its profile # is a monotone function.

Definition 2 The traveling wave problem (TWP) associated to an evolution equation
is to study for some distinct endstates u 1 the existence of a TWS (i, ¢) in the sense
of Definition 1.

We want to identify classes of evolutions equations of type (1) and (2), which lead to
the same TWP. This connection is especially useful, if the TWP is not studied directly,
but the existence of a TWS is proven using one of the evolution equations instead. A
classical example of (1) is a scalar conservation law with local diffusive-dispersive
regularization

du+ 3, f(u)=ed’u+83u, t>0, xeR, 4)

for some nonlinear function f : R — R and some constants ¢ > 0 and § € R.
Equation (4) with Burgers flux f(u«) = u? is known as Korteweg-de Vries-Burgers
(KdVB) equation; hence we refer to Eq.(4) with general f as generalized KdVB
equation and Eq. (1) as nonlocal generalized KdVB equation. A TWS (i, ¢) satisfies
the traveling wave equation (TWE)

—cu' + flayu' =eu" +8u", £€R, (@)
or integrating on (—o0, £] and using (3),
h@) = f@) —ciu— (fu_)—cu_)=ciu' +8u", £€cR. (6)

However, the TW ansatz v(x, t) = i(x — et) for the scalar reaction-diffusion equa-
tion
dv=—h()+8%v, t>0, xeR, (7)

leads to the same TWE (6) except for a different interpretation of the parameters.
The traveling wave speeds in the TWP of (4) and (7) are ¢ and ¢, respectively. For
fixed parameters c, ¢, and §, the existence of a traveling wave profile u satisfying (3)
and (6) reduces to the existence of a heteroclinic orbit for this ODE. This is an
example, where the existence of TWS is studied directly via the TWE.

An example, where the TWE is not studied directly, is the TWP for a nonlocal
KdVB equation (1) with £ [u] = Bfu and %[u] = ¢, * u — u for some even non-
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negative function ¢ € L'(R) with compact support and unit mass, where ¢, () :=
¢ (-/e)/e with ¢ > 0. It has been derived as a model for phase transitions with long
range interactions close to the surface, which supports planar TWS associated to
undercompressive shocks of (B.1), see [52]. In particular, the TWP for a cubic flux
function f(u) = u? is related to the TWP for a reaction-diffusion equation (2) with
Llu] = 2 [u]. The existence of TWS for this reaction-diffusion equation has been
proven via a homotopy of (2) to a classical reaction-diffusion model (7), see [14].

Outline. In Sect.2 we collect background material on Lévy operators ., which
will model diffusion in our nonlocal evolution equations. Special emphasize is given
to convolution operators and Riesz—Feller operators. In Sect. 3 we review the classical
results on the TWP for reaction-diffusion equations (7) and generalized Korteweg-
de Vries-Burgers equation (4). We study their relationship in detail, especially the
classification of function 4 (u), which will be used again in Sect.4. In Sect. 4, first
we review the results on TWP for nonlocal reaction-diffusion equations (2) with
operators .43 of convolution type and Riesz—Feller type, respectively. Finally, we
study the example of nonlocal generalized Korteweg-de Vries-Burgers equation (1)
with A [u] = 9}/ 3u and Dlu] = Bfu modeling a shallow water flow [44], and
Fowler’s equation

Ou+ > =02u—08,2"u, t>0, xeR, (8)

modeling dune formation [36], where ¢ is a Caputo derivative. In the Appendix, we
collect background material on Caputo derivatives 2§ and the shock wave theory for
scalar conservation laws, which will explain the importance of the TWP for KdVB
equations.

Scalar conservation laws with fractional Laplacian are another example of equa-
tion (1) with A [u] = —(—02)*? u,0 < « < 2, and %[u] = 0. However, its trav-
eling wave problem can not be related to a nonlocal reaction-diffusion problem like
our examples. Therefore, instead of discussing its traveling wave problem, we refer
the interested reader to the literature [7, 8, 10, 15, 23, 26, 30-33, 43] and references
therein.

Notations. We use the conventions in probability theory, and define the Fourier
transform .% and its inverse .Z ~! for g € L'(R) and x, k € R as

Fglk) := /

eT i g(x) dx ; FZglx) = %/ e g(k) dk .
R R

In the following, .# and .% ~! will denote also their respective extensions to L>(R).

2 Lévy Operators

A Lévy process is a stochastic process with independent and stationary increments
which is continuous in probability [12, 40, 53]. Therefore a Lévy process is charac-
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terized by its transition probabilities p(¢, x), which evolve according to an evolution
equation
op=Z=Lp ©))

for some operator .7, also called a Lévy operator. First, we define Lévy operators
on the function spaces Co(R) := {f € C(R) | lim|y. f(x) = 0} and Cg(R) =
(£, [, f" € Co®)}.

Definition 3 The family of Lévy operators in one spatial dimension consists of
operators .Z defined for f € Cg (R) as

L) = LA 4y f + /R (FO+9) = £ — 3 F1@1nnO)) v(dy)

(10
for some constants A > 0 and y € R, and a measure v on R satisfying

v({0}) =0 and / min(1, |y|?) v(dy) < oo.
R

Remark 1 The function f(x +y) — f(x) —y f'(x)11,1)(y) is integrable with
respect to v, because it is bounded outside of any neighborhood of 0 and

a4y = f@) =y Ly =0y as |y =0

for fixed x. The indicator function c¢(y) = 1(_1,1)(y) is only one possible choice to
obtain an integrable integrand. More generally, let c¢(y) be a bounded measurable
function from R to R satisfying c(y) = 1 + o(|y]) as |y| = 0,and c(y) = O(1/|y])
as |y| — oo. Then (10) is rewritten as

Lfx) = 34" +ve f1(x) +/]R (fx+y) = ) =y fx)e) v(dy) ,

(11)
withy, =y + [ ¥ (c(y) — 1<1,p(») v(dy).
Alternative choices for c:

(c 0) IfaLévy measure v satisfies flv|<1 |y| v(dy) < oo then c = 0is admissible.
(c 1) If a Lévy measure v satisfies f\vl>1 |y| v(dy) < oo thenc = 1is admissible.

We note that A and v are invariant no matter what function ¢ we choose.

Examples

(a) The Lévy operators

-i”fZ/]R (f(x+y) = f()) v(dy) (12)
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are infinitesimal generators associated to a compound Poisson process with finite
Lévy measure v satisfying (c 0). The special case of v(dy) = ¢ (—y) dy forsome
function ¢ € L' (R) yields

«3.)‘(36)=/]R (fx+y) = f)) d(=y) dy =(<15*f—/IR ¢ dy f)(x)-

13)
(b) Riesz—Feller operators. The Riesz—Feller operators of order a and asymmetry 6
are defined as Fourier multiplier operators

FDg flk) =Yg (k) Z[f1k), keR, (14)
with symbol v/ (k) = —|k|* exp [i sgn(k) 971/2] such that (a, ) € ®,9 and
Do ={(a,0) eR*|0<a<2, |6 <minfa,2—a}},

see also (Fig. 1)
Special cases of Riesz—Feller operators are

e Fractional Laplacians —(—A)%? on R with Fourier symbol —|k|* for 0 <
a < 2. In particular, fractional Laplacians are the only symmetric Riesz—
Feller operators with —(—A)%/> = D¢ and 6 = 0.

e Caputo derivatives —Z¢ with 0 < a < 1 are Riesz-Feller operators with
a =« and § = —«, such that —9_"; = D%, see also Sect. A.

o Derivatives of Caputo derivatives 9, 2{ with 0 < o < 1 are Riesz—Feller
operators witha = 1 + « and 8 = 1 — «, such that 9, @i = Dllf;‘

Next we consider the Cauchy problem
du(x, 1) = Dglu(-, Dl(x), u(x,0) = up(x), (15)

for (x,1) € R x (0, 0o) and initial datum .

Proposition 1 For (a,0) € D,¢9 with 6 # £1 and 1 < p < oo, the Riesz—Feller
operator D generates a strongly continuous L?-semigroup

S LP(R) — LP(R), ug > Spuo = G4(-,1) % up ,

with heat kernel Gg(x,t) = Fexp(t Vi ())]1(x). In particular, G§(x,t) is the
probability measure of a Lévy strictly a-stable distribution.

The proof of this proposition for a subclass 1 < o < 2 in [6, Proposition 2.2] can be
extended to cover all cases (a, 8) € D, ¢ withf # £1.For (a, 0) € {(1, 1), (1, —1)},
the probability measure Gj is a delta distribution, e.g. G}(x, t) = 84 and GLI
(x,t) = 8,_;, and is called trivial [53, Definition 13.6]. However, we are interested
in non-trivial probability measures G for

(a,0) €D 4 :={(a,0) €Dy |l0] <1},

a
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Fig. 1 The family of Fourier multipliers 4 (k) = —|k|* exp [isgn(k)@rr/Z)] has two parame-
ters a and 6. Some Fourier multiplier operators .7 [T f](k) = ¢ (k) Z#[ f1(k) are inserted in the
parameter space (a, 0): partial derivatives and Caputo derivatives 2§ with 0 < a < 1. The Riesz—-
Feller operators Dy are those operators with parameters (a, 0) € D,¢. The set D, ¢ is also called
Feller-Takayasu diamond and depicted as a shaded region, see also [47]

suchthat®, ¢ = CDZﬂ U {(, 1), (1, =1)}. Note, nonlocal Riesz—Feller Dj operators
are those with parameters

(@,0) €Dy :={(a,0) €Dupl0<a<2, |0] <1},

such that D2, = D%, U {(2,0)}.

Proposition 2 ([6, Lemma 2.1]) For (a,0) € @Zﬂ the probability measure Gg is
absolutely continuous with respect to the Lebesgue measure and possesses a prob-
ability density which will be denoted again by Gg. For all (x,t) € R x (0, 0o) the
following properties hold;

(a) Gy(x,t) = 0.If0 # *a then Gg(x,t) > 0;

(b) 1G5 Dllpw =1,

(c) Go(x,t) =172 G4(xt=14, 1);

(d) Gg(-,8) *Gy(-,t) = Gy(-,s +1) forall s, t € (0, 00);
(e) Gj € C(R x (0, 00)).

The Lévy measure v of a Riesz-Feller operator Dy with (a, 0) € D , is absolutely
continuous with respect to Lebesgue measure and satisfies

—1-a
Wdy) = {c_(e)y dy on(0,00), 16)

c+@)y|™'7% dy on(—00,0),

with c+(0) = I'(1 + a) sin((a £ 0)m/2) /7, see [47, 54].
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To study a TWP for evolution equations involving Riesz—Feller operators, it is
necessary to extend the Riesz—Feller operators to C 13 (R). Their singular integral
representations (10) may be used to accomplish this task.

Theorem 1 ([6]) If (a,0) € ’D;ﬂ witha # 1, then forall f € (R) and x € R

0) —c_(0
Dj f(x) =%f’(x)
+C+(9)/°° S&x+y) — f(x;;af/(x)yl(l,l)()’) dy (17
0
be [T LIS SO0,

with c1(0) = I'(1 4+ a) sin((a = 0)r /2) /7. Alternative representations are
e If0 <a <1, then

o _f o0 _ _
D§ ) =) [ W dy +e-®) | w ay

o Ifl <a <2, then

Dé‘f(x)zc+(9)/ooo fa+y) —f) = f)y &

y1+a

bew [TLEENZ IO @y )
0

yl+a

(18)

These representations allow to extend Riesz—Feller operators D to Cg (R) such
that Dj Cg (R) C Cp(R). For example, one can show

Proposition 3 ([6, Proposition 2.4]) For (a,0) € D, with1 < a < 2, the integral
representation (18) of Dy is well-defined for functions f € C 5 R) with

2—a l—a

M M
sup |Dj f (x)] < L%/Ilf//llc,,(R)z +470 f e, <oo (19
xeR —a a—1

for some positive constants M and K = @| sin((a +0)%) + sin((a — 6)7)|.

Estimate (19) is a key estimate, which is used to adapt Chen’s approach [24] to the
TWP for nonlocal reaction-diffusion equations with Riesz—Feller operators [6].
3 TWP for Classical Evolution Equations

In this section we review the importance of the TWP for reaction-diffusion equations
and scalar conservation laws with higher-order regularizations, respectively.
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3.1 Reaction-Diffusion Equations

A scalar reaction-diffusion equation is a partial differential equation
du=0du+rw), t>0, xeR, (20)

for some positive constant o > 0, as well as a nonlinear function r : R — R and
second-order derivative ?u modeling reaction and diffusion, respectively. The TWP
for given endstates u is to study the existence of a TWS (u, ¢) for (20) in the sense of
Definition 1. If the profile i € C*(R) is bounded, then it satisfies limg _, o, 2™ (§) =
Oforn =1,2. ATWS (u, c) satisfies the TWE

—cu'=rw)+ou’, £EcR. (21

Phase plane analysis. A traveling wave profile u is a heteroclinic orbit of the
TWE (21) connecting the endstates uy. To identify necessary conditions on the
existence of TWS, TWE (21) is written as a system of first-order ODEs for u, v := u':

d (u B v . . .
@()_(emnﬂmm)‘ @), &eR. (22)

First, an endstate (i, vy) of a heteroclinic orbit has to be a stationary state of F, i.e.
F(ug, vy) = 0, which implies vy = 0 and r(uy) = 0. Second, (x_, 0) has to be an
unstable stationary state of (22) and (., 0) either a saddle or a stable node of (22).
Aslong as a stationary state (uy, v,) is hyperbolic, i.e. the linearization of F at (uy, v;)
has only eigenvalues A with non-zero real part, the stability of (u;, vy) is determined
by these eigenvalues. The linearization of F at (uy, vy) is

DFW“W)=( o 1 ). 23)

—r'(ug)/o —c/o

Eigenvalues Ay of the Jacobian DF (uy, vs) satisfy the characteristic equation
A4 Ac/o +r'(ug)/o = 0. Moreover, A_ + A, = —c/o and A_A, = r'(uy)/o.
The eigenvalues A of the Jacobian DF (uy, vy) are

e — _c N /i B r'(uy) _ —c +/c? —4dor (uy) . 24)
20 402 o 20

Thus r'(uy) < 0 ensures that (i, 0) is a saddle point, i.e. with one positive and one
negative eigenvalue.

Balance of potential. The potential R (of the reaction term r) is defined as
R(u) := [ r(v) dv. The potentials of the endstates u are called balanced if
R(u4) = R(u_) and unbalanced otherwise. A formal computation reveals a con-
nection between the sign of ¢ and the balance of the potential R(u): Multiplying
TWE (21) with i, integrating on R and using (3), yields
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Uy
—clla'llz: =/ r(v) dv = R(uy) — R(u-), (25)
since [, #"i’ d§ =0 dueto(3). Thus —sgnc = sgn(R(uy) — R(u_)). In case of
a balanced potential the wave speed c is zero, hence the TWS is stationary.

Definition 4 Assume u_ > u,. A function r € C'(R) with r(uy) = 0 is

e monostable if r'(u_) < 0,r'(uy) >0and r(u) > 0foru € (uy,u_).
e bistable if r'(u+) < 0 and

<0 foru e (uy,uy),
>0 forue (uy,u_).

Ju, € Uy, u_) : r(u)[

o unstable if r'(us) > 0.

We chose a very narrow definition compared to [56]. Moreover, in most appli-
cations of reaction-diffusion equations a quantity # models a density of a sub-
stance/population. In these situations only nonnegative states uy and functions u
are of interest.

If a TWS (i, ¢) exists, then a closer inspection of the eigenvalues (24) at (u, 0)
indicates the geometry of the profile u for large &:

2 dor' () >0 TWS with monotone decreasing profile u for large &;
¢ —4a0r (U
1<0 TWS with oscillating profile # for large &.

Proposition 4 ([56, Sect.2.2]) Assume o > 0andu_ > u,.

e [fr is monostable, then there exists a positive constant c, such that for all ¢ > c,
there exists a monotone TWS (i, c) of (20) in the sense of Definition 1. For ¢ < c,
no such monotone TWS exists (however oscillatory TWS may exist).

e If r is bistable, then there exists an (up to translations) unique monotone TWS
(i, ¢) of (20) in the sense of Definition 1.

e [fr is unstable, then there does not exist a monotone TWS (u, c) of (20).

3.2 Korteweg-de Vries-Burgers Equation (KdVB)

A generalized KdVB equation is a scalar partial differential equation
du+ 3, f(u) =ed’u+83’u, xeR, t>0, (26)
for some flux function f : R — R as well as constants ¢ > 0 and § € R. The TWP

for given endstates u is to study the existence of a TWS (u, ¢) for (26) in the sense
of Definition 1. The importance of the TWP for KdVB equations in the shock wave
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theory of (scalar) hyperbolic conservation laws is discussed in Sect. B. A TWS (u, ¢)
satisfies the TWE

—cu' + ffayu =eu”" +8u”", £eR, 27
or integrating on (—o0, £] and using (3),
h) = f@) —cit — (f(u_)—cu_)=ci' +6u", &ecR. (28)

Connection with reaction-diffusion equation. A TWS u(x,t) = u(x — ct) of a
generalized Korteweg-de Vries-Burgers equation (26) satisfies TWE (28). Thus
v(x,t) =u(x —et)is a TWS (u, ¢) of the reaction-diffusion equation

dv=—h(v)+38%v, xeR, t>0. (29)

Phase plane analysis. Following the analysis of TWE (21) for a reaction-diffusion
equation (20) with r (1) = —h(u) and 0 = §, necessary conditions on the parameters
can be identified. First, a TWE is rewritten as a system of first-order ODEs with vector
field F. Then the condition on stationary states implies that endstates . and wave
speed ¢ have to satisfy

flug) = flu) =cluy —u). (30)

This condition is known in shock wave theory as Rankine—Hugoniot condition (B.4)
on the shock triple (u_, u; c). The (nonlinear) stability of hyperbolic stationary
states (uy, vs) of F is determined by the eigenvalues

Le , Ve? 450 u)

Ap=——=
T 705 215]

€29

of the Jacobian D F'(uy, vy). If ¢, § > 0, then (14, 0) is always either a saddle or stable
node, and 7'(u_) = f'(u_) — ¢ > 0 ensures that (u_, 0) is unstable. For example,
Lax’ entropy condition (B.5),i.e. f'(uy) < ¢ < f'(u_), implies the latter condition.

Convex Flux Functions

Theorem 2 Suppose f € C2(R) is a strictly convex function. Let &, § be positive
and let (u_, uy; c) satisfy the Rankine—Hugoniot condition (B.4) and the entropy
condition (B.5), i.e. u_ > u.. Then, there exists an (up to translations) unique TWS
(i, ) of (26) in the sense of Definition 1.

Proof We consider the associated reaction-diffusion equation (29),i.e. o,u = r(u) +
88?14 with r(u) = —h(u). Due to (B.4) and (B.5), r(u) is monostable in the sense
of Definition 4. Moreover, function r is strictly concave, since r”(u) = — f" (u)
and f € C*(R) is strictly convex. In fact, (14, 0) are the only stationary points of
system (22), where (u_, 0) is a saddle point and (u#, 0) is a stable node. Thus,
for all wave speeds ¢ there exists a TWS (u, &) — with possibly oscillatory pro-
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file u — of reaction-diffusion equation (29). Moreover, (i, c¢) is a TWS of (26),
due to (27)—(29). [l

The TWP for KdVB equations (26) with Burgers’ flux f(u) = u®> has been
investigated in [16]. The sign of § in (26) is irrelevant, since it can be changed
by a transformation x = —x and u(x, t) = —u(x, t), see also [41]. First, the results
in Theorem 2 on the existence of TWS and geometry of its profiles are proven. More
importantly, the authors investigate the convergence of profiles i (£; €, §) in the limits
e — 0,8 — 0, as well as € and § tending to zero simultaneously. Assuming that the
ratio §/&% remains bounded, they show that the TWS converge to the classical Lax
shocks for this vanishing diffusive-dispersive regularization [16].

Concave-Convex Flux Functions

Definition 5 ([45]) A function f € C3(R) is called concave-convex if
uf’(u)y >0 Yu#0, f"0) #0, linr:l f'(u) =+o0. (32)
U—> o0

Here the single inflection point is shifted without loss of generality to the origin. We
consider a cubic flux function f(u) = u? as the prototypical concave-convex flux
function with a single inflection point, see [39, 45].

Proposition 5 ([38, 41]) Suppose f(u) = u’ and & > 0.

(a) If § <0 then a TWS (u, c) of (26) exists if and only if (u_, uy; c) satisfy the
Rankine—Hugoniot condition (B.4) and the entropy condition (B.5).
(b) If § > 0 then a TWS (u, c¢) of (26) exists foru_ > 0 if and only if u, € S(u_)

with
Swoy= {7 pu- =2 (33)
{mu_+pYU[-Bu) ifu_>28,
where the coefficient B is given by = ‘/Ti %

Proof Following the discussion from (26)—(29), we consider the associated reaction-
diffusion equation (29), i.e. o,u = r(u) + 88fu with r(u) = —h(u). From this point
of view, we need to classify the reaction term r(u) = —h(u): Whereas r(u_) =0
by definition, r(u) = 0 if and only if (u_, u,; c) satisfies the Rankine—Hugoniot
condition (B.4). The Rankine—Hugoniot condition implies ¢ = ui Fuy u_ +u’.
Hence, the reaction term (1) has a factorization

ru) =—w —u —cu—u))=—@—u_) w—uy) Utusy+u_) (34

Thus, r(u) is a cubic polynomial with three roots u; < u, < us, such that r(u) =
—(u —uy)(u —ur)(u — u3). In case of distinct roots u; < u, < us we deduce
r'(u1) <0, r'(uz) > 0 and r'(u3) < 0. The ordering of the roots uy and u, =
—u_ — uy depending on u is visualized in Fig.2. Next, we will discuss the results
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Fig. 2 Classification of the cubic reaction function r (1) = —h(u) in (34) depending on its roots
u_,uq and u, = —u_ — u4 according to Definition 4

in Proposition 5(b) (for u_ > 0 and § > 0) via results on the existence of TWS for
a reaction-diffusion equation (29).

1.

Foru, < u, < u_,function r(u) is bistable, see also Fig. 2. Due to Proposition 4,
there exists an (up to translations) unique TWS (u, &) with possibly negative
wave speed. Under our assumption that the wave speed ¢ is positive, relation (25)
yields the restriction —u, > u_. In fact, for u_ > 28 and u; = —u_ + B there
exists a TWS (u, ¢) for reaction-diffusion equation (29), see [41, Theorem 3.4].
The function r is bistable with u, = —u_ — u, = —f, hence f’'(uy) > c. This
violates Lax’ entropy condition (B.5) and is known in the shock wave theory as
a slow undercompressive shock [45].

For u, < u, < u_, function r (1) is monostable, see Fig.2. Due to Proposition 4,
there exists a critical wave speed c,, such that monotone TWS (i, €) for (29)
exist for all ¢ > c,. However, not all endstates (u#_, u,) in the subset defined
by u, < uy < u_ admit a TWS (u, ¢), see (33) and Fig.3b. The TWS (u, ¢)
associated to non-classical shocks appear again, with reversed roles for the roots
uy and u,: Foru_ > 28 and u, = —p, there exists a TWS (u, ¢) for reaction-
diffusion equation (29), see [41, Theorem 3.4]. These TWS form a horizontal
halfline in Fig. 3b and divides the set defined by u, < u; < u_ into two subsets.
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In particular, TWS exist only for endstates (#_, ) in the subset above this
halfline.

3. Foru, <u_ < u,,functionr(u) = — h(u) satisfiesr (u) <Oforallu € (uy,u_),
see also Fig.2. Thus the necessary condition (25) can not be fulfilled for positive
¢ = ¢, hence there exists no TWS (i, ¢) for the reaction-diffusion equation.

4. For u, < u_ < u,, function r(u) is monostable with reversed roles of the end-
states u, see Fig.2. Due to Proposition 4, there exists a TWS (i, ¢) however
satisfying limg_, w00 (§) = u~.

If § = 0, then equation (26) is a viscous conservation law, and its TWE (28) is a
simple ODE —eit’ = r(u) with r(u) = —h(u). Thus a heteroclinic orbit exists only
for monostable r(u), i.e. if the unstable node u_ and the stable node u are not
separated by any other root of r.

If § < 0, then we rewrite TWE (28) as ¢it’ = h(u) + |8|i”. It is associated to a
reaction-diffusion equation d,u = h(u) + |8|8§u viaa TWS ansatz u(x, t) = u(x —
(—e&)t); note the change of sign for the wave speed. If u, < u, < u_ then h(u)
is an unstable reaction function. Thus there exists no TWS (i, —¢) according to
Proposition 4. If u, < u, < u_ then function h(u) = —r(u) satisfies h(u) < 0 for
allu € (uy, u_), see also Fig. 2. The necessary condition (25) is still fine, since also
the sign of the wave speed changed. In contrast to the case § > 0, there exists no
TWS connecting u_ with u,., which would indicate a bifurcation. Thus, the existence
of TWS for all pairs (u_, u.) in the subset defined by u, < u < u_ can be proven.
The TWP for other pairs (u_, u, ) is discussed similarly. ([

4 TWP for Nonlocal Evolution Equations

4.1 Reaction-Diffusion Equations

The first example of a reaction-diffusion equation with nonlocal diffusion is the
integro-differential equation

ou=J*u—u+r(m), t>0, xelR, (35)

for some even, non-negative function J with mass one, i.e. for all x € R
JeC®). 120, J)=J(-x). / J») dy=1,  (6)
R

and some function r. The operator Z[u] = J * u — u is a Lévy operator, see (13),
which models nonlocal diffusion. It is the infinitesimal generator of a compound
Poisson stochastic process, which is a pure jump process.

The TWP for given endstates u is to study the existence of a TWS (u, ¢) for (35)
in the sense of Definition 1. Such a TWS (i, ¢) satisfies the TWE —cit' = J x i —
u + r(u) for & € R. Next, we recall some results on the TWP for (35), which will
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Fig. 3 a Classification of reaction function r in (34) depending on its roots u_, u4 and u, =
—u_ — uy according to Definition 4; b Endstates u in the shaded region and on the thick line
can be connected by TWS of the cubic KdVB equation; TWS in the shaded region and on the
thick line are associated to classical and non-classical shocks of d,u + d,u> = 0, respectively.
For a classical shock the shock triple satisfies Lax’ entropy condition f'(u—) > ¢ > f'(uy); i.e.
characteristics in the Riemann problem meet at the shock. In contrast, the non-classical shocks are
of slow undercompressive type, i.e. characteristics in the Riemann problem cross the shock

depend crucially on the type of reaction function r and the tail behavior of a kernel
function J. We will present the existence of TWS with monotone decreasing profiles
u, which will follow from the cited literature after a suitable transformation.

Proposition 6 ((monostable [27]), (bistable [14, 24])) Suppose u_ > u and con-
sider reaction functions r in the sense of Definition 4. Suppose J € W"1(R) and its
continuous representative satisfies (36).

e If r is monostable and there exists % > 0 such that [, J(y) exp(ry) dy < oo
then there exists a positive constant c, such that for all ¢ > c, there exists a
monotone TWS (i, c) of (35). For ¢ < ¢, no such monotone TWS exists.

e [fr is bistable and fR [y|J(y) dy < oo, then there exists an (up to translations)
unique monotone TWS (u, c¢) of (35).

For monostable reaction functions, the tail behavior of kernel function J is very
important. There exist kernel functions J, such that TWS exist only for bistable —
but not for monostable — reaction functions r, see [58]. The prime example are kernel
functions J which decay more slowly than any exponentially decaying function as
|x| — oo in the sense that J(x) exp(n|x|) — oo as |x| — oo forall n > 0.

For reaction-diffusion equations of bistable type, Chen established a unified
approach [24] to prove the existence, uniqueness and asymptotic stability with expo-
nential decay of traveling wave solutions. The results are established for a subclass
of nonlinear nonlocal evolution equations
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du(x,t) = u(-,t)](x) for (x,r) e Rx (0, T],

where the nonlinear operator .7 is assumed to

(a) be independent of 7;
(b) generate a L semigroup;
(c) be translational invariant, i.e. .o satisfies for all u € dom .7 the identity

Au-+h))x) = AuG)](x+h) Vx,heR.

Consequently, there exists a function r : R — R which is defined by </[v1] =
r(v)1 for v € R and the constant function 1 : R — R, x +> 1. This function r
is assumed to be bistable in the sense of Definition 4;

(d) satisfy acomparison principle: If 9,u > o/[u], 9,v < &/[v]and u(-,0) > v(-, 0),
then u(-,t) > v(-,t) forall t > 0.

Chen’s approach relies on the comparison principle and the construction of sub-
and supersolutions for any given traveling wave solution. Importantly, the method
does not depend on the balance of the potential. More quantitative versions of the
assumptions on <7 are needed in the proofs. Finally integro-differential evolution
equations

du=ed’u+Gu, Jy *S' ), ..., J,* S"(u)) (37)

are considered for some diffusion constant ¢ > 0, smooth functions G and S¥, and
kernel functions J; € C'(R) N W' (R) satisfying (36) where k = 1, ..., n. Addi-
tional assumptions on the model parameters guarantee that (37) can be
interpreted as a reaction-diffusion equation with bistable reaction function including
Egs. (20) and (35) as special cases.

Another example of reaction-diffusion equations with nonlocal diffusion are the
integro-differential equations

ou=Dju+rm), t>0, xeR, (38)

for a (particle) density u = u(x, t), some function r = r(u), and a Riesz—Feller
operator Dg with (a, ) € D, ¢. The nonlocal Riesz—Feller operators are models for
superdiffusion, where from a probabilistic view point a cloud of particle is assumed to
spread faster than by following Brownian motion. Integro-differential equation (38)
can be derived as a macroscopic equation for a particle density in the limit of modified
Continuous Time Random Walk (CTRW), see [48]. In the applied sciences, Eq. (38)
has found many applications, see [54, 57] for extensive reviews on modeling, formal
analysis and numerical simulations.

The TWP for given endstates u is to study the existence of a TWS (u, ¢) for (38)
in the sense of Definition 1. Such a TWS (u, ¢) satisfies the TWE

—ciu' =Dgiu+r@), £€R. (39)
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First we collect mathematical rigorous results about the TWP associated to (38) in
case of the fractional Laplacian Dfj = —(—A)? for a € (0, 2), i.e. a Riesz—Feller
operator Dy with 6 = 0.

Proposition 7 ((monostable [17, 18, 34]), (bistable [19-21, 25, 37, 50])) Suppose
u_ > uy. Consider the TWP for reaction-diffusion equation (38) with functions r in
the sense of Definition 4 and fractional Laplacian D{, i.e. symmetric Riesz—Feller
operators Dy with0 < a <2 and 6 = 0.

e [fr is monostable then there does not exist any TWS (u, c) of (38).
e [frisbistable then there exists an (up to translations) unique monotone TWS (i, c)

of (38).

For monostable reaction functions, Cabré and Roquejoffre prove that a front moves
exponentially in time [17, 18]. They note that the genuine algebraic decay of the
heat kernels G associated to fractional Laplacians is essential to prove the result,
which implies that no TWS with constant wave speed can exist. Engler [34] con-
sidered the TWP for (38) for a different class of monostable reaction functions
r and non-extremal Riesz—Feller operators D§ with (a,6) € ©, and D, :=
{(a,0) € D,0]|10| < min{a,2 —a}}. Again the associated heat kernels Gy(x, 1)
with (a, 0) € ’DIQ decay algebraically in the limits x — o0, see [47].

To our knowledge, we established the first result [6] on existence, uniqueness
(up to translations) and stability of traveling wave solutions of (38) with Riesz—
Feller operators Dy for (a, ) € D, with 1 < a < 2 and bistable functions . We
present our results for monotone decreasing profiles, which can be inferred from our
original result after a suitable transformation.

Theorem 3 ([6]) Supposeu_ > uy, (a,0) € Dygwithl <a < 2,andr € C*(R)
is a bistable reaction function. Then there exists an (up to translations) unique
monotone decreasing TWS (u, ¢) of (38) in the sense of Definition 1.

The technical details of the proof are contained in [6], whereas in [5] we give a
concise overview of the proof strategy and visualize the results also numerically. In
a forthcoming article [4], we extend the results to all non-trivial Riesz—Feller opera-
tors Dg with (a, 8) € D7 ,. The smoothness assumption on r is convenient, but not
essential. To prove Theorem 3, we follow — up to some modifications — the approach
of Chen [24]. It relies on a strict comparison principle and the construction of sub-
and supersolutions for any given TWS. His quantitative assumptions on operator &/
are too strict, such that his results are not directly applicable. A modification allows
to cover the TWP for (38) for all Riesz—Feller operators Dy with 1 < a < 2 also for
non-zero 6, and all bistable functions r regardless of the balance of the potential.

Next, we quickly review different methods to study the TWP of reaction-diffusion
equation (38) with bistable function r and fractional Laplacian. In case of a classical
reaction-diffusion equation (20), the existence of a TWS can be studied via phase-
plane analysis [13, 35]. This method has no obvious generalization to our TWP
for (38), since its traveling wave equation (39) is an integro-differential equation.
The variational approach has been focused — so far — on symmetric diffusion oper-
ators such as fractional Laplacians and on balanced potentials, hence covering only
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stationary traveling waves [50]. Independently, the same results are achieved in [19—
21] by relating the stationary TWE (39)y—¢ —o via [22] to a boundary value problem
for a nonlinear partial differential equation. The homotopy to a simpler TWP has been
used to prove the existence of TWS in case of (35), and (38)y—o with unbalanced
potential [37].

Chmaj [25] also considers the TWP for (38)y—¢ with general bistable func-
tions r. He approximates a given fractional Laplacian by a family of operators
Je % u — ([ Je)u such that lim,_o J, * u — ([ J)u = Du in an appropriate sense.
This allows him to obtain a TWS of (38)y— with general bistable function r as the
limit of the TWS u, of (35) associated to (J;).>0. It might be possible to modify
Chmaj’s approach to study reaction-diffusion equation (38) with asymmetric Riesz—
Feller operators. This would give an alternative existence proof for TWS in Theo-
rem 3. However, Chen’s approach allows to establish uniqueness (up to translations)
and stability of TWS as well.

4.2 Nonlocal Korteweg-de Vries-Burgers Equation

First we consider the integro-differential equation in multi-dimensions d > 1
d
a,u—i—axf(u):eAxu—i—yszz Gek0u—du), xeR', >0, (40)
j=1

for parameters ¢ > 0, y € R, a smooth even non-negative function ¢ with com-
pact support and unit mass, i.e. fle ¢(x) dx =1, and the rescaled kernel func-
tion ¢, (x) = ¢ (x/g)/e“. It has been derived as a model for phase transitions with
long range interactions close to the surface, which supports planar TWS associated
to undercompressive shocks of (B.1), see [52]. A planar TWS (i, c) is a solution
u(x,t) = it(x — cte) for some fixed vector e € R?, such that the profile is transported
in direction e. The existence of planar TWS is proven by reducing the problem to
a one-dimensional TWP for (40),-;, identifying the associated reaction-diffusion
equation (35) and using results in Proposition 6. For cubic flux function #>, the exis-
tence of planar TWS associated to undercompressive shocks of (B.1) is established.
Moreover, the well-posedness of its Cauchy problem and the convergence of solu-
tions u® as ¢ N\ 0 have been studied [52].
Another example is the fractal Korteweg-de Vries-Burgers equation

du + O f(u) = €3, P%u + 83Ju, xR, t>0, 41)

for some & > 0 and § € R.

Equation (41) with « = 1/3 has been derived as a model for shallow water flows,
by performing formal asymptotic expansions associated to the triple-deck (boundary
layer) theory in fluid mechanics, e.g. see [44, 55]. In particular, the situations of
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one-layer and two-layer shallow water flows have been considered, which yield a
quadratic (one layer) and cubic flux function (two layer), respectively. In the mono-
graph [49], similar models are considered and the well-posedness of the initial value
problem and possible wave-breaking are studied.

The TWP for given endstates u is to study the existence of a TWS (i, ¢) for (41)
in the sense of Definition 1. Such a TWS (u, ¢) satisfies the TWE

h(@) := f@@) — fu_) —cli —u_) =%+ 8i" . (42)

We obtain a necessary condition for the existence of TWS — see also (25) — by
multiplying the TWE with i’ and integrating on R,

/ h(u) du =8/OO @ 7Ua(E) dE >0, 43)

— oo

where the last inequality follows from (A.1).
Connection with reaction-diffusion equation. If a TWS (u, c) for (41) exists, then
u(x,t) = u(x) is a stationary TWS (i, 0) of the evolution equation

du=—e2% —87u+h(u), xeR, t>0. (44)

Tointerpret Eq. (44) as areaction-diffusion equation, we need to verify that —e % u —
89%u is adiffusion operator, e.g. that —e DSu— 6 d2u generates a positivity preserving
semigroup.

Lemma 1 Suppose 0 < o < 1 and y,, y» € R. The operator y, 2%¢u + y20%u is a
Lévy operator if and only if y; < 0 and y, > 0. Moreover, the associated heat kernel
is strictly positive if and only if y» > 0.

Proof For a € (0, 1), the operator —% is a Riesz—Feller operator D%, and gen-
erates a positivity preserving convolution semigroup with a Lévy stable probability
distribution G¥ , as its kernel. The probability distribution is absolutely continuous
with respect to Lebesgue measure and its density has support on a half-line [47].
For example the kernel associated to —2'/? is the Lévy—Smirnov distribution. Thus,
for yy < 0and y, > 0, the operator y; Z%u + ¥202u is a Lévy operator, because it is
a linear combination of Lévy operators. Using the notation for Fourier symbols of
Riesz—Feller operators, the partial Fourier transform of equation

du = —n|12°[ul + y23;u

is given by 8,.Z [u](k) = (|y11¥*, (k) — y2k?).F [u](k). Therefore, the operator gen-
erates a convolution semigroup with heat kernel

Fexpl(Ini 192, (k) — y2k®) t1(x) = G, (., [y11t) * G (-, yat) (x) ,
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which is the convolution of two probability densities. The kernel is positive on R
since probability densities are non-negative on R and the normal distribution G% is
positive on R for positive ;.

The operator @j‘ﬁ for o € (0, 1) is not a Riesz—Feller operator, see Fig. 1, and it
generates a semigroup which is not positivity preserving. Therefore, this operator
and any linear combination with it for y; > 0 is not a Lévy operator. ]

Convex Flux Functions

Proposition 8 Consider (41) with 0 < « < 1, § € R and strictly convex flux func-
tion f € C3(R). For a shock triple (u_,u,;c) satisfying the Rankine—Hugoniot
condition (B.4), a non-constant TWS (u, c¢) can exist if and only if Lax’ entropy
condition (B.5) is fulfilled, i.e. u_ > u,.

Proof The Rankine—Hugoniot condition (B.4) ensures that #(u) in (42) has exactly
two roots u. If Lax’ entropy condition (B.5) is fulfilled, then u_ > u, and —h(u)
is monostable in the sense of Definition 4. Thus, the necessary condition (43) is

satisfied. If u_ = u then (43) implies that i is a constant function satisfying it = u..
Ifu_ < u, then —h(u) is monostable in the sense of Definition 4 with reversed roles
of u. Thus, the necessary condition (43) is not satisfied. O

Next, we recall some existence result which have been obtained by directly study-
ing the TWE. In an Addendum [28], we removed an initial assumption on the solv-
ability of the linearized TWE.

Theorem 4 ([3]) Consider (41) with 6 = 0 and convex flux function f(u). For a
shock triple (u_, uy; c) satisfying (B.4) and (B.5), there exists a monotone TWS of
(41) in the sense of Definition 1, whose profile u € C bl (R) is unique (up to transla-
tions) among all functions u € u_ + H*(—o0, 0) N C,; (R).

This positive existence result is consistent with the negative existence result in Propo-
sition 7 and Engler [34] for (38) with non-extremal Riesz—Feller operators Dy for
(a,0) € @ZG. The reason is that —2¢ for 0 < o < 1 is the generator of a convo-
lution semigroup with a one-sided strictly stable probability density function as its
heat kernel; in contrast to heat kernels with genuine algebraic decay [17, 18, 34].

Theorem 5 ([2]) Consider (41) with flux function f(u) = u2/2. For a shock triple
(u_,uy;c) satisfying (B.4) and (B.5), there exists a TWS of (41) in the sense of
Definition 1, whose profile u is unique (up to translations) among all functions
u €u_+ H*(—00,0) N C}(R).

If dispersion dominates diffusion then the profile of a TWS (u, c¢) will be oscillatory
in the limit§ — oo. For a classical KdVB equation this geometry of profiles depends
on the ratio £2/8 and the threshold can be determined explicitly.

Concave-convex flux functions. We consider a cubic flux function f(u) = u> as
the prototypical concave-convex flux function. Again the necessary condition (43)
and the classification of function h(u) = —r(u) in Fig.2 can be used to identify
non-admissible shock triples (u_, u4; c) for the TWP of (41).
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We conjecture that a statement analogous to Proposition 5 holds true. Of special
interest is again the occurrence of TWS (i, ¢) associated to non-classical shocks,
which are only expected in case of (41) with e > 0 and § > 0.

Proposition 9 Suppose f(u) = u’ and & > 0.

1. If 6 <0 then a TWS (u, ¢) of (41) exists if and only if (u_,u; c) satisfy the
Rankine—Hugoniot condition (B.4) and the entropy condition (B.5).

2. Conjecture: If § > 0 then a TWS (u, c) of (41) exists for u_ > 0 if and only if
uy € S(u-) for some set S(u_) similar to (33).

Proof (Sketch of proof) If § = 0, then Eq.(41) is a viscous conservation law, and
its TWE (42) is a fractional differential equation ¢ Z{ i = h(i). Thus a heteroclinic
orbit exists only for monostable —A(u), i.e. if the unstable node u_ and the stable
node u . are not separated by any other root of 4. This follows from Theorem 4 and
its proof in [3, 28].

If § < 0, then the TWE (42) is associated to a reaction-diffusion equation (44) via
a stationary TWS ansatz u(x, t) = u(x). First we note that a stronger version of the
necessary condition (43) is available

§ §
/ h(@)i'(y) dy = 8/ W P%u(y) dy =0, VéeR, (45)

o0 —00

see [2]. If uy < u, < u_ then h(u) is an unstable reaction function, see Fig. 2. Thus
there exists no TWS in the sense of Definition 1 satisfying the necessary condi-
tion (45). If u, < uy < u_ then function —h(u) is monostable in the sense of Def-
inition 4 and the necessary condition (43) can be satisfied. The existence of a TWS
(u, ¢) can be proven by following the analysis in [2, 28]. The TWP for other pairs
(u—, uy) is discussed similarly.

If § > 0 then the occurrence of TWS (u, ¢) associated to non-classical shocks
is possible. Unlike in our previous examples, the associated evolution Eq.(44) is
not a reaction-diffusion equation, since —eZ§u — éiu” is not a Lévy operator. Espe-
cially, the results on existence of TWS for reaction-diffusion equations with bistable
reaction function can not be used to prove the existence of TWS (u, c) associated to
undercompressive shocks. Instead, we investigate the TWP directly [1], extending
the analysis in [2, 28] for Burgers’ flux to the cubic flux function f(u) = u>. (]

4.3 Fowler’s Equation

Fowler’s equation (8) for dune formation is a special case of the evolution equation

qu+ 3 f(u) =83iu —ed, Z%u, t>0, xeR, (46)
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with 0 < o < 1, positive constant ¢, § > 0 and flux function f. Here the fractional
derivative appears with the negative sign, but this instability is regularized by the
second order derivative. The initial value problem for (8) is well-posed in L2 [9].
However, it does not support a maximum principle, which is intuitive in the context
of the application due to underlying erosions [9]. The existence of TWS of (8) —
without assumptions (3) on the far-field behavior — has been proven [11].

For given endstates u ., the TWP for (46) is to study the existence of a TWS (u, ¢)
for (46) in the sense of Definition 1. Such a TWS (u, ¢) satisfies the TWE

h@) = f(@) — fu_) —cl@—u_) =8 —eP%, EcR. (47

For § = 0, the TWE reduces to a fractional differential equation e 2§u = —h(u),
which has been analyzed in [3, 28] for monostable functions —A ().
Equation (47) is also the TWE for a TWS (i, §) of an evolution equation

ou=—eP{u—h(u), xeR, t>0. (48)

For & > 0, the operator is —eZ%u is a Riesz—Feller operator ¢ D¥ , whose heat
kernel G*, has only support on a halfline. For a shock triple (u_, u,; c) satisfy-
ing the Rankine—Hugoniot condition (B.4), at least A (1) = 0 holds. Under these
assumptions, Eq.(48) is a reaction-diffusion equation with a Riesz—Feller operator
modeling diffusion.

The abstract method in [11] does not provide any information on the far-field
behavior. Thus, assume the existence of a TWS (i, ¢) in the sense of Definition 1,
for some shock triple (u_, u; c) satisfying the Rankine-Hugoniot condition (B.4).
Again, a necessary condition is obtained by multiplying TWE (47) with &’ and
integrating on R; hence,

/u+ h(u) du =/ @)? d& —/ W% dE (49)
u_ R R

The sign of the right hand side is not pre-determined since each integral is non-
negative, see also (A.1).

For a cubic flux function f(u) = u® and a shock triple (u_, u; c) satisfying the
Rankine—Hugoniot condition (B.4), we deduce a bistable reaction function r(u) =
—h(u) aslong as u; < —uy —u_ < u_ see Fig.2. However, since the heat kernel
has only support on a halfline, we can not obtain a strict comparison principle as
needed in Chen’s approach [4, 6, 24].
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Appendix A: Caputo Fractional Derivative on R

For o > 0, the (Gerasimov—)Caputo derivatives are defined as, see [42, 54],

£ (x) ifo=neNy,
f JARKG))

TFn—a) J—oo (x—yye=r+l

£ (x) ifa =neNp,

(2°f)(x) = ‘ (=1 oo f(y)

'n—a) Jx  (y—x)*—n+!

dy ifn—1<a <nforsomen e Nj.

(Z{N)x) = ‘

dy ifn—1<oa <nforsomen e Np.

Properties:

e Foro >0and A > 0
(75 exp(A-))(x) = A" exp(Ax) , (22 exp(—A-))(x) = A" exp(—Ax)

e For o > 0 and f € Z(R), a Caputo derivative is a Fourier multiplier operator
with (F 2¢ f)(k) = (A k)*(F f)(k) where (ik)* = exp(am isgn(k)/2).
e If u is the profile of a TWS (u, ¢) in the sense of Definition 1, then

/OO () Z%a(y) dy = ‘/ 7 (x )/ l”(y) dy dxr >0, (A

o0 x—)’|°‘

where the last inequality follows from [46, Theorem 9.8].

Appendix B: Shock Wave Theory for Scalar Conservation
Laws

A standard reference on the theory of conservation laws is [29], whereas [45] covers
the special topic of non-classical shock solutions. A scalar conservation law is a
partial differential equation

u+0,f(u)=0, t>0, xekR, (B.1)

for some flux function f : R — R.Fornonlinear functions f,itis well known that the
initial value problem (IVP) for (B.1) with smooth initial data may not have a classical
solution for all time ¢ > 0 (due to shock formation). However, weak solutions may
not be unique. The Riemann problems are a subclass of IVPs for (B.1), and especially
important in some numerical algorithms: For given u_, u, € R, find a weak solution
u(x, t) for the initial value problem of (B.1) with initial condition
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u_, x<0,

u(x,0) = [ (B.2)

uy, x>0.
Weak solutions of a Riemann problem that are discontinuous for # > 0 may not be
unique.

Example 1 A shock wave is a discontinuous solution of the Riemann problem,

u(x, 1) = [” , X<, (B.3)

u,, x>ct,
if the shock triple (u_, u; c) satisfies the Rankine—Hugoniot condition

fluy) = flu) =cluy —u). (B.4)

The Rankine—Hugoniot condition (B.4) is a necessary condition that u . are stationary
states of an associated TWE (28), see (30).

Shock Admissibility

Classical approaches to select a unique weak solution of the Riemann problem are

(a) Lax’ entropy condition:

fluy) <c< flu). (B.5)

It ensures that in the method of characteristics all characteristics enter the
shock/discontinuity of a shock solution (B.3). For convex flux function f, con-
dition (B.5) reduces to u_ > u.. Shocks satisfying (B.5) are also called Lax or
classical shocks. For non-convex flux functions f, also non-classical shocks can
arise in experiments, called slow undercompressive shocks if f’(uy) > ¢, and
fast undercompressive shocks if f'(uy) < c.

(b) Oleinik’s entropy condition.

fw) = flu) _ flus) = flu)

W—u_ Uy —U_

for allwbetweenu_ and u, . (B.6)

(c) Entropy solutions satisfying integral inequalities based on entropy-entropy flux
pairs, such as Kruzkov’s family of entropy-entropy flux pairs.

(d) Vanishing viscosity. In the classical vanishing viscosity approach, instead of (B.1)
one considers for ¢ > 0 equation

du+d fu)=ed’u, t>0, xekR, (B.7)
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where £32u models diffusive effects such as friction. Equation (B.7) is a par-
abolic equation, hence the Cauchy problem has global smooth solutions u® for
positive times, especially for Riemann data (B.2). An admissible weak solution
of the Riemann problem is identified by studying the limit of #® as & N\ 0.

In other applications, different higher order effects may be important.
For example, a nonlocal generalized KdVB equation (1) can be interpreted as
a scalar conservation law (B.1) with higher-order effects Z[u] := ¢.%[u] +
80y Lr[ul.

Already for convex functions f, the convergence of solutions of the regular-
ized equations (e.g. (1)) to solutions of (B.1) reveals a diverse solution struc-
ture. The solutions of viscous conservation laws (B.7) converge for ¢ N\ 0 to
Kruzkov entropy solutions of (B.1). In contrast, in case of KdVB equation (4)
with f(u) = u? the limit &, 8§ — 0 depends on the relative strength of diffusion
and dispersion:

e Weak dispersion: § = O(&?) fore — 0e.g. § = B&? for some B > 0.
TWS converge strongly to entropy solution of Burgers equation.

e Moderate dispersion: § = o(¢) for ¢ — 0 includes weak dispersion.
TWS converge strongly to entropy solution of Burgers equation, see [51].

e Strong dispersion: weak limit of TWS for ¢, — 0 may not be a weak
solution of Burgers equation.

For non-convex flux functions f, a TWS may converge to a weak solution
of (B.1) which is not an Kruzkov entropy solution, but a non-classical shock.

A simplistic shock admissibility criterion based on the vanishing viscosity

approach is the existence of TWS for a given shock triple:

Definition 6 (compare with [41]) A solution u of the Riemann problem is called
admissible (with respect to a fixed regularization %), if there exists a TWS (i, ¢) in
the sense of Definition 1 of the regularized equation (e.g. (1)) for every shock wave
with shock triple (u_, u; c) in the solution u.
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On a Vlasov-Poisson Plasma with Infinite
Charge and Velocities

Silvia Caprino

Abstract In this article I will overview some recent results on the Vlasov and the
Vlasov—Poisson equations, for a given initial particle distribution which is not L' in
space and has infinite support in the velocities.

Keywords Vlasov—Poisson equation - Magnetically confined plasma

1 Introduction

We consider a one-species, positively charged plasma whose time evolution is ruled
by the following Vlasov equations

ofx,v,t)+v-V, f(x,v,t)+(E(x,t)+F(x,v))-va(x,v,t)=O
E(x, z)—/| BE p(y.1)dy

p(x,t):/f(x,v, t)dv
f(x,v, 0) = f()(.x,V)

6]

where f (x, v, t) represents the plasma density, that is the distribution of charged par-
ticles at the point of the phase space (x, v) € R? x R? at time ¢, p(x, t) is the charge
in x attime ¢, E is the self-induced electric field and F is an external force acting on
the system. Notice that for F = 0 we get the usual Vlasov—Poisson equation.
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Equation (1) is a conservation equation for the density f along the characteristics
of the system, that is the solutions to the following problem:

X0 =V
V() = EX(@).0)+ F(X @), V(1) @)
(X(0), V(0) = (x.v),

where (X (¢), V(¢)) = (X(x, v, 1), V(x, v, 1)) denote position and velocity of a par-
ticle starting at time t = 0 from (x, v) and the particles are initially distributed by
Jox,v).

Since f is time-invariant along this motion, it is:

IfOllz> = [l foll~ = C. 3)

Asitis well known, solutions of (2) produce weak solutions of Eq. (1), which become
classical solutions whenever f(x, v, 0) is assumed smooth.

The above equations have been widely studied in the case F =0 and fy € L',
and the problem of the existence and uniqueness of its solutions is completely solved,
as it can be seen in many papers (we quote [7-9] and a nice review of many such
results in [6] for all). The subsequent problem of a spatial density not belonging
to L' has been investigated since many years by many authors, but here we only
quote papers [ 1-3], which will be discussed in our exposition. All the results in these
papers have been obtained in the hypothesis that the density has compact support in
the velocities, which actually seems somewhat unphysical. For this reason, in very
recent times the same authors have faced also the problem of a plasma whose particles
may have infinite velocities, even if “with low probability”, that is having the density
a sufficiently strong decay in the velocities. This has been done in papers [4, 5], and
our aim here is to briefly describe the problems and the results in both situations,
of infinite charge and of infinite velocities. This will be done in subsequent Sects. 2
and 3 in which we will illustrate the results in papers [2—5] respectively. In the spirit
of a review, we will only sketch the proofs of the results, which can be found in
extensive form in the papers.

2 The Case with Infinite Charge

In [2] and in [3] we have considered an infinitely extended plasma, confined in a
cylinder by an external magnetic field (F # 0) and in the whole space respectively
(F = 0). In both cases the density is assumed to have compact support in the veloci-
ties, while the spatial density is not supposed to be in L. In this case it is of primary
relevance to achieve a good position of the equations, since the electric field could
be infinite even at time = 0. To avoid this problem, we have assumed that the spa-
tial density, even if not integrable, is slightly decaying at infinity. Another problem
coming from the infinite charge of the plasma is that the total energy of the system,
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usually employed to get estimates on the spatial density, is infinite. We bypass this

difficulty by introducing the local energy, which is defined as follows.
For u € R and R > 0 we introduce the function,

go“*’*(x)=¢('x;“') )

with ¢ a smooth function such that:

er)=1if r € [0,1] 5)
e(r)=0if r € [2,+0) (6)
—2<¢'(r)<0. @)

Then the local energy is defined as

W, R, 1) = 1/dx (p”’R(x)/dv I f(x, v, 1)

1/dx "R (x)p(x, t)/dy"(y’z. (8)

Notice that the function W can be seen as a sort of energy of a bounded region,
which however takes into account the whole interaction with the rest of the particles.
We will make assumptions on fj such that it will be finite at time ¢+ = 0, and this
will enable us to prove, in both papers, the existence and uniqueness of the solution
globally in time, for initial data which are not L' in space.

2.1 A Magnetically Confined Plasma

In [2] the equation we consider is (2), in which we have chosen the external force F
to be a magnetic Lorentz force, confining the plasma in an infinite cylinder, that is,
if x = (x1, x2, x3) then

F(x,v) =vAB(x) 9

with
B = (h(x2 +x3) 0, O). (10)

The function £ is defined in the cylinder

D = xeR3:—oo<x1<+oo,05,/x§+x§<L] (11)
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and it is assumed to be non negative, smooth in D and diverging together with its
primitive as /x3 +x7 — L.
We consider a cylinder Dy C D

D0=[xeR3:—oo<x1<+oo,OS,/X%—i—x%gLo] (12)

for some Ly < L and define the set
So={ (v 1x € Do, vl < %) (13)

with ¥ a positive constant. Moreover, for any « > 0 we define the following family
of states:
T = {,0 - Dy — R* such that M; < C|i|‘“} (14)

with C a positive constant, i € Z/{0} and
M; = p(x)dx. (15)
i<x)<i+l1

In the following we set

Po(x) = / Sox,v)dv.

Notice that, if we restrict the domain of py(x) in Dy, then the magnetic field at time
t = 0is bounded.
Now we have all the ingredients to state the main result in [2].

Theorem 1 Let us fix an arbitrary positive time T. Let fy € L™ be supported on the
set Sy defined in (13) and py € F* witha > 0 arbitrary. Then there exists a solution
to system (2) in [0, T and continuous functions ¥ (t) and L(t) from [0, T] — RT,
satisfying V' (0) = %, L(0) = Loand 0 < sup,¢jo r; L(t) < L suchthat, for all times
t € [0, T], f(¢t) is supported on the set:

Sy ={(x,v) :x € Dy, v| =V (1)} (16)

D,=<x€R3:—oo<x1<+oo, O§,/x§+x§§L(t)] a7

and moreover p(t) € F where

with

F¢ =1 D, > R such thar M; = Clil}. (18)
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This solution is unique in the class of the characteristics distributed with f(t) €
L, supported on S, and belonging to V¥t € [0, T1.

Remark 1 The assumption for p to belong to the class (14) makes the electric field
E finite at time ¢ = 0. It can be satisfied in case that the spatial density, even being
not integrable, has a suitable decay at infinity, but also whenever py(x) is constant,
or has an oscillatory character, provided it has suitable support properties. Hence
this hypothesis allows for spatial densities which possibly do not belong to any L”
space.

The theorem is proved by considering a cut-off system, obtained by putting in
Eq. (1) the initial condition

fo' Ge,v) = folx, v)xpy (), (19)
being y ., the characteristic function of the set 2/ and
DY =Dyn{x eR*: |x;| < N}.

Letus set (X Nix,v, 1), VN(x, v, t)) to indicate the time evolved characteristics of
system (2) with initial distribution f;'. Then existence and uniqueness of solutions
to (2), together with property (18) are ensured, being the spatial support of f
compact. Moreover one can see that, provided we have a bound on the velocities,
then the confinement in the cylinder comes automatically. The following argument
proves this fact. For simplicity we omit the index N, which would indicate that we
are considering the time evolution of the cut-off system.

We put I(t) =,/ X%(t) + X% Writing by components Eq. (2) with initial datum
(44), after elementary calculation we get:

(VaXo + V3X3)h(I*) = Vo X3 — V3Xs + X2 E3 — X3 E;.
Denoting by H a primitive of /& and integrating in time we obtain,

1 [td

1
=5 [HEW) - HE )]

[ as[7260x:6) = Va9 %0) + X6 E19) = X290 Ex0)]- - 20)
0

H(I%(0)) is bounded by the hypotheses on £, while the assumptions on / imply
that H(I>(t)) — oo as [ — L. Hence, the left hand side in Eq. (20) goes to infinity
as [ — L. On the other hand, by integrating by parts the right hand side we have,
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/ ds [Va()X3(s) — V3(5)X2(5) + X2(5) E3(s) — X3(s) Ea(s)]
0
= [Va(s) X3(s) — Va(s)X2()]G

+/0 [X2(s) E3(X(5), 5) — X3(s) E2(X (), 5)]ds. 2L

If one has a bound on the velocities over the time interval [0, T'], it can be proven
that also the field E is bounded, so that by (21) the latter term in (20) is bounded.
Hence, not to get an absurd, the plasma does remain confined in a cylinder properly
contained in D, as stated before.

The previous argument shows that the main effort has to be done to find a bound
on the particle velocities, which is independent of the cut-off N. To this aim an
important role is played by the local energy. Putting W¥ for the function defined in
(8) relative to the evolution of the cut-off system, and setting

OM(R,1) = maxil, sup WV (i, R, r)} (22)
neR
YNy = sup sup |VV(x,v,s)] (23)

s€[0,7] (x,v)e DxR3

and

RY@t)y=1+ /0 YN (s)ds (24)

we can state the following result:

Proposition 1 There exists a constant C independent of N such that

OY(RY (1), 1) < COV (R (1), 0).

Since the assumptions on fON ensure that the function Q" is finite at time 7 = 0, the
above proposition shows that it remains finite at later times, and enables us to get
estimates on the spatial density p(x, t) and consequently on the electric field E (x, t).
This is sufficient to prove the theorem.

2.2 The Vlasov-Poisson Plasma in R3

In this case we consider a plasma in the whole of R? and its time evolution given
by the Vlasov—Poisson equation, that is Eq. (1) in which F = 0. In analogy with the
preceding case, we define W as in (8) and we set
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O(R,t) = max [ 1, sup W(u, R, t)] . 25)

neR

As before, for any « > 0 we define the following family of states:
FC) = {p:IR3—+IR+suchthm:AL < C|H‘“] (26)
with C a positive constant, i € Z*/{0} and

M; = p(x)dx. 27

li—x|<I1

Theorem 2 Let us fix an arbitrary positive time T. Let fy € L™ be supported on
the set
So={mixe®, v = %) (28)

with ¥, a positive constant. Moreover assume that py € F'7¢(Cy), with & arbitrary
and positive, and that for any R > 1

O(R,0) < CR”, 5<g (29)

with C a positive constant. Then there exists a solution to system (2) in [0, T].
Moreover this solution is unique among those distributed according to f(t) € L™,
which enjoys the following properties: it is supported at any time t € [0, T] on the
set

s={ewixer, pM=ro)

p(t) € FHE(C (1)) with & arbitrary and positive, being ¥ (t) and C(t) positive
continuous functions on [0, T] such that ¥ (0) = ¥y and C(0) = Cy and finally, for
any R > 1

Q(R,1) <CR* ﬁ<g (30)

with C a positive constant.

3 The Case with Infinite Charge and Velocities

In this section we illustrate some results obtained removing, in the two preceding
systems, the assumption for the density to be compactly supported in the velocities.
More precisely, we consider a plasma having infinite charge and velocities, and we
assume that its density is slowly decaying in space (not integrably) and Gaussian



80 S. Caprino

in the velocities. As in the previous cases, these hypotheses allow to well pose the
problem, and make the local energy bounded at time ¢+ = 0. Because of this new
setup, we will look for bounds on the velocity of any single particle, for a fixed
initial (x, v), over an arbitrary time interval [0, T].

3.1 A Magnetically Confined Plasma

In [4] we have considered the same model as in [2]. In order to have the confinement
of the plasma we have to assume that the magnetic field is sufficiently strongly
diverging on the walls of the cylinder. More precisely, we define as before

F(x,v) =v A B(x)
B = (h(x; +x3),0,0). (31)
but we ask for the function 4 to satisfy

1
2 .

wherer =, /x% + x%. As before we consider a plasma initially confined in a cylinder

Dy C D, in order to have a finite magnetic field at time t = 0, and we introduce the
family of states (14). We prove the following result:

Theorem 3 Let us fix an arbitrary positive time T. Assume that the field B satisfies
(31). Let fo(x, v) be supported on Dy x R? and satisfy the two following hypotheses:

0 < folx,v) < Coe " (33)
5
po(x) € F¢ a > 5 (34)

for some positive constants Cy and ).
Then there exists a solution to system (2) in [0, T such that, forany (x,v) € Dy x R,

SUPg</<T X,>(1)? 4+ X3(t)? < L. Moreover
0< f(x,v.1) <Ce ™ (35)

for some positive constants C and A and, for any i € 7./{0},

log(1 + |i
/ o) dx < c 28U TID (36)
i<xi<i+l li]«

This solution is unique in the class of those satisfying (35) and (36).
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3.2 The Vlasov-Poisson Plasma in R3

In [5] we prove the following two theorems.

Theorem 4 Let us fix an arbitrary positive time T. Let fy satisfy the following
hypotheses:
ol
0 < folx,v) < Coe ™" g(Ix]) 37)

where is g a bounded, continuous function satisfying, for any i € 7> /{0},
1
g(x]) dx < CI'IT“ Ve>1/15 (38)
li—x|<1 i|>te

being 1, Co and C positive constants. Then there exists a solution to Eq.(2) on [0, T
and positive constants C and A such that

0< fx,v,1) < Ce (39)
and for any i € 73 /{0}

3
log? (1 + i
/ p(x, 1) dx < c%ﬁ'l'). (40)
li—x|<1 l

This solution is unique in the class of those satisfying (39) and (40).

Remark 2 Making the more strict assumption on the spatial density to be point-wise
decreasing for large |x| in place of hypothesis (38), allows us to improve the thesis
of Theorem 4. Indeed, we are able to show that at any time ¢ € [0, T] p(¢) keeps the
same decreasing property, which is the object of the next theorem.

Theorem 5 Let us fix an arbitrary positive time T. Let fy satisfy the following
hypotheses:
ol
0 < folx,v) < Coe ™" g(Ix]) (41)

where is g a bounded, continuous, not increasing function such that, for |x| > 1
1
g(x]) = CW Ve>1/15 (42)

being 1, Co and C positive constants. Then there exists a solution to Eq.(2) on [0, T
and positive constants C and A such that

0< flx,v,0) < Ce ™M g(lx]). 43)

This solution is unique in the class of those satisfying (43).
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3.3 Proof of Theorem 5

We want to briefly sketch the proof of this theorem, as a paradigm of the kind of
proofs of Theorems 3 and 4.
We introduce a cut-off system, obtained by putting in Eq. (1) the initial condition

e, v) = fole, vxilvl < N} (44)

We consider Eq.(2) for the characteristics, with initial distribution fON , and set
(XN (1), VN (1)) for position and velocity in this dynamics of a point particle which
isin (x, v) at time ¢ = 0. The solutions for such system are known to exist by the
preceding results in Sect. 2, being the velocity support of the density compact. From
now on all the functions relative to this dynamics will be indexed by N.

The main job is to get a fine bound on the electric field. Recalling the definition

N = sup  sup [V (x,v,9)
s€[0,¢] (x,v)eR3xR3

by means of the local energy we can prove the following estimate:

Proposition 2 There exists a positive constant C such that, foranyt € [0, T] :

—¢ 2
<o < —-

9 3

/ |EN(x, 9)lds < C[vM )]
0

being ¢ the one in (38).

The proof of this proposition is quite lengthy and involved, and is devoted to find
the exponent o, which is suited for our purposes. A consequence of this result is the
following

Corollary 1

vN(T)<CN (45)
pN(x,1) < CN* (46)
OY(RN(1),1) < CN'2, 47)

At this point we consider the time evolved of the point (x, v) in the phase space, in
the N-th and in the (N + 1)-th dynamics, that is we consider (X" (1), V¥ (1)) and
(XV+1(#), V¥*1(1)), the solutions to Eq.(2) with initial condition f;* and f,'*'
respectively given by (44). We set
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sN@) = sup IXN(t) — XV @)
(x.V)ER? x B(O,N)

where B(0, N) = {v : |v| < N}, and we prove the following result:

Proposition 3 Foranyt € [0, T] it holds

t 13
SN(x,v, 1) < c/ dtl/ldtg [N3°‘8N(12) (Jlog 8™ (1) +1)+e—%N2]_ (48)
0 0

We do not give its proof, but the above result enables us to prove what follows. Put

() = sup  [VN@) — vV @)
(x,v)eR3xB(0,N)

and
o™ () = max{s" (1), n" (1)}
Hence we have

Proposition 4 There exists a positive constant C such that

sup oV (r) < C7N, (49)
tel0,T]

This result is obviously conclusive for the proof of Theorem 5.

We prove the proposition for the quantity 8V (¢), being the proof for " (¢) similar
and easier.

Notice that estimate (48) is not linear in 8" (¢), while we would like to iterate it
in time. However, it is easily seen that if » € (0, 1), for any a € (0, 1) the following
inequality holds by convexity:

r(Jlogr|+1) <r|logal + a.

Hence, for V(1) < 1, Proposition 3 gives us, forany a < 1,

t 151
SN(x,v,t)gC/ dtl/ dn, [N3“ (5N(r2)|1oga|+a)+e—%'v2]. (50)
0 0

On the other side, in case 8V (t) > 1, it easily seen that estimate (48) would be linear,
that is

t 5] .
Ny < c/ d;l/ dt [N3“5N(z2)+e-%N2]. (51)
0 0
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Hence, in case 8" (1) < 1, choosing a = ¢~2"" in (50), we get
t h .
Vi) < C / dn / dn, [N3"‘+28N(t2) + e‘zNz] . (52)
0 0

Now we are in condition to iterate inequality (48), by inserting in the integral the
same estimate for 8" (). We make k iterations up to time 7, and at the last step we
use the estimate sup, ;o ;8" (/) < CN, which comes from (45). Notice that at any
step we get a double factorial at the denominator, due to the double time integration,
obtaining

NGa+2i T2 ok Ny Ga+2k 2k

k—
N —4N? ¢
sN(t) < CNe Z“ @ + a0 (53)

where C stands as ever for a positive constant. The latter term is exponentially
vanishing as N — oo, provided k > N©**2_ For the former term we have

k 1 o 1 1 3
CINCHT  Jern(ier) (54)
~ @) T '
Hence . (Fas1)
sV (1) < CNe N eVCTN 1V, (55)

Since in Proposition 2 we have found the “right” exponent, that is %(x +1 <2, we

have
sVt < Cc7EN. (56)
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A Note on Local Well-Posedness
of Generalized KdV Type Equations
with Dissipative Perturbations

Xavier Carvajal and Mahendra Panthee

Abstract In this note we report some local well-posedness results for the Cauchy
problems associated to generalized KdV (gKdV) type equations with dissipative per-
turbation for given data in the low regularity L?-based Sobolev spaces. The method
of proof is based on the contraction mapping principle employed in some appropriate
time weighted spaces.

Keywords Initial value problem + Well-posedness
Dispersive-dissipative models + Kdv equation

1 Introduction

In this brief note we are interested in reporting well-posedness results for the Cauchy
problems associated to generalized Korteweg-de Vries (gKdV) type equations with
dissipative perturbations, viz.,

Vi + Ve +nLv+ (A1), =0, xeR, >0, keN, (1)
v(x, 0) = vo(x),
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and

Uy + ey +nlu+ ) =0, xeR, t>0, keN, )
u(x,0) = up(x),

where n > O is a constant; u = u(x, t),v = v(x, t) are rea/l\ valued function/s\ and the
linear operator L is defined via the Fourier transform by Lf (§) = —® (&) f(£). For
p € RT, the Fourier symbol @ (£¢) € R is measurable and has the form

D(§) = —I§17 + P1(8), 3)

where |@(&)] < C(1 + |£]9) with0 < g < p.
The models under consideration are posed for ¢ > 0. In order to deal with some
estimates involving semi-group, we extend these models for all # € R. For this, we

define
n if +>0,

n(r) = nsgn(r) = —yif <0 “4)
and write (1) and (2) respectively in the form
Vi + Ve F0(OLV 4+ M, =0, x, teR, Q)
v(0) = vo,
and
Ui+t +n@OLu+ ) =0, x, teR, (6)

u(x,0) = up(x).

This sort of extension to consider the models posed for all # € R has already been
appeared in earlier works [2, 3]. In what follows we will study the well-posedness
issues for the Caucy problems (5) and (6) for given data in the low regularity Sobolev
spaces H*(R). We start by introducing two spaces that are suitable to handle the
models in question.

Letk €N, |t] <T <1, p> 3k + 1 and y; := 5355 To deal with the Cauchy
problem (5), we define, for s > 0,

Il flloc; == sup ]{Ilf(t)IIHA(Jm (7

te[-T,T

el * (1 Ollzsn + 18 f Ollaesn + 1D f DLz ) .

for—1 <s <0,

1y = sup {IF Ol +10F (17Ol + 1D50, f @26 ) |, )

te[-T,T]
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and introduce the Banach space
Xy :={f € C(U=T, T} HR)) : || fllxx; < o0}, ©)

where H*(R) is the usual L?-based Sobolev space of order s.
Similarly, to work on the Cauchy problem (6), we define, for s € R,

71y, o= sup {1FOle + 1017 (1067 @ llzaen + 1030 @ oo ) |
te

— ,T]
(10)
and introduce, accordingly, the Banach space

Yy ={f e C((-T. T} H'R)) : || flly; < oo} (11)

Motivation behind the definition of these sort of spaces is the work of Dix [5]
where the author uses space with time weight to prove sharp well-posedness result
for the Cauchy problem associated to the Burgers’ equation in H*(R), s > —% by
showing that uniqueness fails for data Sobolev regularity less than —%. In our recent
work [4], similar spaces are used to get sharp local well-posedness results for KAV
type equations. We notice that the space used in [4] needs restriction of the Sobolev
regularity of the initial data not only from below but also from above. To overcome the
restriction of Sobolev regularity from above, we used extra norms in the definitions
of X%, and Y% above. Although we could remove the regularity restriction from above
with the introduction of extra norms, we could not lower the regularity requirement
of the initial data as much as we desired. This question will be addressed elsewhere.

Now, we state the main results of this work.

Theorem 1 Letn > 0 be fixed, k > 0 and @ (§) be as given by (3) with p > %k +1
as the order of the leading term. Then the Cauchy problem (5) is locally well-posed
for any data vy € H*(R), whenever s > —1. Moreover, the map vy +— Vv is smooth
Sfrom H*(R) to C(|-T, T1; H*(R)) N X5 and v € C([—T, TI\{0}; H*(R)).

Theorem 2 Letn > 0 be fixed, k > 0 and @ (&) be as given by (3) with p > %k +1
as the order of the leading term. Then the Cauchy problem (6) is locally well-posed
for any data ug € H*(R), whenever s > 0. Moreover, the map uy +— u is smooth
Sfrom H*(R) to C([-T,T]; H*R)) NY} andu € C([—T, TI\{0}; H*(R)).

Remark 1 The results in Theorems 1 and 2 improve the known well-posedness
results for the Cauchy problems (5) and (6) proved in [2, 3]. However, in view
of our recent work [4], we believe that there is still room to get better results than
the ones presented here. Due to the presence of higher order nonlinearity, the time
weighted spaces introduced in [4] are not good enough in this case. So, one expects
to introduce some new sort of spaces to cater higher order nonlinearity. Currently,
we are working in this direction.

In earlier works [2] (see also [3]) we proved that the IVPs (5) and (6) (with

k = 1) for given data in H*(R) are locally well-posed whenever s > —% and s > }T
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respectively. The IVPs (5) and (6) with k = 2, 3,4 Were also considered in [3] to get
local well-posedness results respectively for s > 1, — s-0ands > i, 2, 1. To obtain
these results we followed the techniques developed by Bourgaln [1]and Kenig, Ponce
and Vega [7] (see also [8]). The main ingredients in the proof are estimates of the
integral equation associated to an extended IVP that is defined for all # € R. The
principal tool in [2, 3] is the usual Bourgain space associated to the KdV equation
instead of that associated to the linear part of the IVPs (5) and (6).

A detailed explanation about the particular examples that belong to the class
considered in (5) and (6) and the known well-posedness results about them are
presented in our earlier works [2, 4].

This paper is organized as follows: In Sect. 2, we prove some linear and nonlinear
estimates. Section 3 is dedicated to prove the main results.

2 Basic Estimates

In this section we derive some linear and nonlinear estimates that will be used to
prove the main results of this work. Consider the Cauchy problem associated to the
linear parts of (5) and (6),

Wi+ Weer + @) Lw =0, x, t €R, (12)
w(0) = wy.

The solution to (12) is given by w(x, 1) = V (£)wo(x) where the semi-group V (¢) is

d ﬁ d — )
efined as V(Owo(E) = &€ +19E 5 &), (13)

In what follows, we prove some estimates satisfied by the semi-group defined in (13).
Without loss of generality, we suppose n = 1 from here onwards. We start with the
following lemmas.

Lemma 1 (Hausdorff-Young) Let p; > 2 and % + q—l] = 1. Then

1 ln < Cllf - (14)

Lemma 2 There exists a sufficiently large number M > 0 such that the following

estimates
DE)=—EI"+D1(5) < -1, (15)
Iq)l(%')l 1
-, 16
e =2 (10
and
1§17
@) = 7 (17)

hold true for all |§| > M.
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Proof Note that,

215)+1 fim 12O

im =0 an (18)
lgl—oe |7 lgl—oc  |E]P

The estimates (15) and (16) follow respectively from the first and the second relation
in (18).
For |&| > M, using (15) and (16), one has that

P
0@ = 1 01 = (19)

which proves (17). 0
Lemma3 Let |t| < T and @ (&) be as defined in (3). Then ®(§) is bounded from
above and

e < T (20)

Proof Using (15) in Lemma 2, we see that there is M > 1 large enough such that
@ (&) < —1. Therefore,

P& <ol <1, v &= M. 2D
For |§] < M, itis easy to show that @(§) < Cj,, and consequently
eNPE < oTCn vy |£] < M. (22)
Combining (21) and (22) we conclude the proof. [
Lemmad4 Letvy € H°(R) and V (t) be defined as in (13), then
V(v € C(R; H (R)) N CR\{0}; H™(R)).

Proof 1t is enough to show that V (¢#)vo € H s'(R) whenever s’ > s. We have,

IV (@voll g = I1(E) e HIPEOT ()] 12
= [[(E) T (E)(E) e * @) 12 (23)

o o o))
< gV P < vyl s,

where we have used the notation (x) := 1 4 |x]|.
Let M > 1 be as in Lemma 2, then one gets
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s'— @ — '3 /s @
(&) @ e < EV P Lo <any + 1E) 7PN 112 )

< Cu+lle T MEY = m <00,  1€R\(0).  (24)

One can use the dominated convergence theorem to prove continuity. [

Lemma5s Lets > —1 — 2(++1)’ |t| < T <1and p > 0, then we have
Yk
[t] 7 10 DYV (O)woll 2een < Cliwol| s (25)
and "
[zl 7 |V @®Owoll 2wy < Cllwollg-1. (26)

Proof By Hausdorff-Young and Hélder inequalities, we obtain

10: DYV @woll 2w < Clle"POEIEF W]l 2ep 27)

£ls

I
< CHe"“’@ ‘
(&)

2 1) Woll 2.
L™k

Let M as in Lemma 2, then we have

H (&) e\l\d’(é)‘ L = H () e‘t‘(p(E)X{\S\sM}‘ e
3t
+H ey elr|¢<§)x{|‘§|>M}‘ g 28)
ke
=Cu+ (/ |§|2(kk+l)e—|fl(kf])|gnd$) 2+ .
R
Using a change of variable |¢|~!/7& := x, we get
Hﬂem(p@)‘ awry < Cy + —lyk / |x|@e—(k,%‘)\x|ndx 2+ ' 29)
(&) Lot o Us

Since the integral in (29) is finite, inserting (29) in (27) and multiplying by |¢] v
we get the required estimate (25).
With a similar argument as above (considering s = 0 in (25), one can obtain

Yk
117 1DV (©)woll L2wen < Cliwoll 2. (30)
Analogously, we can prove

Yk
17 IV (@Owoll L2aen < Cliwoll 22 €29
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Now, using (30) and (31), we obtain
Yk
[zl 7 1(1 + D)V (@©)woll < Cllwoll 2. (32)

This final estimate (32) is equivalent to (26) and this completes the proof. [

Corollary 1 Lets > —1 — m IT| < T, |t| <T < 1and p > 0, then we have
43 s
[t — |7 [[0: DV — 1) f(t, )2y < ClUF(E, )l as (33)
and "
[t =7 V(@ =) f@E, Izan < ClFE ) a-- (34)

Lemma 6 Let V(t) be as defined in (13), |t| < T < land p > %k + 1 then for all
s > —1, we have

IV (@&wollas, < Cllwollas (35)
and for all s > 0, we have

IV (©Owolly;, < Cliwollas- (36)

Proof We provide a detailed proof for (35), the proof of (36) follows similarly. We
start with the first component of X%.-norm. First, note that

IV @Owollgs = I14E) O @) N2 < e @ < lwoll s (37)
From (20) and (37), we can conclude
IV @Owollgs < e lwoll s (38)

For the next components of the X%.-norm, we use (25) and (26) from Lemma 5 to
get, fors > —1

117 D3,V (Owoll 2w + [1] 7 [V (Owoll 2w < Cllwolls. (39)

Combining (38) and (39) we get the required estimate (35). [

Lemma 7 Let V(t) be as defined in (13), |t| <T <1 and p > %k + 1, then the
following estimates hold true.

H /0[ Vi — t)8x(vk+l)(t)dr‘

o STV, Vs> -1, (40)
T
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and .
| [ ve-o@utioa] <ot vezoo ey
0 T !

2p—3k—2
where wy, = ”T > 0.

Proof We start by proving (40). First consider the case when s > 0. Using the defi-
nition of X%—norm and Lemma 5 for s > 0 (see (7)), we get, for the first component

2]
< sup / 18, VY () | ped.
0

Hy  1e[-T.T]
(42)
To estimate the other components of X, —norm, we use Minkowski’s integral inequal-
ity and Corollary 1. For the sake of brevity and clarity, we give details for the fourth
component only, because others follow similarly.

sup H /Ot Vi — r)ax(vk“)(r)dr’

te[-T,T]

173
lr]»

D';ax/ V(t —1)d, (V" (r)dr
0

L2641

Yk
= |[|F

(43)

L2641

/ D3 V(t — )3, (VT (r)dt
0

dt

L2(k+1)

.l
<ci’? [ |pave-naethe
0

v t] 1

Yk

<Clt|» / ——— 13 0FTH (@) | ed.
0 |z‘ — 7;| P

Combining (42), (43) and similar estimates for the other components of the X% —
norm, we obtain

H /OtV(t - r)ax(vk“)(r)dt‘

2

IA

7]
sup / (13 Y12 + DS KD 1 12) de (44)
0

te[—T,T]

2] 1

Yk

+C sup |t|n/ ———— (130D 2 + IDSA A1 12) de
te|-T,T] 0 |t — ‘C| P

IA

7] 1 ~
& S
¢ sup ¥ [ (1004l + IDIGH ) )
te[-T,T] 0 |t — 7:| »

=L+ D,
where we used § = 1 + s and the estimate

lt—z| el + 7| 2|t
= < < ,
|t — | |t — | |t — |

0<rt<|t].
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In what follows, we will obtain an estimate for I,. Now, using fractional chain
rule (see Tao [9] (A.15) p. 338), for 5§ > 0, we have

7] 1
73
I, <C sup |t]|» / —||V || 20D ||D V|| L2wendT

te[-T,T] 0 |; — Tl

k+1 Yk 17l 1 1 1
< Clvlyt' sup Jef» / —= —dr 45)
0

ka
te[—T,T] |t_1;|p TP TP

2] 1 1
k+1 %
scivily s f [ — e
T te[-T,T] 0 |t—rzt|r T2

k+1
< Cpp vl T

The estimate for /; will follow from the one of I, by considering s = 0. In fact,

I
% 1
I, <C sup |t|» / —m”‘} || 204D [0, V|| L2a+nd T

te[-T,T] 0 |t—r1|”

t

k] 7 1 1

= C vl S sup |l|"/ — = dT (46)
" te[-T,T) 0 |t — 1:| p T 2

k+1 .
< Cpu VIS T,

Inserting estimates (45) and (46) in (44) we obtain the required estimate (40) in

the case s > 0.
Next we consider the case —1 < s < 0. Using a similar argument as above, one

gets

H /OZV(t—r) ax(vk+1)(t)derT

w1 1 k+1
=C sup |r|» / 7 100 D) s dT
te[-T,T] 0 |t—rt]|»

7] 1
< C sup Itl%/ ——— D53, (V) [ 2dT (47)
te[-T,T] 0 [t —T|»

N

[t 1

Vik ~

<C sup |[t|» / ——— DY ad e
te[-T,T] 0 Jt—rt|»

kt1
< Cpp IVl T,

wheres =1+s > 0,fors > —1.
Now, we move to prove the estimate (41). By using (36) from Lemma 6 and
fractional chain rule as in (45), for s > 0, we get
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t
H /V(z — 0@t (0)dr
0

Y7

te[-T,T] 2

no (I
<C sup |7 / ——— (1@ e + 1Dy ) 2 ) de (48)
L

w1 k1 k s
< C sup t| » / - % (”ux||L2(1<+1) + I (ux) ||L2(k;r1) ”DX(MJC)HLZ(HI)) dt
o Vi

te[-T,T] It —t|?
17l 1 1 11
k+1 43
<oty s ¥ [ e |ae
te[~T.T] O jt—z|?» L= » g TP

Il 1 1
k+1 &
< C””Hy: sup [t] / Yk 3k+2 dr
T te[-T,T] 0 |t—t|» T2

k+1 1
< Cpu lullyf' 7%,

as required. In the last inequality of (48) the condition p > %k + 1 has been used.
]

Now, we move to prove some more estimates that are useful in our analysis.

Lemma8 Ler6 >0, p > 0andt € [—1, 11\{0}. Then we have

1
(€)@ 2o S —. (49)

IT|?

Proof Considering M large as in Lemma 2, one can obtain

1(E) e PE N e < 11(E) ™) Log1<my + 1(E) P E | Log)onr) =2 A1 + As.
(50)
For t € [—1, 1]\{0} and % > 0, we have

A < Cpel™on < — | (51)

In what follows, we obtain and estimate for the high frequency part A,. From (17)
we have

b EemliTl? el
TP e 0o 1
I11z]” &l lLxqgi=m . (52)

[ ~ 8
lT|? lT|?

Ay S

where in the last inequality x bex < Cy,p, if x = 0 has been used. The proof of the
lemma follows inserting (51) and (52) in (50). O

Proposition 1 Let s > —1, p > % + 1, k € N. There exists u := u(s, p,k) >0
such that if

Iz i= _swp U@l + HP IOl f <00, 653)

te[~T, TI\{0
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then the application
1
1= L)) 1=/ V(=)o (ffTHahdr,  0< i =T <1, (54)
0

is continuous from [—T, TI\{0} to H* M.

Proof We prove this proposition considering0 < ¢ <7 < 1.Thecase —1 < —T <
t < 0 follows similarly. First we show that L(f)(z) € H’***(R) YV f € Z35. We do
this considering two different cases.

Casel, -1 <s<p—1:Let0 <t <T <1and f € Z}. In this case, we have

L2

P 1 N G ) T v
0
< / 16) 4 & 12O | AT 1) 2t (55)
0

t
g 1 —t'|® k+1
< / &Y PO || £ L ) dt
0

t 1 1
k+
S / N P,
0 Je— o S

where 0 < u < p — 1 — s, the definition of Z%.-norm, Minkowski’s inequality and
inequality (49) from Lemma 8 are used. Note that, the condition s > —1 guarantees
s+ u+ 1> 0touse (49).

Case II, s > p — 1: Similarly as above, using the fact that, in this case H® is an
algebra, we obtain

L2

e L A A ) R R
0
< /O 14§) & 10O (I (D) ©llpdr’ (56)
< / 1€)8 (12O w172 () 1 e
0
< [ i (O s ot ar
0

! 1
k
S ||f||£a; / ——-dt’ < .
T

The last estimate in (56) follows by choosing 0 < u < p — 1.
To prove the continuity part, let #p € (0, T'] fixed, and let f € Z7.. We will prove
that
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Jim ILCH @) = LH ) | aswe = 0. (57)

We divide the proof in two different cases.
Case a, 0 < t < ty: In this case, using (54) and the additive property of the integral,
we obtain

”L(f)(t) - L(f)(t())”]-]wu =
= H /O V(tO - t/)ax(fk+1)(t/)df —/ V([ — t/)ax(fk+1)(t/)dt/‘
0 0

Hs+u
t
< H/ (Vo =) = Ve =) a.(fHahar| (58)
0 Sri
o
+] [ va-magtear|
t S+
=: Ii(t, o) + L(t, 1).
We write
st [ (Lito—t)E T lo—YOE) _ it—EH—OE) f TR 1
ne) = ey [ (eotranoe ) ig e | .
' (59)

and note that

I
(ei(fo*t’)é3+(t07t')¢(é) _ ei(t*f’)53+(1*t’)¢(é)) :/O(iéﬁ + (p(g_—))ei(f*f/)ébr(f*t')fp(é)dl-_
'

We analyse I, considering two different cases.
Case a.l, —1 < s < min{2(p — 2), p — 1}: In this case, we have

hit.to) = H/ / {E)GE® + B(E)eE g I, e
0 Jt

L2

IA

L2

| [ [ @rotist + o@ier "7 ldrar
0 Jt

IA

/ / HEHHiE @ ()l PO T (&, )| adTdl (60)
0 t

topto o
/ / (g) et e PO FRHT (g, 1| adrdr
0 t

k+1 ! o 1 1 /
LA / / v
o i -1 s

. k+1
= 715,

A

N

where r = max{3, p} + 1. In the domain of integrationonehas0 < ¢t' <t < 7 < 19,
and consequently |7 — t'| = (t —¢') >t —t' = |t — t'|. Therefore, we can estimate
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J as follows

ro i 1
J = / _ / — drdr (61)
O

/, 1 ( 1 1 )dt,
o ) \o—1)% -1y )

where

%SH, if p>3 and O<pu<p—1-—sys, 0
au_aﬂ(S,P)— /L+S;4_pv if p§3 and 0<M<2(P—2)— ( )
Note that, for the choices of p, s and u, we have ¢, < 1.

Now, making change of variables t' = 7yx and ¢’ = tx respectively in the first and
second integrals in (61) and taking in account that &, < 1, we obtain

1= 3E2 1/ ] 1 %2 (11 !
J~1 Z — de -t = de -0,
0 2 (1 —x 0 X

x| 2 |x] 27
(63)
whenever t — 1.
Case a.2,s > min{2(p — 2), p — 1}: In this case, with a similar argument as above,
and the fact that H*® is an algebra, one can get

) S IS / / L drdt = I 64)

lt—2'[ 7

Similarly to J in (61), we get

- ! 1 1

J~/ ( — )dt/, (65)
0 \g—r)" (=)

where
pkl
B if p>3 and O<u<p-—1,
_ N
a”_a“(s’p)_[’”;#, if p<3 and 0<pu<2(p-—2). (66)

In this case too, for the choices of p, s and u, we have that o, < 1.
As in (63), making change of variables and the fact that ¢, < 1, we obtain

5 I t/ty 1 1 1
J ~t, / ——dx —zl—%/ ————dx — 0, (67)
o (I—x) o (I —x)x

whenever t — t;.
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Therefore, in the light of (63) and (67), we get
I (t, 1) — 0, if t — 1. (68)

Analogously, since

4}
/ IV —)a (fFY@ar | gsn < 00
0

we get
L(t, 1) — 0, if t— 1. (69)

Hence, using (68) and (69) in (58), we conclude the proof of the proposition in
this case.
Case b, 0 < #p < : In this case too, using (54) and the additive property of the
integral, we obtain

L)@ — L(f)@o) | gssn =
= H /0 V(to — ), (f*TH(t)dt —/ Vit — f’)ax(fk*l)(t’)dt"
0 0

Hs+i

| [ v =ve-myat e (70)

Hs+n
+] [ va=actear

=: LI1(t, t0) + L(2, to).

Hs+m

The rest follows analogously as in Case a, and this completes the proof of the
proposition. [

Proposition 2 Lets >0, p > % + 1. There exists i := u(s, p, k) > 0 such that if

Yk
I fllzs == sup {”f(t)“H‘f + [t 7 ||axf(t)||L2<’<+"} < 00, (71)
r te[—T,TI\{0}

then the application

t > L) :=/ Vi — ) @hdd, 0< | <T <1, (72
0

is continuous from [—T, T1\{0} to H*T#.

Proof The proof follows by using (49) and a similar procedure applied in the proof
of Proposition 2.9. [
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3 Proof of the Main Results

Having the linear and nonlinear estimates at hand from the previous section, now we
provide proof of the main results of this work.

Proof (Proof of Theorem 1) Consider the Cauchy problem (5) in its equivalent inte-
gral form

v(t) = V(t)vy —/ V(t —1)0, VN (1)dr, (73)
0

where V() is the semi-group associated with the linear part given by (13).
Let us define an application

t
(@) = V(Oug —/ V(t —1)d, VT (1)dr. (74)
0
Fors > —1,r >0and 0 < 7T <1, let

Bl ={f €X}; IIfllxy <1}

be aball in X}, with center at origin and radius ». We will show that there exists » > 0
and 0 < T < 1 such that the application ¥ maps B! into B! and is a contraction.
For this, let v € B,.T. Using the estimates (35) and (40), one can obtain

1 Wllaey < Clivollas + Cpa T IVISE (75)

2p—3k-2
5 > 0

Forv € B! letus choose r = 4c||vo | &+ in such a way that cT“r* = 1/4. For this
choice, one can easily obtain

where w;, =

Ty < = 4T < L 76
l (V)leT_4+c s (76)

From (76) we conclude that ¥ maps B! into itself. A similar argument proves
that ¥ is a contraction. Hence ¥ has a fixed point v which is a solution of the
Cauchy problem (5) such that v € C([0, T'], H*(R)). The rest of the proof follows
from standard argument, see for example [6].

The regularity part follows using Lemma 4 and Proposition 1 asin [3]. O

Proof (Proof of Theorem 2) Proof of this theorem is very similar to that of Theorem 1.
In this case, we use the estimate (36) from Lemma 6 and estimate (41) from Lemma 7
to perform the contraction mapping argument. [
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A Kinetic Approach to Steady Detonation
Waves and Their Linear Stability

Filipe Carvalho

Abstract Detonation waves have a relevant role in many engineering processes,
namely those related to propulsion. Most studies, regarding the stability of detonation
waves, have been carried out by computer simulations, notwithstanding their multi-
scale nature and unstable behaviour makes it difficult to achieve accurate results. In
this paper we propose a kinetic approach to this problem, explain the constraints and
the difficulties that this choice entails as well as its advantages. Numerical methods
are needed to obtain the solutions of the stability. The ones in use imply that a regular
computer takes a long period of time to provide the solutions. In this paper, taking
into account the developments proposed by others, we present a numerical procedure
that helps to overcome the difficulties of the current methods and allows us to answer
some questions related to the stability problem.

Keywords Kinetic theory - Boltzmann equation + Chemical reactions
Steady detonation waves - Hydrodynamic stability

1 Introduction

In kinetic theory of gases the description of a gas system evolution is obtained using
distribution functions in the mesoscopic level. These distributions are defined in the
phase space composed by the position x, and the velocity ¢ for a given time ¢ in
such a way that f (x, c, t) represents the number of particles that, at time ¢, are in the
volume element dxdc around position x and velocity c.

The basic assumption of kinetic theory modelling is that the number of particles of
a gasis so large that it can be treated as a continuum. If we consider that particles obey
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classical laws of mechanics and we neglect macroscopic forces acting on the particles
and interactions between them, according to Newton’s Principle, each particle travels
at constant velocity along a straight line, therefore, f(x,c,t) = f(x — ct, c, 0) for
any time ¢. In these conditions, f is a weak solution of the free transport equation

af o
—+§ci£f_0. (1)

In 1872, see Ref. [1] Ludwig Boltzmann derived an equation, the so called Boltz-
mann Equation, that is used to describe the evolution of a gas, considering that par-
ticles interact. This derivation was based on some physical assumptions (for more
details see for instance [1] or [2]):

(a) the collision time is much smaller in comparison with the free travelling time of
a particle;

(b) collisions between more than two particles may be neglected;

(c) collisions are micro-reversible;

(d) the velocities of two particles that are about to collide are uncorrelated;

(e) there are some physical quantities that do not change during a collision, such as
mass, linear momentum and kinetic energy.

The Boltzmann Equation is an integro-differential equation that, considering a
single gas specie without macroscopic forces acting on the particles, has the following
expression [3]:

f ),
§+l§cia—mf—o@(f,f), 2)

where 2(f, f) is the integral collisional operator. An extension of the Boltzmann
equation to chemical reactive gases, will be presented with more detail in the next
section.

The Boltzmann Equation was then extended to many different situations, such
as gases with macroscopic forces acting on the particles, gases with more than one
constituent, gases with more than one constituent where particles may interact not
only in elastic collisions but also in reactive collisions, polyatomic gases, relativistic
systems, among others.

The equilibrium solution is the only exact solution of the Boltzmann Equation,
that is currently known. The wide range of applications of this equation and the diffi-
culties of finding its solutions led many researchers to develop simplified variants of
the Boltzmann equation which allowed them to find solutions, while still retaining
its main features. The BGK model [4], the Kac model [5] and the discrete-velocity
models [6] are some of the examples. Others, such as Grad, Chapman and Enskog,
developed different methods to obtain approximate solutions of the full Boltzmann
Equation.



A Kinetic Approach to Steady Detonation Waves and Their Linear Stability 103

In this work we will address the problem of the detonation wave propagation, that
will be presented in Sect. 3 and its stability analysis that will be presented in Sect. 4.
The kinetic approach to this problem, using the Boltzmann equation to describe the
evolution of the gas system, allows a discussion around the microscopic features of
the gas, such as the molecular potential, the reaction heat of the considered chemical
reaction and the activation energy needed for the reaction to occur. It also allows the
study on their influence in different macroscopic regimes, such as different detonation
velocities and different initial concentrations of the gas constituents.

In what follows, we will present some of our work on this subject and make
reference to a few other works that were important in the development of the current
state of art. The paper is organized as follows. The kinetic description of the gas
system is presented in Sect.2. In Sects.3 and 4 we present the detonation wave
problem and the stability analysis modelling. Finally, in Sect.5 we discuss some
numerical techniques that were used to obtain solutions for the stability analysis and
present recent developments on the study of stability.

2 Kinetic Framework and Macroscopic Equations

In this section we present the main microscopic features of the gas system and
synthetically explain how to go from the microscopic description to the macroscopic
equations that describe the gas evolution.

2.1 Microscopic Modelling

We consider a binary gaseous mixture whose constituents, A and B, have equal mole-
cular mass m and binding energies E4 and E . Vibrational and rotational molecular
degrees of freedom are not taken into account. The gas particles can undergo binary
elastic collisions as well as collisions with chemical reaction according to the single

reversible symmetric law
A+ A= B+B. 3)

At the mesoscopic scale, the thermodynamical behaviour of the mixture is modelled
by the following system of Boltzmann equations for the constituent distribution
functions f, (x, ¢y, 1), With x, ¢, € R and t € R¥,

%_’_Cavxfa:Q(fﬂh fol)v (X:A,B, (4)

where 2(f,, fu) = 2F + 2%, and

B
25 =" [ (120} = Su) & (850 ) s, )
p=A
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2F = / (1355 = Fuf2) 05 (8o - ko) dKodes. (©)

Above, in Eq. (5), the primes denote post collisional distribution functions, d the
elastic particle diameter, gg,, the relative velocity between the o and 8 particles, kg,
the unit collision vector and dkg, the element of solid angle for elastic collisions and
in Eq. (6), the primes are used to distinguish two identical particles that participate in
the reactive collision, K, is the unit collision vector, g, the relative velocity between
two identical particles of constituent «, with (¢, 8) € {(A, B), (B, A)}, dk, the
element of solid angle for reactive collisions, and the term ogz is the differential
reactive cross section.

The collisional operator 2( f,, f,), was used by Boltzmann to introduce the
influence of the encounters between particles in the description of the evolution of
the gas system. In the considered kinetic framework, this operator must consider
elastic and reactive collisions, therefore, it is split into two operators: the elastic
operator 2F and the reactive operator 2. As we can see in Eq. (5), in the elastic
operator all collisions are considered, even those between two constituents A or two
constituents B that end up being reactive and thus considered in the reactive operator.
This double counting shouldn’t create any major problem in situations where the
number of elastic encounters is much larger than the number of reactive encounters.
Although this is what happens more frequently, some recent works introduced a
correction term to avoid this problem, see for instance [7].

In what follows, the reactive cross section o2 is defined as

2 |0 fory, <eg,
% _[dzforya>8; @ =A,B, O
meg

where the relative translational energy y, = 7 and the activation energies ¢ are
written in units of kT, with k being the Boltzmann constant and 7 the temperature of
the mixture. There are many works on reacting gases that choose different collision
potential. For more details on the implications of these choices see for instance [3].

2.2 Hydrodynamical Limit

Macroscopic state variables may be defined as mean values of microscopic quan-
tities. For instance, the number densities n, of the constituents, the mean velocity
components v; and temperature 7 of the mixture, may be defined by

B B
1 m
ny = / fudey,  vi= ;; / ¢ fudey, T = %EA / (ca — V)2 fadcy,

®)

respectively.
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As was explained before, there are some physical microscopic quantities that must
be preserved during a collision and a proper microscopic model must respect those
physical characteristics. It is possible to prove that the model that is used in this paper
has the desired properties. Therefore, if f, is a solution of the Boltzmann equation,
and @ € {1, mg, moc, moc, mycs, myc? + E, } then, multiplying both sides of
the Boltzmann equation (2.1) by the proper ®, and integrating over ¢, leads to the
following macroscopic equations

3
on an
a—ta + IZ} 3—): (navi +neul) = 14, 9)
0
5(["’1)‘*’2 Pt] +/0V1V]) 0, (10)

—(7nkT +ZnaEa+ pV)-i-Z {qﬂrzplm

+(%nkT+ZnaEa+%pv2)vi} =0. (11D

a=A

Above, u{ and 7, are the diffusion velocity components and the reaction rate of the
constituent cr, and p, p;;, g; are the mass density, pressure tensor and heat flux of the
gas system.

These six Egs. (9)—(11) do not form a closed system and we must pass to the
hydrodynamic limit to close it. Here we adopt the solution obtained in [8] using the
asymptotic method of Chapman-Enskog and a second order Sonine expansion of the
distribution functions. This approximate solution was used to describe the complete
reactive process, starting from its early stage and going towards the equilibrium final
state. Depending on the chemical regimes that we want to model, we may consider
other regimes or even other approximation methods. In paper [9], for example, the
author derived a different hydrodynamical limit where elastic encounters are the
dominant interactions between particles. The subject of deriving hydrodynamical
limits from microscopic descriptions is a research area for itself, see for instance
[10, 11]. Although interesting, this subject will not be addressed here.

With the distribution function obtained in [8] we may evaluate some macroscopic
quantities of Egs. (9)—(11) such as the reaction rate t,,, constituent diffusion velocities
u?, mixture pressure tensor p;; and heat flux g;. The resulting equations, in the one
dimensional form, may be rearranged in the following way:

0
% + 8_ (nav) =74, 12)

0
a(m +ng) + a[m +np)v] =0, (13)
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av 1 dp av

— 4+ — v— =0, (14)
at  p ox ax
Bp 8p

-p— E,t, =0, 15
ar PV T p + Z K (15)

where v represents now the x-component of the gas system velocity. This choice
was motivated by the fact that these equations’ aim is to study the one dimensional
detonation wave. This subject is the main topic of the next section.

3 One Dimensional Steady Detonation

The one dimensional detonation wave model is based on the assumption that ahead
of a shock there is a gas system in a meta stable equilibrium. This means that in
this location, chemical reactions between particles may be neglected but, if a trigger
appears, such as a shock wave with a large velocity, then a chemical reaction occurs
until the gas system reaches total, elastic and chemical, equilibrium. This phenom-
enon may be described by the simple ZND (Zel’dovich, John Von Neumann and
Werner Doring) model in the case of a detonation wave with velocity greater then
the CJ (Chapman-Jouguet) velocity. For more detail see for instance [12, 13].

Many researchers developed studies concerning the detonation wave problem. In
paper [14] the authors did so by exploring the reaction zone thickness for different
wave velocities and different activation energies. In [ 15] the influence of the chemical
reaction velocity in the detonation wave profiles was studied.

In paper [16], in collaboration with Ana Jacinta Soares, we studied the influence
of the reaction heat on the detonation wave profiles and its relation with the activation
energy of the chemical reaction. We considered the gas system described before with
the chemical reaction defined in Eq. (3) and with the governing Eqs. (12)—(15). Then,
transforming these equations’ frame to the shock front we obtained the steady state
equations:

d
E[(v— Dyns| = D1y, (16)
d D ) 17
(=D i+ =0, a7
d

E[(V—D)pv—i—nkT]:O, (18)

2
di |:(V —D) (—nkT + TV + Eang + EBnB) + nkTv] —0. (19

These equations with the Rankine-Hugoniot conditions
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(v—D)ng = —Dnyy, (20)
(v—=D)ng = —Dnypy, (21
(v — D) pv+ nkT = nokTy, (22)

3 ov?
(v—D) EnkT—}— - + Esnag+ Egng ) +nkTv =

3
=-D (znokTO + Eango + EBnBo) , (23)

constitute a closed equation system that is used to obtain the steady state detonation
wave solution for a given set of parameters such as the initial values for the macro-
scopic variables noted with the subscript 0 and the detonation wave velocity D.

With this system it was possible to observe, for the input parameters, that for
an exothermic reaction the steady detonation solution is a rarefaction wave, which
means that the pressure decreases along the reaction zone, and for an endothermic
reaction the steady detonation solution is a compression wave, which means that the
pressure increases along the reaction zone. In addition, it was also possible to observe,
among other expected and essential physical features, that the temperature increases
for an exothermic chemical reaction and decreases for an endothermic reaction and
that the extent of the reaction zone decreases when the reaction heat increases.

These are examples of works where the authors started from a kinetic description
of the gas to analyse, using an appropriate hydrodynamic limit, the behaviour of the
detonation wave for different values of hider microscopic, such as the reaction heat
and activation energy, or macroscopic variables, such as initial concentrations and
wave velocity. Provided we have experimental data, we may determine approxima-
tions for unknown parameters, such as transport coefficients of diffusion, viscosity
and thermal conductivity and use the resulting Euler equations or Navier-Stokes
equations to describe the spatio-temporal evolution of the gas system. However, for
anumber of reasons, we do not have experimental data for all cases. Hence, a kinetic
theoretical approach constitutes an important step in the understanding of a phenom-
enon and may be used to predict the result of an experiment, regarding specific values
of the variables in consideration [17].

4 Linear Stability Analysis

In this section we will discuss the linear stability of the detonation wave solution
obtained with the ZND model, which is an idealised model of the detonation problem.
Moreover, linear stability analysis only allows us to evaluate the response of the
detonation wave solution to small disturbances. Although this is a simplified problem,
it reflects some of the important features of more realistic models and simultaneously
allows an accurate mathematical approach.



108 F. Carvalho

As far as we know, the study of more complex and complete situations, such
as multidimensional flows, is nearly non-existent. Furthermore, the difficulties of
this approach already constitute an interesting mathematical challenge and, although
some recent contributions and approaches to this problem have been made, there is
still much to be done, namely in the efficiency of the numerical methods that are
used to search for solutions.

The modern theory of detonation stability started with Erpenbeck, in 1962 [18,
19] and it is still the basis for the current stability work. Erpenbeck described the
stability problem as an initial-value problem considering a small perturbation from
the steady state. Along with other mathematical results, Erpenbeck used the Nyquist
winding theorem to develop a numerical procedure that, for a given set of parameters,
would determine the number of zeros of an analytic function in the complex plan.
The zeros of this function corresponded to unstable solutions of the stability problem.

In 1990 Lee and Stewart [20] introduced a normal-mode approach and a numerical
shooting method to develop a simpler and more efficient search for unstable solu-
tions. After Erpenbeck’s work, others, besides Lee and Stewart, contributed to the
development of the stability analysis, namely [12, 13, 18, 21-23]. For more details
on the state of detonation stability see [24].

In the next section, we present in more detail the procedure used to develop a
linear stability analysis, using the normal-mode approach proposed in [20].

4.1 Stability Macroscopic Equations

Itis well known from theoretical studies, as well as from experimental investigations,
that steady solutions may degenerate into an oscillatory solution in the long-time
limit. The first required test of the steady solutions should be the evaluation of its
response to small rear boundary perturbations. To do that, we introduce a perturbation
that induces a deviation on the shock wave position, giving rise to small perturbations
on the state variables that propagate into the reaction zone. The evolution of the state
variables perturbations over time determines the stability of the steady detonation
solution. In fact, when some perturbation grows over time, the steady solution is said
to be hydrodynamically unstable and if all perturbations decay in time, the steady
solution is stable.

The linear stability problem is formulated as an initial-boundary value problem
in terms of the stability differential equations, with initial conditions at the Von
Neumann state and an additional closure boundary condition at the final state.

The equations for the study of the linear stability are obtained from the steady state
equations attached to the shock front (16)—(19) and the initial Rankine—Hugoniot
conditions (20)—(23). The shock front of a steady detonation wave with constant
velocity D is placed in x — Dt and if we introduce a perturbation on the shock front
that depends on time we may write

x=xt—y@), with v@)=Dt+v@), 4)
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where x* is the laboratory frame coordinate, 1} () the displacement of the shock wave
from the unperturbed position due to a small perturbation, and ¥ (¢) the location of
the perturbed wave. In the new shock attached coordinate system, the instantaneous
position of the perturbed shock wave is x = 0 and its velocity is D(t) = D + J '(1).
Furthermore, a normal mode expansion with exponential time dependent perturba-
tions is assumed for the steady state variables,

20 ) = @) +e"7x), Y@ =ve’, a, ¥ eC, (25)

where z=[n4 ng v p]7 isthe state vector, z* (x) indicates the one-dimensional steady
solution, z(x) is the vector of complex eigenfunctions representing the unknown
spatially disturbances, ¥ is a complex disturbance amplitude parameter and a is the
complex eigenvalue, with Re @ and Im « being the disturbance growth rate and fre-
quency, respectively. The transformed governing equations in the perturbed shock
frame are then linearized about the steady solution z*(x), by means of the expansions
(25). Performing a further normalization of the state variables, with respect to the
complex amplitude parameter ¥, namely w = Z/1, one obtains the evolution equa-
tions in the wave coordinate x, for the complex disturbances. Rewriting 7 instead of
w, the resulting equations, for x € Jxp, O[, are

dn ny * dv  _
Darg + (v _D)T;+£( —Da)—i—d na—i-n:;a:ta, a=A,B, (26)
dp dv* dv* dv

*Dav+ L 4 o G- D )Y i -p) YL =0, (7
prDAv+ -+ p*—— (V= Da) + (V" = D) ——p + p* (v* = D) — (27)

S dv _dv dp dp*  Q%DT,
pap+ 2 (& + 74 D)2 L G_payP - ZRTIA (98
“p+3(” dx+pdx)+(v ) e TO— D 3 (28)

with T, being the linearized reaction rates, explicitly presented in [16].

The initial conditions to be added to the stability Egs. (26)—(28) are obtained by
introducing the same expansion (25) and linearization about the steady solution as
before, followed by a normalization with respect to ¥. Hence, the resulting equations
are:

(nf; — nao) a—n:v(0)

1,(0) = — ., a=A,B, (29)
N
3(0) — 3p0v* + 3 (p* = po) — 2Dpov* + 2Eang + Qgngo 30
V( ) - ok x 2 § % a k] ( )
p*(v*—=D) +3p
P(0) = —poav* — (v — D) p*v(0) . (31

Equations (26)—(28) constitute the stability equations for the present modelling,
giving the spatial evolution of the complex perturbations z(x) in the reaction
zone, from the perturbed shock position x =0, with initial conditions given by
Egs. (29)-(31), to the equilibrium final state x =xp.
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They form a system of eight first-order homogeneous linear ordinary differential
equations with spatially varying coefficients, and eight initial conditions, for the
real and imaginary parts of the complex perturbations and of the eigenvalue a. This
system, which henceforward will be called stability system, is not closed and more
information is needed to close it.

4.2 Radiation Condition

The radiation condition is called, in literature, the closure condition since it is used to
close the stability equations system obtained in the previous subsection. This condi-
tion was adopted in many previous works on detonation stability as, for example, in
papers [20, 24-28] and it is needed for physical purposes. This is a system of eight
equations and ten variables therefore it is possible to consider two of those variables,
for instance the real and the imaginary part of the eigenvalue a, as parameters and
solve the system for the remaining eight variables. By doing so, we would obtain a
solution for the stability system. However, this may not be a solution for the stabil-
ity problem. In fact, the probability that the solution obtained in this manner could
represent a solution for the stability problem is very low.

There are, in the above cited papers, some interesting explanations for the need to
include this additional condition in order to obtain a physical solution to the problem.
One argues that the detonation wave solution results exclusively from the interplay
between the leading shock and the reaction zone and can not be affected by further
disturbances traveling towards the shock from a great distance from the reaction
zone. Regarding the adopted model, it has the expression:

V(ixp) +a =

p(xr), (32)

eq“eq
where y is the ratio of specific heats, ¢;, and p;, the isentropic sound speed and gas
density at the equilibrium final state, for x = xp.

A solution of the linear stability problem of the steady detonation in terms of the
complex disturbances z(x) and eigenvalue @ must be obtained using the ordinary
differential equations (26)—(28) for x € ]xf, O[, with initial conditions (29)-(31) at
x = 0 and closure condition (32) at x = xp. This problem was addressed in [16] as
described in the next subsections.

4.3 Numerical Method

The stability problem is addressed numerically, with an iterative shooting technique
based on the numerical method proposed by Lee and Stewart in paper [20], with
the aim of obtaining the stability spectrum for the eigenfunction perturbations 7z and
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eigenvalue perturbation parameter a, in terms of the parameters characterizing the
steady solution. We choose a trial value of a in a fixed bounded domain % of the
complex plane and then integrate Eqs.(26)—(28) in the reaction zone ]xp, O[ with
initial conditions (29)—(31) at x = 0, using a fourth order Runge—Kutta routine.
The solution zZ(x), x € [xF, 0], obtained for the considered trial value of a is then
evaluated for x = x to check if the boundary condition (32) is verified.

As was mentioned before, for a given steady detonation solution, an arbitrary
value of a does not satisfy the closure condition (32) and thus the outcome is not a
solution of the stability problem. To overcome this mishap, we may use the residual
function .77 (a), defined from the closure condition (32) by the expression

1
(@) =V(r) +a+ ——— Plar). aeC. (33)

eq-eq

Notice that the radiation condition is verified if and only if 5#(a) = 0, therefore to
search for solutions considering the eigenvalue a to be in a limited region % of the
complex plan, we may choose a large number of trial values a in that region and
search for the zeros of 7. Although it looks like a simple task, the search for the
zeros of ¢ is a very time consumer task. There are some straightforward procedures
introduced by Lee and Stewart in paper [20] but they require a huge number of trial
values in a region of the complex plan, which implies that a regular computer needs
a long period of time to do the calculations.

In paper [16] we introduced a numerical procedure to reduce the number of trial
values that are needed to search for the zeros of J#. This procedure recovered the
Erpenbeck’s idea of counting the number of zeros of a function in a fixed domain of the
complex plan and combined it with the shooting method proposed by Lee and Stewart.
We believe that it is important to develop new and more efficient methods to search
for zeros of the residual function, in order to help researchers in the development of
a complete stability analysis on the detonation wave propagation. For more realistic
cases, the calculations are even longer and those resources are all the more necessary.

In what follows, we present the numerical method that we used to count the
number of zeros in a limited region of the complex plan.

Numerical Procedure

First we have to decide the region %, of the complex plan, where we want to search
for eigenvalues. With the expansion about the steady state defined in Eq. (25), we
know that a stability solution is unstable if and only if Rea > 0. We also know that it
takes only one unstable solution to classify a steady detonation solution as unstable
and that the existence of stable solutions bring no information about the stability of
the steady detonation solution. Therefore, we must search for solutions in the right
half of the complex plan. On the other hand, since these modes occur in conjugate
pairs, it is enough to choose a domain &% in the upper-right quarter of the complex
plan.

The argument principle states that the difference between the number Z of zeros
and P of poles of the function . within the region %, provided that there are no
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Zeros in its contour, is given by

z_p=_ [ZW
2w J, )

du, (34)

or equivalently by

(A A({0)

Z-pP=— | =22
2ni Ji A(E@))

I¢'@) |l dt, (35)

where ¢ : [k, £] — C is a path smooth by parts, describing the contour of % in the
positive sense. We may consider that .7#” does not have any poles, since we expect
that the disturbancies do not blow in a finite time consistent with a linear analysis of
the stability. Therefore we have P = 0 and the expression (35) gives the number of
zeros of 7 inside the region %,

IR A{0))

=34 ) ¢ @ |l de. (36)

The mean value theorem states that the integral in expression (36) is equal to the
integral
A 0)

——= 1\ dt = u —k), 37
L #C0) I1¢°@) || dt = pu( ) (37

where p represents the mean value in the interval [k, £] of the function % defined by

A& @)

h) = 225
0

'@ I, telk . (38)

Hence, to count the number of zeros in the region %, all we need to compute is
the value of .

It is well known that if n is large enough, then the mean value of the sample
S, us, can be treated as a statistical variable following a normal distribution with
mean value p and standard deviation og/+/n, where oy is the standard deviation of
S. Therefore, the mean value u of the function & can be inferred in a confidence
interval by the mean value g of the sample S. In this situation we considered

S={n@):i=1.2,....,n}, (39)

with ¢; € [k, £]. To obtain the value of each h(¢;), since we know path ¢, we directly
obtain the values for {'(¢;) and £ (¢;) and this last one is a point in the complex plan
that might be used as a trial value to the eigenvalue a; and thus solving the stability
equation system, we obtain the value of 7 (£ (¢;)). The value of 5" (¢ (¢;)) is obtained
choosing a suitable point close enough to £ (t;), say b;, with Re b; = Re a; + 107°
and Im a; =Im b}, as follows
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%(bj) —%”(aj)

bj—aj

I (a;) ~ , 1=1,2,...,n. (40)

Consequently, the number of zeros of the residual function 7 inside the domain
Z is estimated as follows

t—k
—2.58
2mi (,us

(XY E—k g
— 7 < —— 258 —1), 41
ﬁ)< = 2mi (MSJr ﬁ) “1)

where the number 2.58 is used to assure the 99% confidence of the interval.

5 Discussion

The numerical procedure presented in the previous section requires a much smaller
number of trial values than those needed to compute the methods presented by Lee
and Stewart and is sufficient to determine if, given a specific set of parameters,
a steady detonation is stable or not. This is precisely the information we have to
have if we want to determine the stability boundary in some parameter plan such
as the plan defined by the reaction heat and forward activation energy. On the other
hand, if we want to determine the value of the eigenvalues, we need to proceed with
the computation, considering subregions of % and using the numerical procedure
considered above or applying the methods proposed by Lee and Stewart or even a
combination of both.

We consider that it is important to improve this method or to create new ones
to obtain solutions of the stability problem in order to increase the knowledge on
the linear stability problem of the one-dimensional detonation wave as well as to
approach more realistic models.

In paper [16] we were able to determine the region of the parameter plan of the
reaction heat and forward activation energy that corresponds, giving a specific set
of parameters, to unstable solution. Moreover, we tracked the fundamental eigen-
value along different values of the reaction heat. These are two examples of the nice
perspectives that we might have on the macroscopic behaviour of a physical phe-
nomenon such as a detonation wave, starting from the microscopic features of the
system constituents and their relations.

Stability analysis is a major issue in the study of detonation waves which, in
turn, are used to model many relevant engineering processes. As was said before,
the model used in this paper is rather simplistic but still faces interesting challenges.
We are already working on the development of a bidimensional stability analysis
starting from a kinetic level and we expect to obtain new and interesting results on
this subject.

Acknowledgements This research was financed by Portuguese Funds through FCT, Fundacdo para
a Ciéncia e a Tecnologia, within the Project UID/MAT/00013/2013.
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De Giorgi Techniques Applied to the Holder
Regularity of Solutions to Hamilton—Jacobi
Equations

Chi Hin Chan and Alexis Vasseur

Abstract This article is dedicated to the proof of C“ regularization effects of
Hamilton—Jacobi equations. The proof is based on the De Giorgi method. The regu-
larization is independent on the regularity of the Hamilton.

Keywords Hamilton—Jacobi equation + Holder regularity - De Giorgi method

1 Introduction

This article is dedicated to the proof of C® regularization effects of Hamilton—Jacobi
equations of the form:

Ou+H(E,x,Vu)=0, +te€(0,T), x eR", (D)

with T > 0, N € Z", and where the Hamiltonian verifies a uniform, in x and ¢,
coercivity property of the form:

1
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fora p € (1, 00) and A > 1. More precisely, we consider solutions which verify

Ou + A|Vul? > —A, in the sense of viscosity solution, 3)

1
O + XWM'p < A, inthe sense of distribution. “4)

The main theorem, which is the focus of this article, is the following.

Theorem 1 Let N € Z*, pe (1,00), T >0 and R > 0 to be given. Let u €
L?(0, T; WhP(B(R))) to be a bounded solution on (0, T) x B(R) to (3) (4). Then,
it follows that, for each T € (0, T) andr € (0, R), we haveu € C*([1, T) x B(r)),
where o € (0, 1), and ||ullcer.1yxB(r)) depend only on N, T, 7, R, r, A, p and
lull Lo (0, 7)x B(R))-

The result of the paper is not new. However the method of proof, based on the
De Giorgi method [6] to study the regularity of elliptic equations with rough coeffi-
cients, is pretty unusual for the study of viscosity solutions.

Our proof is inspired by previous applications of the De Giorgi method to integral-
differential parabolic equations [1, 2].

The first Holder regularity result of this kind was obtained by Schwab, in [8],
in the case of a convex Hamiltonian. The result was a key ingredient to perform
the stochastic homogenization of Hamilton—Jacobi equations in Stationary Ergodic
Spatio-Temporal media. This result inspired several generalizations. The non-convex
case is technically more challenging. The first proofs, relying on stochastic methods,
were obtained by Cardaliaguet [4], and Cannarsa, Cardaliaguet [3]. Cardaliaguet and
Silvestre provided a simpler proof in [5]. Their proof is based on the construction
of sub-solutions and supersolutions combined with improvement of oscillation tech-
niques. It includes applications to some degenerated parabolic equations (and also
includes our case).

Hamilton—Jacobi equations have solutions with breakdown of the C'-regularity
in finite time, due to the formation of so-called caustics. It is quite remarkable that a
typical Hamilton—Jacobi equation has some regularization effect on its solutions at
a lower level C?, for some o € (0, 1).

Our proof uses the coercivity of the Hamilton—Jacobi equation to induce a
parabolic-like regularization effect. It is based on De Giorgi techniques which pro-
vide C“-regularization for elliptic equations with rough coefficients. It involves
the decrease of the oscillation of the solution from scale to scale. While obtain-
ing improved oscillation of the solution from above, we only use that the solution
verifies (1) in the sense of distributions (the “viscosity solution” structure, based
on the comparison principle, is not used). When we need to shrink the oscillation
of the solution by below, the regularization effect is obtained backward in time. In
the backward in time regularization process, the “viscosity structure” of the solution
is still irrelevant. However, to be consistent with the regularization by above, the
backward in time regularization needs to be pushed back in positive time. This is the
only part of the proof which needs the comparison principle.
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Note that our definition of solution is unusual. The relation between this kind of
solutions and the notion of viscosity solutions is not clear, and should be investigated.
Note that u + At verifies

dv + A|Vo|? > 0. (5)

This inequality is slightly better in the rescaling process. So, without loss of gener-
ality, we will assume that

1
XIPI”—ASH(P)SAIPI", (6)

instead of (2).

Remark 1t would help a lot to have, at every scale,

orv + A|Vu|? > A.

But this inequality will not be preserved via the scaling.

The rest of the paper is structured as follows. In Sect. 2, we derive the first lemma
of De Giorgi. In Sect.3, we prove the second lemma of De Giorgi. In Sect.4 we
show how the oscillation can be reduced locally. The precise scaling leading to the
C“ regularity is provided in Sect. 5.

2 The First De-Girogi’s Lemma

In this paper, by saying thatu : [0, 2] x B(1) — Ris a weak solution to (4), we actu-
ally mean that u € L”(0,2; W7 (B(1))) and that the following differential inequal-
ity holds for any nonnegative test function ¢ € C2°((0, 2) x B(1)).

1
/ (—u-8,¢+—|Vu|”-¢)§A/ &
[0,2]x B(1) A [0,2]x B(1)

The goal of this section is to establish the following De-Giorgi’s lemma.

Lemma 2 There exists an absolute constant § = 6(N, A, p) > 0 such that, for any
functionu € LP(0,2; WP (B(1))) which is a weak solution to (4) on [0, 2] x B(1),
we have the following implication:

If it happens that
/ Uy S 55
[0,21x B(1)

u<1 on [1,2] x B(1).

then it follows that

Here, B(r) stands for the open ball centered at the origin O with radius r in RY.
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Proof Letu : [0, 2] x B(1) - Rtobeaweak solution to (4) on [0, 2] x B(1) which
satisfies all the hypothesis in Lemma 2. First, we work with a sequence of truncated
functions vy on [0, 2] x B(1) which is defined as follows.

1
Uk:(”_(l_z_k))+'

Next, we multiply (4) by X, >0} to yield the following relation

1
Orvr + X|Vvk|1’ < AX{n>0}> @)

which holds in the distributional sense on [0, 2] x B(1), for each integer k > 1. Note
that this can be obtained rigorously thanks to the fact that v € L?(0, 2; W!7(B(1))).
First we obtained an in equation for ¢(v), with y — ¢(y) a nonnegative regular func-
tion. Then we pass to the limit for an approximation of the function y — (y — C).

Inequality (7) is the ground on which we will build up a nonlinear recurrence
relation for the following sequence of truncated energies.

2
U= sup / ot ) + / / Vot [Py,
te[Ty,2] B(1) n B(1)

where T, =1 — %, for each k € Z*. Next, take any two real numbers o, t which

satisfy the following constraint.
Ihev<o<Tp <t =<2

By taking the spatial-integral over B(1) and then the time-integral over the interval
[o, t] for each term in (7), we yield

1 t t
/ v (2, ')+—/ / Vol (7, dT S/ vk (o, ')+A/ / X{ve >0}
B(1) A Js JB) B(1) o JBO) ®)

Next, by taking the time average over o € [T;_1, Tx] for each term in the above
inequality, we easily yield

1 t
/ Uk(t, ) + _/ / |Vvk|p(7-v )dT
B() A Jrn Jeay
Tx t
52"/ / v (o, ~)+A/ / X (v >0}
Tio1 J B(1) Ti—1 J B(1)

from which it follows, through taking the sup over ¢ € [T, 2], that the following
relation holds.
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2
1 » L
sup/ vk(r,->+—// Vil 5/ (%0 + Axiupan))-
te[Ty,2]1J B(1) A T J B(1) [Ti—1,2]1xB(1)

The above inequality immediately gives

Ue = (2'A + AZ)H/ Uk +/ xw»n}- ®)
[Ti-1,2]1x B(1) [Ti-1,2]1x B(1)

Now, we choose an exponent » € (1, 0o) such that  and p satisfy exactly one of
the following two possible constraints.

e ConstraintI | < p < N,and p <r < NN—i).
e Constraint Il r > p > N.

Then, it follows that v, must satisfy the following very well-known Sobolev’s inequal-
ity (See for instance Lemma II.3.2 of Sect. 2.3 on p. 52 and Exercise I1.3.12 on p. 59
in Sect.2.3 of [7] ).

-\ A
L7 (B(1)) = Cnopr Hvk(t)”lu, B(1) ”Uk(t)”WI-ﬁ(B(l))

= CN.pJ‘{(l =N o) ||LP(B(1)) + Ao ”th(s(n)}

= Cupr{ [ O gy + MO o - (10)

[ve (2

where A = N (% - %). Recall that we have the following very standard apriori esti-
mate.

Joe@®)]

LBy S CN,,,{Uka(t)HU(B(I)) +/B(]) vk(t)}. (11)

So, it follows from (10) and (11) that the following apriori estimate holds.

[ve (2

LBy = CNvPv’{”vvk(t) HLF(B(])) + /B(l) Uk(f)},

from which it follows that v, satisfies the following estimate.

2
/ )
Ti

2
<Crpe | {Ivu]

SCN,p,r{Uk + Ukp}

P
Ly

211(3(1)) + (/B(l) Uk(l‘))p}dt (12)

However, by means of interpolation, we yield the following estimate for vy.
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0
” Vil s (11 2% B(1)) = ”Uk |’L°°(Tk 2;L1(B(1))) ” Uk ||LP(Tk,2;L’(B(l)))’ (13)
where the exponent s and the parameter § € [0, 1] are given by
s=1+p-— E,
r
r
h=—L" (14)
r+pr—p
So, by combining (12) and (13), we yield the following estimate.
s=p p
20xB() = v ||L°C(Tk,2;L‘(B(l))) v L (T, 2: L (B(1)))
sU,f*’”~cN,,r~{Uk+U,f} (15)

= Cwp U+ U

Now, by applying estimate (15), we can do the raising up of the index as follows.

/ (X{vk>0} + Uk)
[Tk—1,2]1xB(1)

5/ (X{vk 1> 40 T Uk 'X{vk7|>,ik})
[Tiet 21x B(1) .

k s—1)k ;
5(2‘ + 26 ))/ Vi,
[T—1,2]1x B(1)

14+p(1— ‘)}

<@k CNP,[Uk’l' + Ut (16)

So, by combining (9) with (16), we yield the following estimate for v, with r and
p satisty either Constraint I or Constraint II and s to be specified in (14).

_p p(1—1
U = (28 + A% 2% oy ful UL (17)
Inthe case of 1 < p < N, we simply take r = N]\i”p
down to the following simple estimate.
pU+4)
U = (D, p, A)) {vf + oL (18)

where D(N, p, A) is some absolute constant depending only on N, p, A
In the case of p > N, we simply take » = 2p. Then, (17) reduces down to the
following one.
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k 3 [7+l

U= (D, po0) - {us, + Ul (19)

Now, for some technical purpose, we now need to verify the following relation

forall k > 1.
Us < 2A / o+ A2 / o (20)
[0,2]1x B(1) [0,2]1x B(1)

In order to verify (20) for each k > 1, we first recall that relation (8) holds for all
variables o, t which satisfy the constraint 0 < o < T} <t < 2. Thanks to the fact
that 7, > % holds for any k& > 1, by taking the average over o € [0, T;] on each term
of (8), we easily yield the following estimate

1 t t
/ vk(r,-)+—// |Vvk|"sz/ vk+A// .
B(1) A T, J B(1) [0,2]x B(1) 0 B(1)

which holds for ¢ € [T}, 2]. So, by simply taking sup over ¢ € [T}, 2] of each term
which appears in the above estimate, we immediately obtain (20) for each k > 1, as
desired. Since it is obvious that the following estimate is valid for each k > 1

/ X{ve>0) = 2/ U4,
[0,2]1x B(1) [0,2]1x B(1)

it follows directly from (20) that we have the following estimate for each & > 1
Ue <2(A+ AZ)/ Uy. (1)
[0.21x B(1)

(21) immediately leads to the following assertion

o If it happens that [, g, U+ <
allk > 1.

TNGEWN A(ll A then it follows that U; < 1 holds for

Due to the above assertion, we can now say that as long as u satisfies f[o 21xB(1) U+ <

21\(11—+A), it follows from either (18) or (19) that the following nonlinear recurrence
relation holds for each k > 1.

k
U = (DN, p. 1) UL, 22)

where = 1+ & for the caseof I < p < N, and that 3 = % for the case of p > N.
In light of (22), it is time to recall the following well-known assertion of the
De-Giorig’s method.

e Assertion I Let D(N, p, A) >0 and § > 1 to be the two absolute constants
which appear in (22). Then, there exists some ¢y € (0, 1), which depends only on
D(N, p, A) > 0 and 3 > 1, such that for any sequence {a};2, of nonnegative
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numbers for which a; < ¢ holds and for which the relation a; < D(N, p, /\)af_1
holds for all £ > 1, it follows that limy_, o, @; = 0.

In accordance with the above assertion, we now take

€0

f=— ">
2A(1+ A)

Then, whenever u : [0, 2] x B(1) — R is a solution to (4) which satisfies f[0,2]x B()
u, < 0, the associated sequence Uy of truncated energies must satisfy both U, < g
and (22) for each k > 1, and hence it follows from Assertion I that lim;_, ., U, = 0.
This immediately lead to the following conclusion:

o If u : [0,2] x B(1) - R is a solution to (4) which satisfies f[O,ZJxB(l) u, < 0,it
follows that uy < 1 holds on [1, 2] x B(1).

In other words, the proof of Lemma 2 is now completed.

3 The Second De-Giorgi’s Lemma

We want to show now the following lemma.

Lemma3 Let N € Z*, and p € (1, 00) to be given. Then there exists some absolute
constant o = o(N, A, p) > 0, such that, for any function u € LP(—2,2; W'»
(B(1))) which is a weak solution (in the sense of distribution) to

1
Qu+ 4IVul” < A, on [=2,2] x B(D),

we have the following implication:
If it happens that u < 2 holds on [—2, 2] x B(1), and that u satisfies the following
two properties

[{(r, x) € [=2,2] x B(1) : u(t, x) < 0} = w,

{(t,x) € [-2,2] x B(1) : 0 < u(t,x) < 1}| < o, (24)

(23)

then it follows that

1)
[u—114 < =,
10,21 B(1) 2

where 6 = §(N, A\, p) > 0 is the absolute constant whose existence is asserted in
Lemma 2.
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Proof We divide the proof in several parts.
Step 1. For any u verifying (23), we have the following relation for any s, t € [—2, 2]
with s < 1.

1 t
/ uy(t, x)dx 5/ uy(s,x)dx — —/ / [Vuy|Pdxds + (t —s)A|B(1)].
B(1) B(1) AJs Iy

By taking t = 2, s = —2 in the above estimate, we obtain the following estimate.
/ |[Vui|Pdxds < C(A). (25)
[-2,21x B(1)

Note that the following estimate holds
aﬂ/l+ < A.

So obviously, we have
Q) lim < AIB(D)],

where || - || o stands for norm of measures in [—2, 2] x B(1). But

/ |(Qyuy)_|dxdt
[=2,2]1x B(1)

< —/ Oy dx dt +/ (Oyuy) dxdt (26)
[-2,2]1x B(1) [—2,2]x B(1)

<4|B(1)| +4A[B(D)|.

Hence
10ullamg < C(A). 27

Step 2. Assume that Lemma 3 is wrong. Then there exists a sequence of functions
{ur}p2, on [=2, 2] x B(1), with each u; verifies (25), (27) and the following three
estimates.

)
/ [ur — 11+ = 2
[0,21x B(1)
[[—2,2] x B(1)|

[{(t, %) € [=2,2] x B(1) s ux(t, x) < 0}| = 5 ;

(28)
1
[{(t,x) € [-2,2] x B(1) : 0 < uy(t, x) < 1}] < ©
From Step 1, there exists a subsequence {uy,},2, such that u;, converges to u

in L'([—2,2] x B(1)), where the limiting function i still verifies the following
properties.
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<2 in [-2,2] x B(1),
/ uy(t,x)dx 5/ uy(s,x)dx + (t —s)A|B(1)], —2<s<t<2,
B(1) B(1)

/1 Vit |P dx ds < C(A),
[—2,2]1x B(1)

_ 1)
[ —1] > -
[0.2]x B(1) 2

Observe that, the following estimate holds for any € > 0,

- 1 -
(s, — il > )] < —/ s, — il
€ J[=2,21xB(1)

So, it follows that for each fixed € > 0, the term which appears in the left hand side
of the above estimate converges to 0 when k, goes to infinity. Now we have the
following obvious estimate.

v

i < e}| = [{ux, <0} — [{lug, — il > €}
[=2,2] x B(1)

5 — lux, — ] = €}. (29)

Through passing into the limit on the above estimate as k,, goes to infinity, we get

[[-2,2] x B(1)|
2 9

i <e}| =

which is true for any € > 0. So, by passing to the limit on the above estimate by
letting € — 0™, it follows that we have

[[=2,2] x B(D)|

[{ii < 0}] > >

In the same way, we have,
He<i<1—e)| < [{0 <u, < 1} + [{lus, — it] = ¢}

1 1 _
< —+4- ey, — ul.
kn € Ji—22xB()

By passing to the limit on the above estimate as k, — 0o, we can deduce that the
following relation holds for every € > 0

fe<u<l-¢}|=0,
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from which it follows, through taking ¢ — 0, that the following relation holds.
[{(t,x) € [-2,2] x B(1) : 0 < ii(t, x) < 1}| = 0. (30)

Step 3. Now, we observe that, for almost every ¢ € [—2, 2],

/ IVii|P (¢, x) dx
B(1)

is finite. Also, (30) tells us that the following relation holds for almost every ¢ €
[_27 2]
{0 <i(t,) < 13N B()| =0,

So, by an application of the isoperimetric lemma of De Girogi (with fixed time 7), it
follows that, for almost every ¢t € [—2, 2], we have either

u,-) <0 in B(1),
or u(t,-)>1 in B(1).

Especially, for almost every ¢t € [—2, 2], we have either

/ u,(t,x)dx =0
B(1)

or

/ uy(t,x)dx > |B(1)|.
B(1)

Step 4. Since
[[=2,2] x B(D)|

l{u < 0} = >

there exists s € [—2, 0] for which the following relation holds

/ u,(s,x)dx =0.
B(1)

Consider sy € [s, 2] to be the supremum of all such time 5 € [s, 2] which satisfies
the following property

/ uy(r,)ydx =0 for 7 €[s,5).
B(1)

If it happens that 5o < 2, then for ¢ € (59, so + ﬁ] N [-2, 2], we have
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- [B(1)|
i (t,x)dx < A|BOD)|(t — s0) < ———.
B(1) 2

But then the above estimate will lead to the following relation

/ uy(t,x)ydx =0,
B(1)

which holds for all ¢ € (sg, so + ﬁ] N [—2, 2]. This directly contradicts the defini-
tion of so. This means that we have no choice but to admit that so must be 2. However,
so = 2 would mean that # < 0 holds on [s, 2] x B(1), which however directly con-
tradicts the fact that we should have

_ 0
/ [u—1]4 = -
[0,2]x B(1) 2

This ends the proof.

4 Improved Oscillations from Above and Below

Let§d = d0(N, A, p) > 0,and o = a(N, A, p) > 0 to be the two absolute constants
which are specified in Lemmas 2 and 3 respectively. Now, we consider the integer
Ko € Z* which is defined as follows.

ko= [zl "

where the symbol [x] means the largest integer which is less than or equal to x. It is
obvious that K is an absolute constant which depends only on N, A, and p, since
both ¢ and @ do. Now, we consider the following two differential inequalities.

2 (Ko+1)(p—1) » A
O + T|vu| < SRor (32)
Opu + 2KDE=D A vy | > 0. (33)

Now, by applying Lemma 3, and then Lemma 2 successively, we can now obtain
the following proposition.

Proposition 1 (Improved oscillation from above) There exists some absolute con-
stant A\ = AX(N, A, p) € (0, 1), such that for any weak solutionu € LP(—2,2; Wh?
(B(1))) to (32) on [—2, 2] x B(1), we have the following implication.
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Ifit happens that u < 2 holds on [—2, 2] x B(1) and that u satisfies the following

property
[[-2,2] x B(1)|

{u(r, x) <0y N([=2,2] x B(1))| = 5

then it follows that
u<2—X on [1,2]x B().

Proof Let u : [—2,2] x B(1) = R to be a weak solution to (32) which satisfies
all the hypothesis of Proposition 1. For each integer k € Z* which satisfies 1 < k <
Ko + 1, we consider the function uy, : [—2, 2] x B(1) — R which is defined through
the following relation in an inductive manner.

up = 2(up—y — 1),

where the function u is just defined to be u itself (i.e. u9 = u). Then, inductively, it
is easy to see that the following identity holds for each k € {1, 2, ... Ky + 1}.

1
ue = 2Mu —2(1 - ?)}'

By construction, it is obvious that, for each 1 <k < Ky + 1 the relation u; <2
holds on [—2,2] x B(1). Observe that the following relation holds for each k €
{1,2,..., Ko}.

[{(z,x) € [2,2] x B(1) : ux(t, x) < 0}

>|{(t,x) € [-2,2] x B(1) : u(t, x) < 0} (34)
N [[-2,2] x B(1)|
2

Inductively, it is apparent that each uy is a weak solution to the following differential
inequality on [—2, 2] x B(1)

2(P=D(Ko+1-k)

Dyup + TW“"V 35)

< —.
- 2K0+17k

Next, we note that it is impossible to have the following relation to be valid for all
kef{l,2,..., Ko}

{(t,x) € [-2,2] x B(1) : 0 < uy(t,x) < 1}| > a,

since if otherwise, the validity of the above relation for all 1 < k < K would lead
to
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-2,2 B(1
It ] x <)|+

[{(t,x) € [-2,2] x B(1) : ug,(t,x) <0} > 5

which is absurd. This indicates that there must be some positive integer j, which
satisfies 1 < jy < Ky for which the following relation holds.

[{(t,x) € [-2,2] x B1) : 0 < u;y(t,x) < 1}| < a. (36)
Since Ko — jo > 0,itfollows thatu j, is also a weak solutionto (4) on [—-2, 2] x B(1).

As aresult, (34) and (36) together enable us to apply Lemma 3 directly to u j, in order
to deduce that the following property holds.

/ (Mj0+1)+ = 2/ (uJO — l)+ < 0. (37)
[0,2]x B(1) [0,2]x B(1)

Since u j, 11 satisfies (4), (37) enables us to apply Lemma 2 directly to u ;4| to deduce
that
uj+1 <1 on [I,2]x B(1),

which gives

1
u<2-—

= 2ot EZ—W on [1,2]XB(1)

So, by taking A\ = #, the proof of Proposition 1 is complete.
Now we want to show the following proposition.

Proposition 2 (Improved oscillation from below) There exists an absolute constant
A= )\(N A, p) € (0,1) such that for any function u € LP(=2,2; W'P(B(1)))
which is a weak solution to (32) on [—2,2] x B(1), and which simultaneously is
a viscosity solution to (33) on [—2, 2] x B(1), we have the following implication:
If u satisfies the following properties

u>-2 on [-2,2] x B(1). (38)

|[-2,2] x B(D)|

{u(r, x) = 0y N ([=2,2] x B(1))| = 5

(39)

then it follows that
- 1
u>-2+Xx on [1,2]x B(E).

Proof Letu : [—2,2] x B(1) — R to be a viscosity solution to (33) on [—2, 2] X
B(1) which is also a weak solution to (32) on [—2, 2] x B(1) and which satisfies
conditions (38) and (39).



De Giorgi Techniques Applied to the Holder Regularity of Solutions ... 131
The function v : [—2, 2] x B(1) — R defined by
v(t,x) = —u(—t, x)

is not a viscosity solution to (33) anymore, but it still verifies (32) in the sense of
distribution. Condition (39) is equivalent to

[=2,2] x B(D)|

[{v(, x) <0yN ([-2,2] x B(1)| = 5

(40)

Also, condition (38) gives that v < 2holdson[—2, 2] x B(1).Hence, we can directly
apply Proposition 1 to deduce that,

v<2-—X on [1,2] x B(1),
which is equivalent to,
u>-2+X on [-2,—1] x B(1).
Here, A € (0, 1) is the absolute constant which is specified in Proposition 1. With

respect to some positive number A\; € (0, A) which will be determined later, consider
the function 7 : [—2, 2] x RY — R which is defined as follows.

: _ Ay Ay e
P(t, x) = inf —2+)\1,—2—§(l+2)+ m (l—|x|) .

The function 9 is a viscosity solution to
O + 2KADP=DA|V1P =0,  on [-2,2] x RV,

Then, it follows that the relation ¥ (—2, -) < u(—2, -) holds on B(1). It is equally
obvious that the following relation also holds for all (7, x) € [—2, 2] x 0B(1).

A
U(t,x) = =2 — ?(r +2) < 2.
This tells us that the relation ¥ < u holds point-wisely on the parabolic bound-
ary {—2} x B(1) U[—=2, 2] x dB(1) of the cube [—2, 2] x B(1). This allows us to
employ basic comparison principle in the theory of Hamilton—Jacobi equations to

deduce that the following relation holds for all (¢, x) € [—2, 2] x B(1).

u(t,x) > P, x),



132 C.H. Chan and A. Vasseur

from which it follows that the following relation holds

sinf( =242 224 L Al v 1,21 x B( %
w=1m I 2 "2 \8A 2—D(Ko+D R A T A

In the case of p € (1, 00), since

A Yroq
\im, (8A.2(p—1)(l(o+l)) N[

itfollows that we may choose A; € (0, \) to be sufficiently small so that the following

relation holds
A\ 1/p

With respect to such a A\; € (0, \) satisfying (41), we deduce that the following
improved oscillation holds, provided u satisfies (38) and (39).

. Al Al 1
u > inf —2+/\1;—2+? =—2+? on [1,2] x B 5)

So, by taking A= %, the proof of proposition 2 is now completed.

5 Final Rescaling

Indeed, by means of a simple re-scaling argument, it is easy to see that Theorem 1
will follow from the following proposition, which we are going to prove in this final
section.

Proposition 3 There exists absolute constants ¢ € (0, 1), Xe ©,1) and a; €
(1, p), depending only on N, p, A, such that for any function u : L?(—4,0; W?
(B(1))) which is a weak solution to (4) on [—4, 0] x B(1), and which simultaneously
is a viscosity solution to (5) on [—4, 0] x B(1), we have the following implication:
If it happens that |u| < 2 holds on [—4, 0] x B(1), then it follows that u satisfies the
following relation for allm € 7.

<4 4— )
osc —),
0, U= |

where Q,, = [~ 0] x B(3).

Proof The proof of Proposition 3 will be carried out through several steps as follows.
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Step 1: Initial Re-scaling

Let u : [—4,0] x B(1) = R to be a function which is a weak solution to (4) on
[—4, 0] x B(1), and which simultaneously is a viscosity solution to (5) on [—4, 0] x
B(1). We will assume, without the loss of generality, that || < 2 holds on [—4, 0] x
B(1). In order to use either improved oscillation from above or below by means of
Propositions 1 or 2, we need to re-scale our function u so that the re-scaled function
will satisfies (32) in the weak sense and (33) in the viscosity sense. Moreover, with
respect to some parameters € € (0, 1), and « € [1 p) which will be determined
later, we consider the function u; : [N , 0] x B( ) — R defined as follows (This
index « € [1, p) absolutely has nothing to do with the previous absolute constant
a(N, A, p) > 0 which appears in Lemma 3).

u(t, x) = u(e“t, ex).

Notice that u; is then a weak solution to the following inequality on [=2, 0] x B(%)

R

Oy +

1
= [Vuy|” < Ae. (42)

Atthe same time u, is also a viscosity solution to the following inequality on [ =2 = 0] x

B().

Ohur + \w,\” > 0. (43)

ep—a

Now, we simply notice that

1
{5P*a

which immediately ensures that we can find a suitable pair (¢, o) withe € (0, 1) and
a € [1, p) for which the following required property holds

cee(0.1),acll p)} = (1, 400),

— 2(Ko+D(p=1) (44)
eP—a

So, with respect to such a pair of (e, p) satisfying (44), since % > 1, we clearly
have

N 1 1
= <
2 (Kot D(5=0) 2Kot1”
Hence, it follows from (42) and (43) that u; is a weak solution to (32) on [5” , 0] x
B( ), which simultaneously is also a viscosity solution to (33) on [pr ,0] x B (;).

Slnce we still have |u;| <2 on | 5"4 , 0] x B(E), we can directly apply either Propo-
sitions 1 or 2 to yield either u; <2 — X on [—1,0] x B(%) oru; > -2+ X on

[—1,0] x B(}).
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In either case, we obtain the following improved oscillation

OSC[_1 jxp(}) U1 <4 — A (45)
Step 2: Second Re-scaling and Improved Oscillation at the Scale of ¢,

The situation looks so far so good. However, we have to be more careful in carrying
out the second re-scaling. First, due to the above improved oscillation of u; on

[—1,0] x B(%), we can find some d; € R with |d;| < % such that the following
relation |u; — d| <2 — % holds on [—1, 0] x B(%). Just as before, with respect to
some €1 € (0,1) and o € [1, p) which have to be determined later, we need to
consider the re-scaled function u, defined as follows

ur(t, x) = 4~<M1(€?lt,€1)€)—d1}. (46)
4 -\

Observe that u;, is a weak solution to the following inequality on [
B(1).

EE€]

’T‘(}l,O]x

ca

2 (Ko+D(p—1) (4 _ 5\)1’—1
Aep™™ 4

A . 4
Ohur + Vu,|” < 2K0+1€11(m)- 47)

Also, u; is a viscosity solution to the following inequality on [ﬁ, 0] x B(%).
1

p—aq 4

Ko+ (p-1) L 4- 2\ p
Opup + A2KTDe=D (=) |Vi,|" > 0. (48)
€1

In light of the structure of (48), it is natural to take €; as follows, with some
suitable oy € (1, p) which will be determined later.

43\
€1 = (T) (49)

With this choice of €; as specified in (49), we surely have

1 (4 - Z\)f’1 _,
e\ 4 o
~ plap=1)

o 4 4 — X\ ra
§l—=)=(—= <1,
4— A 4

and that
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since a1 € (1, p) ensures that % > (. These observations tell us that, as long
as € is given by (49), it follows from (47) and (48) that u; is still a weak solution to

(32) on [ﬁ, 0] x B(%), which simultaneously is also a viscosity solution to (33)
° =

on [ir, 0] x B(L).
, :

e
Due to construction, u, must satisfies |u;| < 2 on [—5%1, 0] x B(ﬁ). The key
1
point is that we have the freedom to choose o € (1, p) to be as close to p > 1 as
possible. Indeed, we observe that

_ ( 4 ) =n
lim | —— =400,
aj—=p~ \4 — )\

which allows us to choose some suitable a € (1, p) to be sufficiently close to p, in
a manner which depends only on p, g and A (and hence only on N, p, and \) such
that the following two relations must hold simultaneously.

— > 1 (50)

(50) is here to ensure that [—4, 0] x B(1) C [—e; "', 0] x B(ﬁ) holds.

As aresult, with respect to such a o) = (N, p, A) € (0, p), and £ to be given
in (49), we eventually have |u;| <2 on [—4, 0] x B(1). So, we may apply either
Propositions 1 or 2 to deduce that we can find some suitable d, € R with |d,| < %
for which we have

A 1
|u2—alz|§2—E on [—1,01x B{ 7).

Step 3: Successive Re-scalings and Improved Oscillations at Finer and Finer
Scales

Let o € (1, p) to be the same absolute constant in Step 2 which satisfies (50),
and let ¢; € (0, 1) to be the one specified in (49). Inductively, suppose that we have
done re-scalings on the original solution u : [—4, 0] x B(1) — R for m — 1-times;
so that we have found alist of numbers d,, d», d3, . . . d,,—; € R, each of them satisfies
|d;| < %, in such a way that the associated list of re-scaled functions u ; as determined
by the following recurrence relation (for 2 < k < m)

4 a
up(t, x) = ~[uk1(51]t»€1x)_dkl] (5D
4— )\

satisfy the following properties.
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e Foreach 1 < j < m, u; is a weak solution to (32) on [—4, 0] x B(1), and simul-
taneously a viscosity solution to (33) on [—4, 0] x B(1).

e For each 1 < j < m, the relation |u;(t, x)| < 2 holds for all (¢, x) € [-4, 0] x
B(1).

Since u,, satisfies the above two properties, we apply either propositions 1 or 2 to
deduce that either u,, <2 — \ or else u,, > —2 + A must hold on[—1,0] x B( ).

In other words, we can find some suitable d,, € R with |d,,| < 5 for which we have

>~

—du|=2-% [—1,0] B(l)
Um m| = ) on s X ) .

Now, consider the re-scaled function i, : [ — Ei, 0] x B(E—ll) — R defined as
follows

Upy1(t, x) = PR U (', €1x) — dm].

U,e 18 then a weak solution to (32) on [— “, , 0] x B( ) and simultaneously a

viscosity solution to (33) on [— ﬂl ,0] x B( ) By construction, we also have

1 1
m <2 on [—,0] x B(—),
Jumsr| = (= o 01 B(5)
Since [—4,0] x B(1) C [—¢; ", 0] x B( ) the above estimate ensures that
|um+1| < 2 holds on [—4, 0] x B(1). So, we may apply either Propositions 1 or 2 to

deduce that we can find some suitable d,,.; € R with |d,41] < % for which we have

A 1
Uil — Ayt 52—5 on [—l,O]xB(E).

So, inductively, we are able to construct a sequence of numbers {d,,};,_, with
ldy| < % such that for the associated sequence of successively re-scaled functions
{um};,_, as defined in (51), we have the following property.

e For each m > 2, u,, is a weak solution to (32) on [—4, 0] x B(1), and simul-
taneously a viscosity solution to (33) on [—4, 0] x B(1). Moreover, the relation
|u, (2, x)| < 2holds on [—4, 0] x B(1),

which allows us to use either Propositions 1 or 2 to obtain the following improved
oscillations at finer and finer scales

|um—dm|§2—% on [—I,O]xB(%), (52)
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which holds for every m € Z*. Then, it follows directly from (52) that the following
property holds for all m > 0

4— X\ m+1
oscp, U1 < 4(7) )

in which Q,, = [—£]"™, 0] x B().
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On the Motion of Chemically Reacting Fluids
Through Porous Medium

Eduard Feireisl, Jiri MikySka, Hana Petzeltova and Peter Takac

Abstract We consider a parabolic-hyperbolic system of nonlinear partial differen-
tial equations modeling the motion of a chemically reacting mixture through porous
medium. The existence of classical as well as weak solutions is established under sev-
eral physically relevant choices of the constitutive equations and relevant boundary
conditions.

Keywords Chemically reacting fluid + Porous medium - DiPerna, Lions theory

1 Introduction

A simple model of the motion of a mixture of n chemically reacting fluids takes the
form (see e.g. Giovangigli [10, Chaps.2,3]):

3 (0") 4 div, (p'v) + div,.Z" = m;e', (1)
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where p is the mass density of the i-th species, v is the fluid bulk velocity of the
mixture, m; the molar mass of the i-th species, .# I the diffusive fluxes, and o'
represent the molar production, typically given functions of (p!, ..., p") and of the
temperature. We also denote

n
p=>p
i=1
the total density of the mixture and introduce the mass fractions
1
Y! :'0—, i=1,...,n.
1)
Obviously,

Y >0, ZY"=1. )
i=1

We may sum up (1) to deduce the mass conservation (equation of continuity):

n

0;p + div, (pv) = —div, Zﬁi + Zm,-a)" =0, 3)
i=1

i=1

where the last equality should be viewed as a natural constraint to be imposed on
F', o' enforced by the principle of mass conservation.
The diffusion fluxes are typically given through the empirical Fick’s law:

Fl=—dV.Y, d>0i=1,...,n “4)

If the motion takes place in the porous medium environment, we may close the
system by imposing the standard hypothesis that the velocity v is given by the pressure
gradient, more specifically

v=—V,p+pg )

where g represents the gravitational force. For the one component compressible
flow, the relation (5) has been rigorously identified as a homogenization limit of
the compressible Navier—Stokes system, see Masmoudi [11]. The result has been
extended to a more general class of pressure laws and also to the full Navier—Stokes—
Fourier system in [8]. The Eq. (1) has been considered in many special situations,
namely in connection with the Navier—Stokes system, see, e.g., [9] and references
there. Here, the main point consists in considering mixed boundary conditions for
a simplified model, and an application of the DiPerna, Lions theory to the general
problem.
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1.1 A Parabolic-Hyperbolic System

We consider the problem of solvability of the system described above for (', v),
or alternatively, for (Y?, p), in the set {(¢, x) € [0, ] x 2}, where £2 C R3isa
bounded smooth domain, under the following simplifying assumptions:

The diffusion coefficients d; vanish foralli = 1,2, ....

The process is isothermal, the temperature 7 > 0 is constant.

The effect of the gravitational force is neglected, g = 0.

The production rates o =l (p!,..., p") are given smooth functions of species
densities. More specifically,

o' =% —p', (6)
where €; > 0, &; > 0,
m b o f ,0’ “If.v.f Fob pl vy
% =Y | v,k (mny, (;) +v/ KNy, (m—) .,
j=1 I I
; ‘/,—1 \)/.
1 mn i\ Vij 1 1,
_ f ! P p
amm| 2 io(R) e (F) @
J=1v! =1
m i "k/_l ! Vﬁj
b b 1Y 1%
+ Z v, Ki(T) (_) Ty (_) ;
m; m
j:l,vﬁ/zl
where m is the number of chemical reactions, K jf , K ;’ are positive functions of the
temperature, and vl{ i vf j are non-negative integers (stoichiometric coefficients),

see [10, Sect.6.4.6].
e The pressure of the mixture is given by the perfect gas law,

n

p=> L pr. ©)

i=1 "
where R is the perfect gas constant.

Remark 1 1t is interesting to note that (9) with equal molar masses m; = m is the
only choice of the pressure compatible with the Second Law of Thermodynamics as
soon as Fick’s law is imposed, cf. [9].

Our goal in the present paper is to discuss the solvability and a proper choice of
boundary conditions for system (1) under the simplifying conditions stated above.
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In Sect.2, we study the case when the pressure p satisfies a parabolic equation of
porous medium type independent of the species densities p’. The standard parabolic
theory yields a regular pressure p that can be subsequently substituted in (1) to deter-
mine uniquely p’,i = 1, ..., n by the method of characteristics. Relevant boundary
conditions are easy to discuss in this context.

In Sect. 3, we address the general situation when all equations in (1) are strongly
coupled. The resulting system is of mixed parabolic-hyperbolic type. We derive a
priori bounds and show weak sequential stability of the family of solutions. To this
end, a variant of DiPerna, Lions [7] theory for the transport equation is used.

2 The Case of “Independent” Pressure

We start with the simple situation of equal molar masses m; = m > 0 for all i =
1,...,n. Inaccordance with (9) and (3), (5), we may sum up the Eq. (1) to obtain

8p — div,(pV,p) = 0. (10)
Thus the pressure satisfies a parabolic type differential equation that may be solved
separately and independently of the other quantities. Note that the same situation

occurs in the absence of chemical reactions, meaning w; =0 for alli =1,...,n.
Most generally, we have (10) whenever

D wj=0,mj=mg, >0forall j€S;, §NS;=0ifi #j U;jS;={l,....n}.
JES;

2.1 Boundary Value Problem for the Pressure Equation

Equation (10) represents the standard porous medium equation studied frequently in
the literature, see e.g. Di Benedetto [6]. Here, in addition, we avoid the “vacuum”
problem by imposing positive initial and boundary conditions on p.

2.1.1 Mixed Neumann-Dirichlet Boundary Conditions

We suppose the boundary 92 can be decomposed as

02 =IpUTIy, I'p, I'y smooth and compactwith I'p NIy =0. (12)
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We impose the (non-homogeneous) Dirichlet boundary condition
p = pponlp, ppisapositive constant, (13)
together with the (homogenous) Neumann boundary condition
Vi,p-n=0 on Iy. (14)

As usual, n denotes the outer unit normal vector to the boundary 952 of £2.

Remark 2 This choice of boundary conditions corresponds to the presence of a
“well” in the container §2 on the boundary of which a (constant) pressure is main-
tained, with the rest of 92 being an impermeable wall.

In order to deal with a well-posed problem, we prescribe the initial pressure
distribution

p(0, x) = po(x) in £2. (15)
(i) Consider the situation
po(x) = pp > Oforall x € 2, py € W>*(R2), po % ps-

By virtue of the standard parabolic theory, problem (10), (12—15) admits a unique
solution

p(t,x) > pp forany (¢,x) € (0,7) x £2.

Moreover, the solution is smooth in the open set (0, T) x §2 and, by virtue of the
strong maximum principle (Hopf’s boundary point lemma),

Vi,p-n<0on Ip. (16)

Now, equation (1) reduces to the transport problem
3, (p") —divy(p'Vep) =miad (o', ..., p"), i=1,...n, (17)
with a given (regular) velocity field v = —V, p. Keeping (14), (16) in mind, the
method of characteristics yields that Eq. (17) admits a unique solution for any initial

data

p'(0,) =py, in 2 (18)
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satisfying the obvious compatibility condition

n

1.
Z—pgerpo in 2. (19)
s

i=1
(i) Now, we examine the complementary situation
0 < po(x) < pp forall x € 2, py € W*®(2), po % p»-
It is easy to check, by means of the same arguments as above, that
Vip-n>0on Ip. (20)

Consequently, for the transport problem (17), (18) to be uniquely solvable, we have
to prescribe the boundary conditions

p|FD=lO];a 1=1i,...,n,

with the compatibility condition

n 1 )
Z —ppRT = py.
; m;
i=1

(iii) In general, the sign of the normal component of the velocity —V,p -non I'p
is determined by the pressure. In particular, the relevant boundary conditions for o
must be prescribed a posteriori, after having solved problem (10), (12—15).

2.2 Other Boundary Conditions

More general boundary conditions can be handled in a similar fashion. One should
always keep in mind that the boundary conditions for the species densities p;, must
be determined after having identified the sign of V, p - n together with p on 9£2.

3 General System

We focus on the general case in which the equations for the pressure and the species
densities are coupled. It turns out that it is more convenient to consider p, together
with the mass fractions Y?, as independent variables. Taking into account (3) with
v = —V, p, the resulting system of equations reads:
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n

0p — divs(pVep) = RT D 0 @1
i=1

atYl_vxpval:nia)lv l:177n (22)
P

Recalling the pressure-density relation
n 1 -1
p=p(Z—Y"RT) P =Y, (23)
i=1 M

and using the specific form of o' stated in (6-8), we view the right-hand sides of the
above equations as functions of pand Y', ..., Y".

System (21-23) is nonlinear of parabolic-hyperbolic type. To avoid unnecessary
technicalities, we impose the homogeneous Neumann boundary conditions for the
pressure,

Viep-nlye =0. (24)

Accordingly, only the initial conditions for Y’ are necessary to make the problem,
at least formally, well-posed.

3.1 A Priori Estimates

We start by deriving suitable a priori estimates for (smooth) solutions of problem
(21), (22), (24).

3.1.1 Uniform Bounds on the Pressure

Uniform bounds on the pressure are usually derived by application of some form of

the maximum principle. A short inspection of the pressure Eq.(21) and the structure
(6) of the functions ' reveals that

n n n
D=6 Y (P p ).
i=l1 i=1 j=1

Consequently, in view of the standard maximum principle estimates, we get auniform
bound

0 < p(t, x) < p on the time interval (0, 7), (25)
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where T > 0 depends, in general, on || p(0, -)|| ~(s). Moreover, the estimate is uni-
form, meaning extendable to any positive 7 if at least one of the following situations
occurs:

DG —-p'%~(p+1),
i=1

for specific examples see [10, Sect.3.2.3];
[ ]
1P (0, )|l L=(s) is sufficiently small,

where “small” means in terms of t and the structural constants appearing in (7),

(8).

Accordingly, in the remaining part of this section, we assume the validity of the
bound (25). Note that, in view of the structure of o' stated in (6), relation (25) implies
that

p, ) > p> 0 for any 7 € (0, t) as soon as Xngg p@0,x) >0, (26)

where the lower bound p may depend on 7.

3.1.2 Maximal Regularity Estimates

In view of (25), (26) we may use the maximal regularity estimates for (non-
degenerate) parabolic equations, see Denk, Hieber, and Pruess [4] or Ashyralyev
and Sobolevskii [5], to deduce the bounds

orp, Vfcp; [=0,1,2, boundedin L7((0,7) x £2) for any finite 1 < ¢ < c0.
(27)

Unfortunately, the bounds (27) are still not sufficient for the transport Eq. (22)
to be well-posed. The available DiPerna, Lions theory [7] (see also Ambrosio [2],
Crippa and De Lellis [3]) require that, at least,

div,Vep = Ayp € L0, T; L®(2)) . (28)

In order to guarantee (28), higher order regularity estimates are needed that will be
established in the next section.
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3.1.3 Higher Order Regularity

Taking the time derivative of (21) with respect to ¢t and denoting P = 9, p, we obtain

8P — div,(pV,P) = div. (3, pV.p) + RT D _ . (29)
i=1

To evaluate 9,w’ we realize that, thanks to (6-8),

ki
= Zkak,,-(pl,...,p"), i=1,...,n,

where Gy ; are continuously differentiable functions. Using (17) we compute

. . L Grip's "),
0 (0 Grip! o p") = 0p" (o' P 9" D === tup
j=1
) " 2\ Gri(p', ..., 0" »
= AV (0 Vap)Gralp' oo ")+ D e divi(p? Vi)
j=1
N  Gri(p's ..., p™)
+miwin,i(Pl, o)+ ;Ok Z ijwj-
j=1
Furthermore,
) " 2 Gri(p', ..., 0" ;
divy(p*Vep)Grilp'. ... 0" +p* D 4w V.p)

j=1

n

. Gri(p', ..., p" :

= dive [p*VipGri(p', .., "] = pc D g Ve Vb
j=1

kl(p s ") j k . Gk,i(pl,---,p") j
E —-pr'vxp +p EITP Ayp
j=1 j=

. le(p LA ) j
= div, [p" Vi pGri(o', ..., pM] + o Z — o/ Ayp.
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Summing up the previous observations and going back to (29) we infer that
0, P — div,(pV,P) =div,(F) + G,
with
F, G boundedin LY((0,7) x £2) forany finite 1 < g < 0o, F-n|yo =0.

Thus, applying the (weak) maximal regularity theory for parabolic equations (see
Amann [1]), we conclude that

dp =P isboundedin L4(0,7; W4 (£2)) forany 1 < g < 00. (30)
Note that this step requires higher regularity of the initial data (at = 0), specifically,
9,p0, )= P, -) e B'-®/0aa (),
see Amann [ 1, Theorem 2.1]. This kind of initial regularity hypothesis is not unusual
for a parabolic problem.
Finally, embedding W' (£2) into L>(£2) for g > 3, together with boundedness
of the right hand side of (21), (see (25)) yields the desired conclusion

div,Vop=A,p € L0, t; L*(2)) forany 1 <gq < 0. 31

3.2 Weak Sequential Stability

Our goal is to establish the following result:

Theorem 1 Let {p.}.-0, {Y;}DO; i =1,...,n, be a family of (smooth) solutions of
problem (21), (22) such that:

De = Dy Vipe = Vipin C([0, 7] x £2),

(32)

Ay pe = Ay p weakly-(*)in L1(0, T; L*(£2)), 1 < g < oo,
Y! — Y weakly-(*) in L™((0, 7) x £2), (33)
YN0, ) — Y, in L'(£2). (34)

Then

Yi > Yiae in(0,1) x 2, (35)

&
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where pand Y', ..., Y" satisfy (22), specifically,

. . . 1 omi
Y —dv (Y'Vep) + Y Avp = —oi(p, Y, Y)Y ELYIRT, i =1, .
p mj

j=t"

(36)
The rest of the paper is devoted to the proof of Theorem 1. We use the approach
proposed in the seminal paper by DiPerna and Lions [7].
3.2.1 Existence for the Limit Problem

We show that the limit problem (36) admits a weak solution Y', ..., ¥" such that
n
Yi>0 forany i =1,...,n, ZYi =1,
i=1
provided the initial data satisfy

Yi >0, Zn:Y0i=1.
i=1

Step 1
We approximate the pressure p by a family of smooth functions {ps}s-o,
ps = p, Vips = V,p uniformly in [0, t] X Q,

Axps = Axp ae.in (0,7) x 2, |AxpslLa,r;L°(2)) <1 for any 1 < g <o0.
as 6 — 0. Using the standard method of characteristics, we find a unique solution
Yy, ..., Y} emanating from the initial data Y, ..., Y{.

Thanks to hypothesis (6),

Ysi >0 foralli=1,...,n,
and, by virtue of (3),
Zn: Yi=1.
i=1
Consequently, passing to a suitable subsequence if necessary, we may assume that

Y{ — Y weakly-(*) in L™((0, 7) x £2) N Cyeax ([0, T]; L' (£2)) a5 8 — 0,
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where
&Yi—dwa”V”ﬁ+dﬂAxp:r%wﬂp,Yﬂ‘”,Y”)ﬁ:g%JVRT,i=1p.”n.
= (37)
Y0,) =Y. (38)

Here and hereafter, the upper bar denotes a weak limit of compositions of smooth
functions applied to weakly convergent sequences.

Step 2
In order to complete the proof, we have to show strong convergence

Yi - Y'aa.in (0,7) x 2 as 8§ — 0. (39)

To this end, we write down a renormalized formulation of the §—problem in the
form:

. 2RT < m; o
¥ 1Ys|* — div, (Y5 Vi ps) + Y5 Axps = —— m—fw,-(pa, Yy, .. yhyiyi.
ij=1"""7
Letting 6 — 0 we obtain
i — — 2RT < m; ___
WY P —dive(IYPVip) + Y PAp = —— D —wi(p, Y, ..., Y)Y Y/,
.
ij=1""7

(40)

Now, applying the regularization procedure of DiPerna and Lions [7] to (37) we
deduce that

2 5 5 _2RT"m,»_ - —
Y |" = div,(IY["Vip) + Y[ Ayp = — —wi(p, Y, ..., YmYIY"
o

ij=1 "7

(41)
Step 3
Finally, we integrate the difference of (40), (41) over £2:

%/Q(W_'Y'z) dx=—/9Axp(W—|Y|2) dx

2RT ~~ m;
+/ = —l[wi(p, Yl . . Y"YiY) —wi(p,Yl,...,Y")Yin] dx,
e P S5M
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where

/ [a),-(p, YT, YNYYT —a(p, Y',...,Yn)YfY"] dx
2

- lim/ [0i(ps, Yys oo YOV —wi(ps, Y, ..., YOYT] (V] — YY) dx
§—0 Q

51im/ Ys — Y2 dx:/ (W—|Y|2) dx.
§—0 o Q

Thus, applying Gronwall’s lemma and using the fact that the initial values converge
strongly, we conclude

Y12 =Y

yielding (39).

3.2.2 Compactness

Our ultimate goal is to show (35), (36). As Y, are smooth, we may rewrite (36) as

n

. . RT m; .
OY =V Yl Vepe=—> —wi(pe, Y. . Y)Y/, i=1,...,n (42)

m
& =1 Jj

At this stage, we employ once more the regularization procedure of DiPerna,
Lions [7] to Eq. (36):

. , RT ~—~ m; ,
QY —V.Y'Vip=—-"> —Lw(p, Y, ... YV +e,i=1,....n, (43)
p T mj
Jj=1

where
e, — 0in L'((0,7) x 2)asr — 0.

Similarly to the above, we subtract (42), (43), multiply the resulting expression
by Y! — Y/, and integrate over §2 obtaining

d i o )
5/9|Y8—Y,|2dx+/QAxpgm—Yerx:/QZWH%— «p) - Ve ¥ (Y; = ¥)) dx
b A i=1
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n

_ RT m; . 1 nmnyij 1 nyyJ

= E @i (pe, Yoo oo, Y)Y —wi(pe, Y, , ..., Y)Y | dx +e.(r) + e,
2 Pe =l m;

where

e.(r) > 0in Ll((O, 7) X §2) as ¢ — 0 for any fixed r.
Finally, letting first ¢ — O, then r — 0, and realizing that
Y — Y'in C([0, T]; L*(£2)),
we get the desired conclusion (35), (36).
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Entropy Methods and Convergence
to Equilibrium for Volume-Surface
Reaction-Diffusion Systems

Klemens Fellner and Bao Quoc Tang

Abstract We consider two volume-surface reaction-diffusion systems arising from
cell biology. The first system describes the localisation of the protein Lgl in the
asymmetric division of Drosophila SOP stem cells, while the second system models
the JAK2/STATS signalling pathway. Both model systems have in common that (i)
different species are located in different spatial compartments, (ii) the involved chem-
ical reaction kinetics between the species satisfies a complex balance condition and
(iii) that the associated complex balance equilibrium is spatially inhomogeneous. By
using recent advances on the entropy method for complex balanced reaction-diffusion
systems, we show for both systems exponential convergence to the equilibrium with
constants and rates, which can be explicitly estimated.

Keywords Volume-surface reaction-diffusion systems * Surface diffusion
hfillbreak Asymmetric stem cell division + JAK/STAT signalling pathway
hfillbreak Convergence to equilibrium - Entropy method

1 Introduction and Main Results

Various physical, chemical, biological or ecological systems involve processes in
different spatial compartments. A particular important example is given by consid-
ering quantities on a domain and on its surrounding boundary. Reactions taking
place in these situations result in a class of PDE models called Volume-Surface
Reaction-Diffusion systems (hereafter, we will use the abbreviation VSRD systems).
The intrinsic volume-surface coupling of VSRD systems introduces new difficulties
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in both the mathematical and the numerical analysis compared to classical reaction-
diffusion systems supported on only one spatial domain.

Recently, a rapidly increasing amount of attention has been devoted to the math-
ematical theory of VSRD systems arising from such different applications as fluid
mechanics [16, 21], ecology [1-3], crystal growth [19] or, especially, cell biology,
seee.g. [9, 11, 13, 17].

This paper aims to investigate the large time behaviour of two particular linear
VSRD systems arising from two different application backgrounds in cell biology: the
first being a model for the localisation of the key-protein Lgl during the asymmetric
stem cell division of SOP precursor cells in Drosophila (see e.g. [11]), the second one
being a model on the so-called JAK2/STATS signalling pathway, see [13]. In both
examples, the cell cytoplasm constitutes the volume domain and the surrounding
cell-membrane/cortex constitutes the surrounding boundary. In the JAK2/STATS
model, also the volume of cell nucleus and its boundary are considered. Moreover,
reactions occur within and between the volume- and surface-compartments, which
do not satisfy the so called detailed balance condition, but the more general complex
balance condition, see e.g. [18].

The main results of this paper prove exponential convergence to the complex
balance equilibrium with explicitly computable rates by using the so-called entropy
method. Moreover, we extend the entropy method to apply to spatially inhomoge-
neous equilibria. This paper may serve as a proof of concept for the applicability of
the entropy method to a wide class of VSRD systems including mixed ODE/PDE
systems. The presented proofs, however, rely on positive lower and upper bounds of
the equilibria, which are difficult to obtain for general systems.

The entropy method applied in this work has recently become a very powerful tool
in proving exponential convergence to equilibrium with explicit rates for reaction-
diffusion systems, but mostly under the assumption of the detailed balance condition
and on a single spatial domain, see e.g. [5, 6, 12, 15, 22]. The entropy method for
complex balance reaction-diffusion networks was so far only considered on a single
domain for linear, respectively, nonlinear systems in [7, 10].

The current paper constitutes the first results of the entropy method for volume-
surface systems with spatially inhomogeneous complex balance equilibria. In the next
two sections, we detail the considered VSRD systems and state the main results.

1.1 A VSRD Model for the Localisation of Lgl During
Asymmetric Stem Cell Division

In stem cells undergoing asymmetric cell division, particular proteins (so-called cell-
fate determinants) are localised at the cortex of only one of the two daughter cells
during mitosis. These cell-fate determinants trigger in the following the differentia-
tion of one daughter cell into specific tissue while the other daughter cell remains a
stem cell.
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Fig. 1 The reaction dynamics between L, P, [ and p

In Drosophila, SOP precursor stem cells provide a well-studied biological exam-
ple model of asymmetric stem cell division, see e.g. [4, 20, 25] and the references
therein. In particular, asymmetric cell division of SOP cells is driven by the asym-
metric localisation of the key protein Lgl (Lethal giant larvae), which exists in two
conformational states: a non-phosphorylated form which regulates the localisation
of the cell-fate-determinants in the membrane of one daughter cell, and a phospho-
rylated form which is inactive.

The asymmetric localisation of Lgl during mitosis is the result of the activation
of the kinase aPKC, which phosphorylates Lgl (as part of a highly evolutionary
conserved protein complex) only on a subpart of the cortex, as well as the results
of the weakly reversible reaction/sorption dynamics of the two conformations of
Lgl between cortex and cytoplasm. In particular, it is the irreversible release of
phosphorylated Lgl from the cortex, which initiates the asymmetric localisation
of Lgl upon the activation of aPKC.

Let£2 C R",n = 2, 3 describe the cell cytoplasm as a connected, bounded domain
with sufficiently smooth boundary 982 (e.g. 32 € C***,& > 0). Denote by I' = 92
the surrounding cell cortex. Moreover, the cell cortex is divided into two disjoint,
connected subsets 7 and I with I" = I} U I; and where I is the active part of
the cell cortex, where phosphorylation takes place.

Concerning the various conformations of Lgl, we denote by L and P the con-
centrations of non-phosphorylated Lgl and phosphorylated Lgl within the volume
domain £2. Moreover, the concentrations of non-phosphorylated Lgl and phospho-
rylated Lgl on the cell cortex are denoted by £ and p, respectively. Note that £ is
supported on I” while p is supported only on the sub-domain I, since phosphory-
lation only occurs on I5.

Schematically, we consider the following reactions between the four different
conformations of Lgl with positive reaction rate constants «, 8, A, ¥, o and £ as
depicted in Fig. 1.

Moreover, we assume positive diffusion coefficients of L, P on §2, of £ on I" and
of ponl,ie.dp,dp,dy,d, > 0, respectively. Then, applying the mass action law,
the resulted VSRD system consists of two volume equations

(1a)

L, —dAL=—-BL+aP, xe€82,1t>0,
P, —dpAP =L —aP, xe€82,t>0,

and two surface equations
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b —deApl=AL —(y +oxp)l, xeI, t>0,
pr —dpyAr,p =0l —E&p, xel t>0, (1b)
0,p =0, xeodlr, t >0,

which are connected via mixed Neumann/Robin boundary conditions

dio,L=—-\AL+yt, xeTl,t>0, (10)
c
dpo, P = xnép, xel, t>0,
and subject to nonnegative initial data
L(x,0)=Lo(x), P(x,0)=P(x), xef, (1d)
£(x,0) =2Lo(x), xeT, p(x,0) = po(x), x € I,

where v and v, are the outward unit normal vectors of I" and 915, respectively, and
Ap and A, are Laplace-Beltrami operators on I” and I3, respectively. Moreover,
xr, denotes the characteristic function of the boundary part I';.

Note that the above system (1) conserves the total mass of Lgl, which is expressed
in the following conservation law:

/(L(t,x)+P(t,x))dx+/Z(t,x)dS—i—/ pt,x)dS
2 r I
=/(Lo(x)+Po(x))dx+/Eo(x)dS—i—/ po(x)dS > 0, Vi>0 (2
2 r I

Concerning the existence of global weak solutions of (1), we refer to [11], where
also the quasi-steady-state approximation in the limit § — 400 and numerical sim-
ulations were carried out.

The first main result of this paper is stated in the following theorem.

Theorem 1 (Exponential convergence to equilibrium of Lgl system (1))
Assume that 2 C R", n = 2, 3 is a bounded domain with sufficiently smooth bound-
ary I' = 082. Moreover, I' = I'} U I, is the union of two disjoint, connected subsets
and I, has a smooth boundary 0.

Then, for any positive initial mass M > 0, the system (1) possesses a unique
positive equilibrium (Lo, Poo, Loo, Poo) Satisfying the mass conservation law

/ (Loo(x) 4+ Po(x))dx +/ Loo(x)dS —I—/ Poo(x)dS = M.
2 r I

Moreover, Lo € C(2) N H*(2), Py € L®(2) N H¥2(2), 4o € C(I') N HA(I3)
and ps € C(I) N H?(I), and there are 0 < a < A < 400 such that

a = Loo(x), Poo(X), Loo(X), Poc(x) < A
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where the bounds hold for x in 2, a.e. in 2, in I and in T respectively.

Finally, every global weak solution to (1) with positive initial mass M (as con-
structed in [11]) converges exponentially t0 (Loo, Poos £oo, Poo) in the following
sense

2 2 2 2
/ |L(1) — Lool +/ |P(1) — Pool +/ [€(1) — £ool + Ip(t) — pool < Coet
2 Leo J2 P r loo Jn Poo

forallt > 0, where Ay is as in Lemma 3 and Cy and ,g can be computed explicitly.

1.2 A PDE/ODE System Modelling the JAK2/STATS
Signalling Pathway

The communication between cells in multicellular organisms is often mediated by
signalling molecules secreted to the extracellular space, which then bind to cell
surface receptors, see [13]. However, the modalities of the transport from the site of
signal transducer and activator of transcription (STAT) phosphorylation at the plasma
membrane to the site of action in the nucleus is still unclear. In [13], Friedmann,
Neumann and Rannacher introduced a mixed PDE/ODE model system to analyse
the influence of the cell shape on the regulatory response to the activated pathway.

By following the notations in [13], we denote by u( and u,; the unphosporylated
and phosphorylated STATS in the cytoplasm, while u, and u3 denote the unphospho-
rylated and phosphorylated STATS in the nucleus, respectively. Moreover, we denote
by u4, ..., u7 so-called “fictitious concentrations”, which describe processes in the
nucleus via linear equations yielding a delayed response. The reaction dynamics of
the eight species u;,i =0, 1, ..., 7 are depicted by the diagram in Fig.2.

The JAK2/STATS model considers a smooth, bounded domain £, C R” and
distinguishes £2,,c C §2o the domain of the cell nucleus and £2cy; = £2\ §2pyc the cell
cytoplasm. With a little abuse of notation, we denote by 0§2.y; = 929 the membrane
of the cell, while 9£2,,. is the boundary of the nucleus.

Fig. 2 Reaction network of " Texp " Tdelay " Tdelay i
the JAK2/STATS signalling R ! 6
pathway
Tact PIAK Tdelay
Ui us Ug us

Timp2 Vdelay Vdelay
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The following mixed PDE/ODE model was considered in [13]: The two PDEs

dug(t, x) = DAug(t, x), t>0, x€ 8y,
Doy uo(t, y) = — &= pakio(t, y), 1>0, y€iy. (3a)

DanzuO(ta y) = _‘dhﬂn::jc‘uo(t’ }7) + |a§;:m|u2(t)’ t > O’ y € 8‘(2nu05

oui(t,x) = DAuy(t, x), t>0, xe8y,
Doy ur (1, y) = ,(,}“;‘ i Paakto (1, ), 1>0, y€idsy, (3b)
Doy,u (1, y) = — 5= (. y), >0, y€in,

and six ODEs

W) (1) + F2u(0) = (27 () + e [ uo(t, y)dS,
982,

nuc

() () + 223 (1) = magf it S, G

nuc

W) (@) + "‘e'ﬂw(t)— S (D), i=4,5,6,7,

subject to nonnegative initial data ug(x, 0) = u{'(x), u;(x,0) = u"(x), x € 2,
u;(0) = u;" fori =2,3,...,7, where vy and v, are outward normals of 9£2.,; and
082y, respectively. Note that the system (3) satisfies the mass conservation law

]
[ w0 v, x))dx+|9m\2u O = [ G+ 0+ 12l Pl ()

eyt =2 Qeyt i=2

The well-posedness of the mixed PDE/ODE model (3) was shown in [13]. More-
over, in the pure ODE case, the authors proved exponential convergence to equi-
librium by extensively studying the structure of the reaction matrix. This approach,
however, doesn’t apply to the PDE/ODE case and the authors were only able to prove
Lyapunov stability of the stationary states of (3).

The second main result of this paper proves exponential convergence to equilib-
rium of the mixed PDE/ODE JAK2/STATS model (3).

Theorem 2 (Exponential convergence to equilibrium of the JAK2/STATS model
(3)) Let $20, £2nuc, $2cy¢ C R", n = 2 be smooth, bounded domains with §2n,. S $2o,
eyt = 20\ P2nyc and 02¢y = 952p.

Then, for any positive initial mass M > 0, system (3) possesses a unique equilib-
rium (4o co, - - - » U7,00) Satisfying the mass conservation law

/(uoOo(x)+u1m<x>)dx+|sznuc|2u,oo—M>0 )

o =2
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Moreover, uy o, - . . , U7.00 are positive and ug oo, U] 00 € C(Ecyt) N Cz(.Qcyt) satisfy
b < upoo(X), Uy,00(x) < B forall x € 2y for some constants 0 < b < B < +00.

Finally, any global weak solution (u;);=o.1....7 to (3) with positive initial mass M
(as constructed in [13]) converges exponentially to the equilibrium (U; o0)i=0.1....7
in the sense that

/(WO(I»X)_”O,OO(X)'Z n |M1(tsx)_”1,oo(x)|2)dx

10,00 (X) U1,00(X)

Qcyt

D |0 (1) — 00
+ 1 £25uc] Z lu—loo < Cie ™,

: i,00
i=2 ’

for all t > 0, where Ay is as in Lemma 5 and C1, A are constants, which can be
computed explicitly in terms of the domains, parameters and initial mass M.

Remark I 1In system (3), the diffusion coefficients of uy and u; are taken the same
as in [13]. However, the proof of Theorem 2 holds equally for different diffusion
coefficients for uy and u, e.g. ug diffuses with Dy > 0 and u; with D; > 0.

2 Preliminaries

The proofs of Theorems 1 and 2 use some previous results about linear complex
balance reaction-diffusion networks proven in [10], which we shall briefly recall in
the following. The interested reader is referred to [10] for more details.

We consider a first order (i.e. linear) reaction network of the form

S, ———= §j i#j=1,2,...,N, (AN)
aﬁ
where S;,i =1,2,..., N are different chemical substances (or species) and a;;,

aj; > 0 are constant reaction rates. In particular, a;; denotes the reaction rates from
the species S; to S;. The considered reaction network is contained in a bounded
vessel (or reactor) 2 C R”, where 2 is a smooth, bounded domain with outer unit
normal v. The substances S; are described by spatio-temporal concentrations u; (¢, x)
atpositionx € §2 and time# > 0. In addition, each substance S; is assumed to diffuse
with a diffusion coefficient d; > 0,7 = 1,2, ..., N. Finally, using the mass action
law as model for the reaction rates leads to the following linear reaction-diffusion
system:

¢; =DAc + Ac, x €S2, t >0,

d,c =0, x € 082, t >0, (6)

c(x,0) =co(x) >0, x € £2,
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where ¢(f, x) = [u; (1, x), ..., uy(t, x)]T denotes the vector of concentrations sub-
ject to non-negative initial conditions c¢o(x) = [u;0(x) >0, ..., uyo(x) > 017,
D = diag(d;, d», . .., dy) denotes the diagonal diffusion matrix and the reaction
matrix A = (a;;) € R¥*V satisfies the following conditions:

’aijzo, foralli #j, 4,j=12,..N, o,

ajj:—zll.vzl’i#ja,-j, forall j =1,2,...,N.

The solution to system (6) satisfies the following mass conservation law

N N
Z/ wi(t, x)dx = M := Z/ uio(x)dx >0  forallz >0.  (8)
=174 =174

To study the convergence to equilibrium we consider the following quadratic relative
entropy functional

N
Ju;|?
Eile) ) = / ——dx ©)
- /e Vi
between two solutions ¢; = [uy, ..., uy]” and ¢; = [vy, ..., vy]7 (with respect to
possibly different initial data) and its entropy dissipation Z(c|c;) = —%éa (e1]er):
al ui | al wi  u;i\
D(ci|er) = ZZdi/ Vi V2 dx + Z / (a,'jv,' +a,-l~v,~)(—’ — —j) dx.
i=1 12 Vi i j=li<j” ‘ . Vi Vi
(10)
The network .4 is called weakly reversible if for any reaction S; s jwithaj; >
0, there exist S, , . .., S, suchthat S; = Sy, M Sk, m Sk, => ... —> Sk, m
Si = S,., withay,, ., > Oforalli =0, 1, ..., r.Intuitively, a network .4 is weakly

reversible if for any reaction from S; to S; we can find a returning chain of reactions,
which starts from S; and finishes at ;.

If .+ is weakly reversible, then the associated reaction graph can be composed
of multiple disjoint strongly connected components, see [10]. However, these com-
ponents are entirely independent since every node of a first order reaction network
represents only one species. Therefore, all such disjoint components can be treated
separately from one another and w.l.o.g. we shall consider in the following only
weakly reversible networks consisting of one strongly connect component. Finally,
all weakly reversible first order reaction networks satisfy the complex balance con-
dition, see [10]. The following theorem is one of the main results in [10].

Theorem 3 (Exponential convergence to equilibrium for first order reaction net-
works, [10]) Assume that the reaction network N is weakly reversible and consists
w.l.o.g. of only one strongly connect component. Moreover, assume that there is at
least one positive diffusion coefficient, that is, there exists iy such that d;, > 0. Let
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2 CR", n>1 be a bounded domain with sufficiently smooth boundary 952 (e.g.
3R € C**e, ¢ > 0).

Then, for any given positive initial mass M > 0, system (6) possesses a unique
positive complex balance equilibrium cso = (U1 00, - - -, Un,co) Satisfying the mass
conservation law (8). Moreover, each solution to (6) with positive initial mass M
converges exponentially to this equilibrium with computable rates, i.e.

N
D i) = tisoll} o) < Ce™  forallt >0,

i=1

where C, A are constants, which can be computed explicitly.

The following elementary inequality, which was proved in [10] (in a variant), will
be useful in the following sections.

Lemma 1 (A finite dimensional inequality, see [10]) Assume that the network N
is weakly reversible and consists of one strongly connected component.

Then, for all ¢ = (cy, ..., cy) satisfying ZlNzl a;c; =0 with ay, ..., oy being
positive constants, there holds

N N
Z (aij +aji)(c; —c;)* > nzciz
i=1

i,j=lii<j

for an explicit constant n > 0 depending only on «;, a;j and N.

Proof First, thanks to the weak reversibility of .4, and since .4 contains only one
strongly connected component, we observe for every S; and S; in .#” that there exist
a chain of nontrivial reactions starting from §; and finishing at §; and vice versa.
Hence, by using iteratively the triangle inequality along such chains of reactions in
cases where g;; = aj; = 0, we can estimate (see [10, Lemma 2.4] for the details)

N

N
D (@jtap)ci—c))’=¢ D (i —cp)’ an

i,j=lLi<j i,j=lLi<j

for some explicit constant £ (N) > 0 only depending on N. Now, forany 1 <iy < N

N N N
2 2 1 2
Z (ci —cj)” = Z (cip —¢j)" = Z ?(ajcio —ajcj)
i,j=li<j j=Lj#io J=Lj#io I
N N 2 N 2
(cio Dt % 2t %iCH) _ (2= @;) 2
- (N — )max;—1,_ny{c?} (N — D)max;—;,__y{a?}

12)

Since 1 < iy < N is arbitrary, by combining (11) and (12) we get the desired result.
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3 Proof of Theorem 1
In this section, we denote by ¢ = (L, P, ¢, p) the vector of concentrations of system

(1). Following the previous section, we introduce the relative entropy between two
solution trajectories ¢; = (L1, Py, £1, p1) and ¢; = (Lo, P>, €», p») as follow

L2 P2 62 2
&(erler) =/ (—‘ + —1) dx +/ Tas+ | Pigs. (13)
e\l P rt n P2
Corresponding to (10), we can compute the entropy dissipation functional corre-
sponding to (13), i.e. Z(c1|cy) = —%5(c1|cz) as
Ly 2 P 2 {1 2
@(C”Cz):ZdL/ Ly |V— dx+2dp/ Py |V— dx+2dg/ O |\Vr—| dS
Q Ly fos Py Jr 123
p1|? Ly PJ?
+2d)p P2 |V—| dS+ (aPy + BLy) | — — —
D P2 Q Ly P
Ly 4] P pif? 4 pif?
+/()\L2+y€2)‘——— dS—i—/%‘pzf—— dS—i—/aKg———
r L, & D P p D &L po
(14)

The following Lemma 2 proves the existence of a unique positive equilibrium
provided positive initial mass M > 0. The main difficulties are the complex balance
structure of the equilibrium (with the associated mass conservation law preventing
standard coercivity arguments) and the mixed boundary conditions impeding classi-
cal solutions and thus, the direct use of classical maximum principles.

Lemma 2 (Existence of a unique positive equilibrium)

Let §2 be a bounded domain of R", n = 2, 3 with smooth boundary I' = 952.
Then, for any positive initial mass M > 0, the system (1) possesses a unique

positive equilibrium €oo = (Loo, Poos £oos Poo) Satisfying the mass conservation

/(Loo(x)-l-Poo(x))dx-f-/ ﬁoo(x)dS-i-/ Poo(x)dS =M. (15)
2 r I

Moreover, Lo, € C(2) N H*(2), Px, € L®(2) N H*(2), Lo € C(I') N H*(I)
and ps € C(I) N H*(I), and satisfy for some constants 0 <a < A < 400

0O<a<Lox) <A forallx € 2,
0<a<Polx)<A foralmostallx € 2,

O<a<ilyo(x)<A forallx €T,
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0<a<polx) <A forallx e

Proof We will first prove that the equilibrium system has non-negative solutions
and then show that equilibria are indeed bounded and strictly positive. Finally, the
uniqueness follows from the vanishing of entropy-dissipation functional (14).

In order to prove the existence of nonnegative equilibria via a fixed point argument,
we consider the following auxiliary system

—di AL+ BL=aPy, —dpAP+aP =Ly, x €S2,
dLavL +)"L = J/E()a dPavP = X[‘zép()a X € Fa

—dyArl + (A +oxp)l = ALo|r, xel, (16)
—d,Arp+&p =0y, x € >,
dpavr2p=O, xedlr

where (Lo, Py, £o, po) € & are given in the space
W ={U,V,u,v) € H(2) x L*(2) x L*(I') x L*(I}) : U, V,u, v > 0}.

By standard linear elliptic equation theory, there exists a unique weak solution
(L, P, ¢, p)e H(2) x H'(2) x H'(I") x H'(I») for (16). Thanks to the non-
negativity of (Lo, Po, £o, po) € ¢ and the weak maximum principle (cf. e.g. [14]),
this solution is also nonnegative: Indeed, by testing, for instance, the equation for P
by the negative part P~ = —min{P, 0}, we calculate with PP_ = —(P_)?

~ [ xremp-ds—dv [ xirnvPRax=a [ (2245 [ Lop-ax
r 2 2 2

a7
and observe that the left hand side is nonpositive while the right hand side is nonneg-
ative provided that py and L, are nonnegative. Thus, both sides have to equal zero
and, as a consequence, | o (P_)* = 0, which implies the nonnegativity of P.
Moreover, the smoothness of the boundary 952 allows to deduce higher regularity
for L, namely L € H?(£2) thanks to Py € L?(£2) and £y € L*(I"). In particular, the
following a prior estimate holds

LIl g2y + 1Pl 2y + 1€l gy + 1PN
< C (ILollm @) + IIPollz2@) + 1ol z2cry + Il poll2cry)) -

By defining ¥ : # — % by %(Lg, Py, £o, po) = (L, P, ¢, p), we obtain from the
previous a priori estimate that ¥ is a compact operator. Hence, it follows from the
Schauder fixed point theorem that there exist fixed points (Lo, Pxo, £0os Poo) Of T,
and these fixed points are thus nonnegative solutions to the equilibrium system. Note
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that uniqueness of the fixed points (Lo, Poo, £0os Poo) €an not be supposed as such,
since we expect equilibria to exist for any given mass M.

Next, again by maximal regularity for linear elliptic equations, we obtain L, €
H*(2), Lo € HX(I') and po, € H*(I), which implies Lo, € C(2), £oo € C(I')
and po € C (T3) thanks to Sobolev embeddings and £2 C R” with n =2, 3. The
continuity of Ly, £ and po, and the compactness of 2, Fand T imply also the
upper bounds Lo, Lo, Poc < A < 400 for a constant A.

For P, satisfying the mixed Neumann boundary condition dpd, Pooc = X1, Poo
with x, € L°°(I") being discontinuous, maximal elliptic regularity only yields Py, €
H?3/2(£2), which is insufficient to conclude boundedness in three space dimensions,
see e.g. [8]. However, we are able to construct supersolutions P as the solutions of

~dpAP +aP = B|Lollos, x €2,
dPavP ZE”poo”oo’ x earl.

For the supersolutions P, standard elliptic theory implies the maximal regularity Pe
H?(£2) and thus continuity and boundedness. Moreover, the same weak maximum
principle argument as in (17) yields P > P, and thus the upper bound Py, < A <
+o00 for a constant A.

We will show now that £, = 0 implies Lo, = Py = poo = 0. Indeed, with £, =
0 it follows readily that p,, = 0. By multiplying the equation for L., by 8L, the
equation for Py, by o Py, and by summing the two equations, we calculate with
Poo =0

ALV Looll 72 gy + MLooll2ry + dp IV Pooll 7o) + / (BLoo — @Po)*dx =0,
2

which implies L, = 0 and eventually P, = 0. Therefore, whenever a positive mass
M > 0is considered, the corresponding equilibrium state has to satisfy £, # 0, and
consequently po, % 0 and Py, # 0.

From the continuity of ., we obtain that p, is the unique classical solution to

_dpAl"zpoo +§poo = ero’ x € I3,
dpavrzpoo =0, xeadl

Since £, is nonnegative and not identically zero, we can apply the classical maximum
principle to conclude po(x) > a > 0 for x € I'; and a constant a > 0.
Next, by considering the auxiliary equation

—dyApl* +(y + o))" =AL|r, x €T,
and by recalling the continuity and nonnegativity of L., # 0, the strong maximum

applied to the unique classical solution £* implies that £*(x) > a > Oforallx € I”
and a constant a > 0. Moreover, by a weak maximum principle argument analog
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to (17), we have that £* is a subsolution to £, i.e. £oo(x) > £*(x) > a > 0 for all
xel.
Moreover, we consider the unique classical solutions L* of the auxiliary system

—d,AL* +BL* =0, xe 2, ddL*+rL*=yple, xel,

for which the classical maximum principle and the lower bound £, (x) > a > 0
implies L*(x) > a > 0 for x € £2 and a constant a > 0. Furthermore, by the weak
maximum principle, L* is a subsolution to L, i.e. Loo(x) > L* > a > 0 for all
X € £2.

Finally, by considering the unique classical solution P* of the auxiliary system

—dpAP*+aP* =Ly, x€82, dpd,P* =0, xe€drl,

the weak maximum principle shows P* to be subsolutions, which is bounded below
by a positive constants due to the strong maximum principle applied to P*, i.e.
Pyx(x) > P*(x) > a > Oforx € £2 and a constant a > 0. This finishes the proof of
the lower and upper bounds.

To prove the uniqueness of the equilibrium for a given positive mass M > 0,
we suppose two different equilibria célo) = (Lf,l)), Péol), 683), pél,)), Cso = (Lo, Pso,
€, Poo) as constructed above. Then, obviously the entropy-dissipation of the relative
entropy between ¢ and c¢. vanishes, i.e. Z(cly, coo) = 0. Thanks to (14), this
implies

for some constant k € R\{0}. Hence, the conservation law (15) implies ch =

provided a fixed positive mass M > 0.

Remark 2 Note that the existence of a nonnegative equilibrium is proved indepen-
dently of the space dimension. The positive lower and upper bounds, however, are
based on classical maximum principles arguments. Due to the discontinuity of the
characteristic function yx,, we do not get classical solutions but only weak solutions
with higher regularity (e.g. Lo € H?*(2), Ps € H¥?(£2)), which restricts our proof
to dimensions n < 3. The case of higher spatial dimensions remains open.

The proof of Theorem 1 is based on the following crucial Lemma 3, which estab-
lishes a so called entropy entropy-dissipation estimate and constitutes the key idea
of the entropy method, which aims to quantify the entropy dissipation in terms of
the relative entropy towards the equilibrium via a functional inequality independent
of the flow of a PDE model, see e.g. [5, 6].

In order to prove the entropy entropy-dissipation estimate in Lemma 3 and in
particular as a consequence of having to prove an entropy method for the space
inhomogeneous equilibria ¢ = (Lo, Poos £oos Poo)s it Will be highly convenient to
introduce the following abbreviations, weighted quantities and inequalities:
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e Norms: || - ||, || - I || - |l are the norms in L2(£2), L?(I"), L*(I), respectively;
e New variables (weighted deviations around equilibrium values):

L — Ly P — Py L — EOO — P
U = , V =, u = , V= p p ’
e New measures: dLo = Loodx, dPy = Pyodx,

dSLm = Ly|r ds, dSPoo = Pyo|r dS, dlo = L£oodS, dpoc = pecdSS.
e Weighted averages: U = W JoUdLs, V= f# [, Vd Py,
0 dLlc 0dlx

=g e |
U=— [ bdls, vV=——" Pdpso.
fr dlos Jr > frz dps J1y *

e Weighted Poincaré Inequalities: The following weighted inequalities hold thanks
to the upper and lower bounds of L, Ps, £ and ps, in Lemma 2

/ |IVU|?dLs > PL/ U —U)dLeo, / IVV|*d Py > Pp/ |V — V|*d Ps,
2 2 2 2 (18)

/ |V1‘u|zdgoo = PZ/ |u _ﬁ|2deoo’ / |VF2V|2dpoo > Pp/ lv _v|2dpoo~
r r 5 I
(19)

e Weighted Trace Inequalities: Thanks to the lower and upper bounds of L, € C(£2)
and the usual Trace inequality, we have

/ IVUPdLo > Tp. | |UIr—U|dS;., (20)
2 r

With respect to the new notations, note that the relative entropy (13), in particular
the relative entropy w.r.t. the equilibrium ¢, i.e. &(c|cs) can be rewritten as

E(€|ex) = E(€ — ColCo) + M, where & (Cxo|Cx0) = M, (21)

and that &(c — cxleos) = [, UdLoc + [, V?d P + [ uPdls + In V2dpes.
Moreover, the entropy dissipation law (14) rewrite as

d
D(c — CoolCoo) = —Eé”(c‘ — CoolCoo)
:2dL/ |VU|2dLoc+2dp/ |VV|2dPoo+2dg/ |Vpu|2d€00+2d,,/ IV v 2dpos
2 2 r Iy
+a/ U — V|2dPoo+/8/ U = V|?dLso +A/ Ul —ul*dSy,
2 2 r

+y/ Ul —u\zdeoo+s/ Vir —v|2dpoo+a/ = v, (22)
r Iy e
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and from (21) it follows readily that Z(c — cx|€o0) = Z(c|Co).

Proof (Proof of Theorem 1) The proof of Theorem 1 is a direct consequence of the
key functional inequality (23) in the following Lemma 3 and a classical Gronwall
argument applied to the entropy dissipation law (22), which is weakly satisfied (in
the sense of being integrated in time) by the weak global solutions to system (1)
constructed in [11].

Lemma 3 (Entropy entropy-dissipation estimate for system (1)) Fix a positive initial
mass M > 0. Then, for any non-negative measurable functions ¢ = (L, P, £, p)
satisfying the mass conservation

/(L(x)+P(x))dx+/ Z(x)dS—i—/ px)dS =M,
2 r D

the entropy entropy-dissipation estimate
D(c — exle) = ho E(€ — cxlCx0) (23)

holds, where ¢, is as in Lemma 2 and the constant Ao > 0 can be estimated explicitly.

Proof Note that Z(c — ¢|€) = O for all constant states satisfyingU =V =u =
vwhile &(¢ — ¢oo|€oo) = Oifandonlyif U = V = u = v = 0. Hence, the constraint
provided by mass conservation law, i.e.

/U(x)dLoo+/ V(x)dPoo+/u(x)d€oo+/ v(x)dpeo = 0,
Q2 I?; r

I

plays a crucial role in inequality (23), which can not hold otherwise.

The proof of this lemma is therefore divided into two steps, where the mass
conservation law enters the proof in the first step. At first, we remark that the relative
entropy enjoys to following additivity property w.r.t. ¢ = (U, V, u, V)

E(€ — CxolC) = E(€ —ClC) + E(€ — ColC0)
and that the second term on the right hand side is controlled in terms of the entropy
dissipation in Step 1, while the first term is controlled in Step 2:
Step 1. First, we prove that there exists an explicit constant Ky > 0 such that

D(€ — exolt) = Ko E(€ — €l€o0) (24)

Indeed, (24) writes explicitly as
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a|U—V|2/ dPoo+ﬂ|U—V|2/ dLoo—{—MU—Elz/dSLw
2 2 r

+y|U—ﬁ|2/deoo+s|V—v|2 dpso +olu —v* | dis
r

Fz rZ
zKo(Uz/ dLoo—i-Vz/ dPoo+Ez/d£oo+Vz/ dpoo)
2 Q r I

under the mass constrainUfQ dLo + Vf.o dPo +1 [ dlo + Vfl“z dps = 0and
where «, B, A, y, 0 and £ denote the positive reaction rate constants of the network
Fig. 1.

However, the above inequality is a direct consequence of Lemma 1 applied to
the vector of averaged concentrations (ﬁ, V.u, V) after noting that the network of
reactions between L, P, £ and p (see Fig. 1) is weakly reversible with one strongly
connected component. Thus, the constants K, can be taken as the corresponding
constant 7 > 0 of Lemma 1.

Step 2. We introduce the following deviations from the averaged values by 6y = U —
Udy=V -V, 8 =u—uands, =v—7.Note that [, SydLe = [, 8ydPsx =
Jr8udlos = fr2 8,dps = 0. Moreover, we can rewrite

g(c—cmnm):/ 8%,dLoo+/ 5§dpoo+/ 5§deoo+/ 82dpoo + E(€ — €oolCoo)-
2 2 r D

(25)
By using the weighted Poincaré and Trace inequalities (18)—(20), we estimate & as

D(€ — CoolCoo) zdLPL/ sgdLoo+dpPp/ aédPOOerLTL/ 82dSy,,

2 2 r

+2d¢ Py / 82dloo +2d, Py / 82dpeo
Jr I

+ |:oe/ U — VlzdPoo—i-ﬂ/ U — V|?d L +A/ |UlF —u|*dS;,
2 2 r

+y/ Ul —ulzdeoo+s/ Vin —VIzdpooJro/ |u—v|2deoo]
r J 5
(26)

We denote by J;, i = 1,2, ..., 6 the last six terms on the right hand side of (26).
We have

lea/ |U—V|2dPoo:a/ [U -V + 68y —8y|*dPx
2 2

_ 2
zsla/ U —V]2dP,, — 222 (/ 5§,dpoo+/ 8%,de)
I7) I —¢e1 \Ug 2
_ 2 P
zela/ U — V|*d Py — ad Hﬁ /82UdLoo+/ 83d Po
Q I—¢ Ly Lo(2) /2 Q

27
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for all ; € (0, 1). Similarly, we get

o 2
Jzzszﬂ/ U —V]?dLy — 582 /52dL n H— /5%11)00 ,
2 2 Lx(®)
— _ 2)»83
5= e | [U—aPdS,. — 5U|p) ds;.. 5;1@00 ,
r °° L>(I)
_ 2 -
s = eay / T — Pt — X5 H— / (ol dS,. + / 52ty ).
r 1 —e&4 L Le(ryJr r

2
Jo > 660 | | —vPdla — 25 /52dz +” /Sdpoo ,
I L>o(I3)

(28)

with &, €3, &4, &6 € (0, 1). For Js, the lack of continuity of Py, at the boundary I,
prevents a similar estimate as above, since it is unclear how to control the term
[l 5= Boe || Le(ry)- However, the weak reversibility of system (1) allows first to estimate
J5 > 0 and then use the triangle inequality to have

1 _ _
- (52,3/ U — V|2dLoo+83A/ |U —ul*dS;. +séo/ |ﬁ—v|2deoo)
2 Q r D

1 _ _
> — min [82/3/ dL; 83)»/ dSp_; 860'/ dﬂoo] |V —V|2 =:w|V —Vlz.
6 7 r r

(29)

By combining (26)—(28) and by choosing ¢y, ..., &6 small enough (for instance
in order to ensure that for some 7; > 0

2ae P 2B¢e
d; P — il = — ’622711>0
1-— &1 Loo L(R2) 1 - )
with H - || Loy S by Lemma 2), we can estimate Z(¢ — ¢ |Co) below as

1
@@—QA%QEEmm@hwﬁyﬂﬂwﬁdgﬁ—cwMQ

+ m/ 84d Lo + 772/ 83d Py, + 773/ 82dly + n4/ 82dpes
2 2 r N
(30)
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where w is defined in (29). Hence, by using (24) and (25), we have

1
(¢ — cxleo) = EKO min{e, &2, €3, &4, 2w, €6} (€ — CoolCoo)

~|—'min{77,~}(/ sgdLoo+/ 8%,de+/ 85d€oo+/ 5§dpoo)
i=1.4 Q Q r D

> Ao E(€ — €xolCoo)

with 49 = -mln{2K081,2K082,2K083,2K084,4K0w 2Koe6, N1, M2, N3, N4}

4 Proof of Theorem 2

In this section, we denote by u = (ug, uy, ..., u7) and w = (wg, wy, ..., wy). More-
over, we define (in the spirit of the relative entropy (9) of first-order reaction networks)
the relative entropy functional associated to (3):

2 2
£(u|w>=/('”0' + )d +|:2nuc|2'”' G31)

Wo

eyt

which dissipates (analog to the entropy dissipation (10)) due to the following entropy
dissipation functional:

d 2 2
P(ulw) = —=-E(ulw) = D/ wol V2L dx + D/ wi |V dx
eyt eyt

wo w1

2 2
Uugp u u us
+racthAK/WO|:_ - — i|ds+rimp2/ Wl[_ ——|dS
. W0 @y  Wilogy , Wila2u, W3
cyt nuc
u ur 1 u ur 1
0 2 0 2
| ] - _} is cram [ [T
a(Znuc WO 8fl-)nuc W2 a‘Q““L WO 8fznuc W2

2
i u;
+ Tdelay W7|: - _:I + Zrdelay Wi [ = :I . (32)
We .

Wi Wit

Lemma 4 (Existence of a unique positive equilibrium of (3)) For any positive initial
mass M > 0, system (3) possesses a unique equilibrium Us = (U900, - - - » U7.00)
satisfying the mass conservation (5), i.e.

7
/ (0,00 (X) + 1,00 (X)X + | el D thioo = M > 0.
eyt

i=2
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Moreover, uy o, - . . , U7.00 are positive and ug oo, U] 00 € C(§Cyt) N Cz(.Qcyt) satisfy
0<b<upoo(x), t1,00(x) < B < 400, forall x € Q¢
for some constants 0 < b < B < +o00.
Proof From (3c), we easily see that

Timp2
U300 = Us 00 = U500 = Up oo = UT,00 = = Ui oo(y)dS,  (33)
rdelay|agnuc| 9 2mue
Tdelay Vimp

us, +—/ Uo,00(y)dS
Texp > rexplagnuc| 32nuc =

U200 =

Vimp2

Tim
= — Ut oo(y)dS + ——2— / Uooo(Y)dS.  (34)
rexplagnuc| /B.Qnuc = rexp|89nuc| 02nuc >
It thus remains to solve the following non-local elliptic system for u¢ o and u o,

DAMO’OO(.X) = O,

X € Qcyt:
Doy up,00(y) = _|3iqacsy[‘pJAKuO.oo(Y)’ Y € 082y,
D3y, 10,00 (y) = — fg2t0,00() (35a)
toam\ Ao S teedS+ gt [ owoe dS)’ Y € 982nc,
3~Qnuc Z’~Qm\c
DAuj o(x) =0, X € Ly,
Doy, u1.00(y) = &= PiakU0.00(¥), Y € 0Ly, (35b)

imp2
Danzul,oo(y) = _|£Q:uc|ul,oo(y)v y € a‘(Znut:*

subject to the constraint, which follows from the mass conservation, (33) and (34),

Vimp
(U0,00 + U1 00)dX + ——— 1o 00d S
eyt rexplagnuc| 082nuc

Vimp2 Vimp2 ) /
n Uy oodS = M. (36)
( rdelaylagnuc| rexplagnuc| 9 2nuc =

By considering an auxiliary system as follows
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[ DA =0, X € Loy,
D9, up + W?}—“'PJAKMO =0, Y € 082y,
Déuuo + pgmyio = Fag] (|arg§§c|mf“1 dS + G ) f"ods) Y € 92nue,
DAu; =0, " B X € ey,
Doy uy = |3§°' Paak o (), Y € 082y,

LDZ)nzul + ‘3‘;’2‘" u; =0, Yy € 082nyc

(37)

we can use similar arguments in Lemma 2, namely define for non-negative (itg, i)
an operator £ : (itg, it]) — (uo, u1) as the solution to (37). Then, the existence of a
nonnegative weak solution (10,00, U1,00) € H'(2cy1) X H'(£2¢y0) to (352) and (35b)
follows from the Schauder fixed point theorem applied to £. In return, this implies
nonnegative equilibria (40 ., - - - , #7,00) t0 system (3).

By applying standard bootstrap arguments to (35a) and (35b), we obtain that
(40,005 U1,00) 1s In fact a classical solution, namely ©¢, o0, U1,00 € C(ﬁcy[) N CZ(QCyl).
Hence, 1o » and #|  are uniformly bounded above by a positive constant thanks to
the compactness of §cyt. We now prove the strict positivity of ug o and u|, . First
we show that 1 o is not identical to zero on 9£2.y. Indeed, assume the reserve is
true, we then obtain from (35b) that u; o = 0. It follows then from (35a) and the
strong maximum principle that uy o, = 0. This violates the mass conservation (36).
Therefore, 19 o > 0 is not identical to zero on d§2.y; and we get from (35b) and the
maximum principle thatu; o, (x) > Oforallx € §Cyt which leads to a strictly positive
lower bound of u1, . The strict positivity of #¢, « also follows from ug o, € C(£2¢y)
and strong maximum principle since the second boundary condition in (35a) implies

imp2
Dt () + o () = s [ s
Qnuc

|asznuc| 2nucl?

and u| o is strictly positive. The uniqueness of the equilibrium can be proved similar
to Lemma 2 thanks to the entropy structures (31) and (32). We omit here the proof.

As in the previous section, we introduce the following short notations

New variables: v; = “—=_ fori =0,1,...,7.

i,00

e Newmeasures: dug,co = Uo,c0dX, dil] oo = Ul c0dX, dOy,,, = Uocolsn, 4,

doy, . = Ul,c0ld2e, dS, dSuy. = U0,00l02m. 4S5 dSu; . = U1,00lagn. dS.

cyt Ul

e New parameters: & = ra, B = Piak, ¥ =Fimp» O = Fimp2s K =Texp, & =
I'delay -
Weighted averages:
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1 1
V= — vo(t, X)dug 0o, V1 = —/ vi(t, x)dui,co.
anuc duo’oo /nuc - fgnuc dul’oo nue ”

Then, analog to (21)—(22), we can rewrite the relative entropy

7
E@ — uglug,) = / Ivol*dug.c0 + / ViPdu oo + 12l D tticolvil®, (38)
Qcy! QCY‘ i=2
and its entropy dissipation functional Z(u — Uy |uy) = _%g (u —uyluy) as

6

2
P uluo) = D [ (V0P duoe D [ 191P g+ D i o = ]
eyt

Lyt i=3
2 2
+aB [Volagee —Vila2ey]” d0ug o +0/ [Vilo2me —V3] dSu1 o
082yt 082nuc
2 2 2
+v [Vola.rz,.uC —Vz] dSug o + kU2 00 Vol 2ue —Vv21°dS + §u7 00[v7 — v2]°.
082nuc 02nuc
(39
Finally, the mass conservation law rewrite as
;
VO/ duO,oo +vi / dul,oo + [$2nucl Zui,oovi =0. (40)
2 2

eyt eyt i=2

Proof (Proof of Theorem 2) The proof of Theorem 2 is a direct consequence of
the functional inequality (41) in the following Lemma 5 and a Gronwall argument
applied to the entropy dissipation law (39), which is weakly satisfied by the global
solutions constructed in [13].

Lemma 5 (Entropy entropy-dissipation estimate for system (3)) Fix a positive
initial mass M > 0. Then, for any measurable state u = (uy, ..., u7) satisfying
the mass conservation fﬂcyl (wo(x) + uy1(x))dx + | 2nucl 21.722 u; = M the entropy
entropy-dissipation inequality

P2 — U |Ue) > A1 &1 — Usg|Us) 41)

holds where U is as in Lemma 4 and the constant .1 > 0 can be estimated explicitly.

Proof The proof of this lemma is similar to that of Lemma 3. First, it is straightfor-
ward to verify that the relative entropy satisfies to following additivity property:

E(M — U |Uso) = &M — W) + (U — Uso|Uso) (42)

where
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U —uluy) = /

Qcyt

-2 —n
[vo — Vol duo,oo+/ [vi = Vil"duy,co,

Qcyl

EW@ — Uslun) = vg/

Qcy[

7
) 2
d”O,oo+V1/ dul,oo+|9nuc|zui,oo|vi| .
S2ept i=2

Step 1. Thanks to the mass conservation law (40), it follows from Lemma 1 and the
weak reversibility of the reaction network Fig. 2 that for an explicit constant Ly > 0

@(ﬁ_uoohloo) = LO (g)(ﬁ_uoo|uoo)~ (43)

Step 2. The term & (u — ©|uy,) can be controlled in terms of the entropy dissipation
by using the weighted Poincaré inequalities as follow

1
Eg(u — UnoUo) > D/

|Vvol2dit e + D / Vo1 Pty
Qcyt

Qcy(

> Ll(/ [vo — Vol*dug o +/ [vi —171|2d141,oo) =L &u—1uluy),
2

cyt Qcyl
(44)
where Ly = Dmin{P,,_, P, .} depends on D and the corresponding weighted

Poincaré constants. Next, we prove for some constant L, > 0 that
1 _
5.@(u —Uxo|U) > Ly Z(0 — uylus), (45)

which yields the desired estimate (41) with A; = min{L;, LoL,} by combining (42),
(43), (44) and (45). To prove (45), we will use the p-weighted trace inequalities

/ IVflzduzTau/ |f = F1*doy. / IV f1Pdp > Ts#/ |f = F1dS).

cyt 8-Qcyt nuc 082nuc

where f = m f. 0., i to estimate, using the triangle inequality,
eyt

DU — Uso|Usg) > DTH/ Wo — Vol*dou, . + DTM/m — 9112 doy, . + Eug.colvy — 2l
BiZCy[ abcyl

+ap / [vo — vil*doy, . + DT, / Vo — P02 dSug + ¥ / [vo — v2l*d Sug o
882yt 92nuc

nuc

6

_ 2
+ DY}L/ Vi = V11%d Sy, ., + 0/ W1 = v32dSu o + D Etioo [Vi — vit1]
nuc nuc 1:3

- 2 - 2 - 2
> Cilvo — Vil / doy, . + C2[vo — v2| / dSuy o + C3lvi —v3| / dSy, .
aQCy‘ Bgnuc BQHUC

6

+ D Euicolvi —vig1 [ = 2Ly P — ux|uee)
i=3
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where 7, = min{7,, . T5, . T

C, =

__ min D2T y}’C — min{DT,;0} ansz_ 1

1LC = mm{l af; min ”‘*W(y)},
V€D eyt 10,00(y)

. 6. & Jonue 48000 . Gs.

apf’ 2y° 2Ku2°°jmlmc ds’ o’

0,00’ “1

2

2 mln{

which can be computed explicitly, for instance

-2 ' -2 ' 2
DTH/ [vo — Vol doy, ., + DTM/ vi =vil°doy, ., +apf [vo = vil°doug o
2y 32y 32y

1 . Uu1eo(y) _

> =DT, mln{l min 00lY ; af / (vo—Vvo+V — Vi —vo—l—vl)zda,mDc

-3 y€d eyt U0,00(Y) 32yt '
—amo-nP |
= Cilvo — V1l Oug 00 -

82yt
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Equilibrium Fluctuations for the Slow
Boundary Exclusion Process

Tertuliano Franco, Patricia Goncalves and Adriana Neumann

Abstract We prove that the equilibrium density fluctuations of the symmetric simple
exclusion process in contact with slow boundaries is given by an Ornstein—Uhlenbeck
process with Dirichlet, Robin or Neumann boundary conditions depending on the
range of the parameter that rules the slowness of the boundaries.

Keywords Equilibrium density fluctuations - Exclusion process
Slow boundaries * Ornstein—Uhlenbeck process

1 Introduction

The study of nonequilibrium behavior of interacting particle systems is one of the
most challenging problems in the field and it has only been completely solved in very
particular cases. The toy model for the study of a system in a nonequilibrium scenario
is the symmetric simple exclusion process (SSEP) whose dynamics is rather simple
to explain and it already captures many features of more complicated systems.
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The dynamics of this model can be described as follows. We fix a scaling parameter
n and we consider the SSEP evolving on the discrete space X, = {1,...,n — 1} to
which we call the bulk. To each pair of bonds {x, x + 1} withx =1,...,n —2 we
associate a Poisson process N, y41(¢) of rate 1. Now we artificially add two end
points at the bulk, namely, we add the sites x = 0 and x = n and we superpose the
exclusion dynamics with a Glauber dynamics which has only effect at the boundary
points of the bulk, namely at the sites x = 1 and x = n — 1. For that purpose, we
add extra Poisson processes at the bonds {0, 1} and {n — 1, n}. In each one of these
bonds there are two Poisson processes: Ny ; () with parameter an~?, N 1.0(t) with
parameter (1 — a)n=?, N,_, ,(t) with parameter 3n " and N, ,_; (¢) with parameter
(1 — B)n=Y. All the Poisson processes are independent. Above «, 3 € (0, 1) and
0 > 0 is a parameter that rules the slowness of the boundary dynamics. Below in the
figure we colored the Poisson clocks associated to the bonds in the bulk in the blue
color, while the Poisson clocks associated to the bonds at the boundary are colored
in the gray and pink colors, to emphasize that they have different rates.

Now that the clocks are fixed we can explain the dynamics. For that purpose,
initially we place particles in the bulk according to some probability measure and we
denote this configuration of particles and holes by n = (n(1), ..., n(n — 1)), so that
for x € X, n(x) = 1 if there is a particle at the site x and n(x) = O if the site x is
empty. Now, if a clock rings for a bond {x, x + 1} in the bulk, then we exchange the
coordinates x and x + 1 of n, that is we exchange n(x) with n(x + 1) at rate 1. If the
clock rings for the bond at the boundary as, for example, from the Poisson process
No.1(t) then a particle gets into the bulk through the site 1 at rate an~? if and only if
there is no particle at the site 1, otherwise nothing happens. If the clock rings from
the Poisson process N o(¢) and there is a particle at the site 1, then it exits the bulk
from the site 1 at rate (1 — a)n—". Note that the higher the value of 6 the slower is
the dynamics at the boundaries. For a display of the description above, see the figure
below.

1-8

The dynamics just described is Markovian and can be completely characterized
in terms of its infinitesimal generator given below in (1). We note that the space state
of this Markov process is £2, := {0, 1}*". Observe that the bulk dynamics preserves
the number of particles and our interest is to describe the space-time evolution of
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this conserved quantity as a solution of some partial differential equation called the
hydrodynamic equation.

Note that for the choice « = 3 = p a simple computation shows that the Bernoulli
product measure of parameter p given by: v (n € §2, : 7(x) = 1) = p is invariant
under the dynamics. For this choice of the parameters the boundary reservoirs have
the same intensity and we do not see any induced current on the system. Nevertheless,
in the case o # (3, let us say for example o < 3, there is a tendency to have more
particles entering into the bulk from the right reservoir and leaving the system from
the left reservoir. This is a current which is induced by the difference of the density
at the boundary reservoirs. Note that in the bulk the dynamics is symmetric. In the
case a # (3, since we have a finite state Markov process, there is only one stationary
measure that we denote by ;° which is no longer a product measure as in the case
« = [3. By using the matrix ansatz method developed by [3, 10, 11] and references
therein, it is possible to compute the correlation function in the stationary state and
an important problem is to analyze the behavior of the system starting from this
non-equilibrium stationary state.

We note that the hydrodynamic limit of this model was studied in [1] and the
hydrodynamic equations consist in the heat equation with different types of boundary
conditions depending on the range of the parameter 6. More precisely, for 0 < 6 <
1 the heat equation has Dirichlet boundary conditions which fix the value of the
density profile at the points 0 and 1 to be « and (3, respectively. In this case we
do not see any difference at the macroscopic level with respect to the case 6§ = 0.
Nevertheless, for § = 1 the boundary dynamics is slowed enough in such a way
that macroscopically the Dirichlet boundary conditions are replaced by a type of
Robin boundary conditions. These Robin boundary conditions state that the rate at
which particles are injected into the system through the boundary points, is given
by the difference of the density at the bulk and the boundary. Finally for § > 1,
the boundaries are sufficiently slowed so that the Robin boundary conditions are
replaced by Neumann boundary conditions stating that macroscopically there is no
flux of particles from the boundary reservoirs.

We emphasize that there are many similar models to the one studied in these
notes which we summarize as follows. In [7-9], the authors consider a model where
removal of particles can only occur at an interval around the left boundary and the
entrance of particles is allowed only at an interval around the right boundary. Their
model presents a current exchange between the two reservoirs and shows some sim-
ilarities with our model for the choice § = 1. Another case already studied in the
literature (see [12, 19]) is when the boundary is not slowed, that corresponds to
our model for the choice § = 0. As mentioned above, the hydrodynamic equation
of this model has Dirichlet boundary conditions, see [12] or the Eq.(7). A simi-
lar model, whose hydrodynamic equation has both Dirichlet boundary conditions
and Neumann boundary conditions, was studied in [6]. The main difference, at the
macroscopic level, is that the end points of the boundary conditions vary with time.
The microscopic dynamics there is given by the SSEP evolving on Z with additional
births and deaths restricted to a subset of configurations where there is a leftmost
hole and a rightmost particle. In this situation, at a fixed rate j birth of particles
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occur at the position of the leftmost hole and at the same rate, independently, the
rightmost particle dies. Another model which has a current is considered in [4]. The
dynamics evolves on the discrete torus Z/nZ without reservoirs, but has a surprising
phenomenon: a “battery effect”. This effect produces a current of particles through
the system and is due to a single abnormal bond, where the rates to cross from left
to right and from right to left are different. Finally, another model which has sim-
ilarities with the model we consider in these notes is the SSEP with a slow bond,
which was studied in [13—15]. The dynamics evolves on the discrete torus Z/nZ,
and particles exchange positions between nearest neighbor bonds at rate 1, except at
one particular bond, where the exchange occurs at rate n~". In this case 3 > O is a
parameter that rules the slowness of the bond and for that reason the bond is called
the slow bond. The similarity between the slow bond model and the slow boundary
model considered in these notes is that if we “open” the discrete torus exactly at
the position of the slow bond, then the slow bond gives rise to a slow boundary. In
[13, 15] different hydrodynamic behaviors were obtained, depending on the range
of the parameter 3, more precisely, the hydrodynamic equation is, in all cases, the
heat equation but the boundary conditions vary with the value of 3, exhibiting three
different regimes as for the slow boundary model, see [1].

Our interest in these notes is to go beyond the hydrodynamical behavior, analyzing
the fluctuations around the hydrodynamical profile. To accomplish this, we restrict
ourselves to the case v = (3 = p and starting from the stationary measure v/ defined
above. Ourresult states that the fluctuations starting from v/} are given by an Ornstein—
Uhlenbeck process solution of

dY; = AgYdt + /2x(p)t Vo d W, ,

where x(p) is the variance of 77(x) with respect to !, W, is a space-time white noise of
unit variance and Ay and Vy are, respectively, the Laplacian and derivative operators
defined on a space of test functions with different types of boundary conditions
depending on the value of . We note that the case § = 0 was studied in [19] and
the case # = 1 was studied in [16]. In those articles, the nonequilibrium fluctuations
were obtained starting from general initial measures, which include the equilibrium
case v, treated here. We note however, that the case 0 # 1 is quite difficult to attack
at the nonequilibrium scenario since we need to establish a local replacement (see
Lemma 3) in order to close the martingale problem, which we can only prove starting
the system from the equilibrium state. In a future work, we will dedicate to extending
this result to the nonequilibrium situation as, for example, starting the system from
the steady state when o # (3.

Here follows an outline of these notes. In Sect.2 we give the definition of the
model, we recall from [1] the hydrodynamic limit and in Sect.3 we state our main
result, namely, Theorem 3. In Sect.4 we characterize the limit process by means
of a martingale problem. Tightness is proved in Sect.5 and in Sect.6 we prove the
Replacement Lemma which is the most technical part of these notes.
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2 Statement of Results

2.1 The Model

For n > 1, we denote by X, the set {1,...,n — 1}, which will be referred by the
expression bulk. The symmetric simple exclusion process with slow boundaries is a
Markov process {1, : ¢t > 0} with state space £2, := {0, 1}*". The slowness of the
boundaries is ruled by a parameter that we denote by 6 > 0. If 7 is a configuration
of the state space £2, then for x € %,,, the random variable 7(x) can take only two
values, namely O or 1. If n(x) = 0, it means that the site x is vacant, while n(x) = 1
means that the site x is occupied. The dynamics of this model can be described
as follows. In the bulk particles move according to continuous time random walks,
but whenever a particle wants to jump to an occupied site, the jump is suppressed.
At the left boundary, particles can be created (resp. removed) at rate an~? (resp.
(1 — a)n~?). At the right boundary, particles can be created (resp. removed) at rate
Bn=? (resp. (1 — B)n~?).

Fix now a finite time horizon T'. The Markov process {1, (x) : x € X,; ¢t € [0, T']}
can be characterized in terms of its infinitesimal generator that we denote by £/ and
is defined as follows. For a function f : £2, — R, we have that

1 —_
( ngo‘)n(n} (fa) = f(m)

(I-5)

n?

& = [%(1—n(1))+

+ [%ﬂ —n(n = 1) + n(n — 1)] (F@H=fm) M
n—2

+ D (fE@ ) = f))
x=1

where o***+19 is the configuration obtained from 7 by exchanging the occupation

variables 77(x) and n(x + 1), that is,

‘ nx+1),if y=x,
@y =1 nw), if y=x+1, 2)
n(y), otherwise.

and for x = 1, n — 1 1" is the configuration obtained from 7 by flipping the occupa-
tion variable n(x):

. _ 1—n(),if y=x,
() (y) = [ n(y), otherwise. @

Let D([0, T], £2,,) be the space of trajectories which are right continuous and with
left limits, taking values in §2,. Denote by Pﬁ'ﬂ” the probability on D([0, T], £2,,)
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induced by the Markov process with generator nzLZ and the initial measure p, and
denote by ]Ez’”" the expectation with respect to Pzix”.

2.2 Stationary Measures

The stationary measure £’ for this model when o = 8 = p € (0, 1) is the Bernoulli
product measure given by

u;‘(ne 2, :nkx) = 1) =p.

But in the general case, where o # 3, the stationary measure 1’ does not have
independent marginals, see [10]. What we can say about the stationary behavior of
this model is that the density of particles has a behavior very close to a linear profile,
which depends on the range of 6 in the sense of the following definition:

Definition 1 Let v : [0, 1] — [0, 1] be a measurable profile. A sequence {i, }nen iS
said to be associated to vy if, for any 6 > 0 and any continuous function f : [0, 1] —
R the following limit holds:

>0 ) = 0.

For 11, equal to the stationary measure (;°, the limit above is called the hydrostatic
limit.

n—oo

1 n—1
lim un(n: ‘;Zf(j,—‘)n(m—/f(u)v(u)du
x=l1

Theorem 1 (Hydrostatic Limit, [1]) Let w;’ be the stationary probability measure
in 2, wrt the Markov process with infinitesimal generator n*L’, defined in (1).
The sequence {11;*},en is associated (in the sense of Definition 1) to the profile
p: 1[0, 1] — R given by

(B —au+a, if . €l0,1),

pw) = 1 5%+ a+ 52 ifo=1, (4)

Bra if 0 (1,00),

forallu € [0, 1].

Another feature that we can say about the stationary state of the model studied in this
paper is that the profiles in (4) are very close to the mean of 7(x) taken with respect
to the stationary measure ;°. To state this result properly, we start by defining for
an initial measure y, in £2,, for x € X, and for ¢ > 0 the empirical mean given by

Py (x) = E0" [, (x)] . (5)
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Ifin the expression above 1, = 1%, then pf (x) does not depend on ¢, so that pf (x) =
p" (x). From [1], we have that p" (x) satisfies the following recurrence relations:

0=["x+D—=p"@OI+[p"@x—-1D—p"(0)], if xef2,...,n-2}
0=1[p"Q2) —p"D]+n""la—p"(D)],
0=n""[B—p"(n=D]+[p"(n=2) = p"(n—1D)].

A simple computation shows that p” (x) is given by p" (x) = a,x + b,, forallx € %,

where a,, = ﬁ and b, = a + a,(n’ — 1). Moreover, we conclude that

Jim, (maxlor ) =76)1) =0

2.3 Hydrodynamic Limit

In [1] it was established the hydrodynamic limit of the model for any 6 > 0. For
completeness we recall that result now. Fix a measurable density profile pg : [0, 1] —
[0, 1] and for each n € N, let u,, be a probability measure on §2,.

Theorem 2 (Hydrodynamic Limit, [1]) Suppose that the sequence {1, },eN is asso-
ciated to a profile py(-) in the sense of Definition 1. Then, for each t € [0, T], for
any § > 0 and any continuous function f : [0, 1] — R,

> 5:| =0,

1 n—1
lim P’” [n. : ‘;Zf(i)nmzw - / £ @) plt, u) du
x=1

n—+oo Hn

where p(t, -) is the unique weak solution of the heat equation

Oip(t,u) = pr(t, u), fort >0, uce(,1), ©)
PO, 1) = pow),  welo, 1]
with boundary conditions that depend on the range of 6, which are given by:
For6 <1, 0,p(t,0) = aand 9,p(t, 1) = 3, fort > 0. 7
For6 =1, 9,p(t,0) = p(t,0) —aand 0,p(t, 1) = 6 — p(t, 1), fort > 0. (8)
For0 > 1, 0,p(t,0) = 9,p(t,1) =0, fort > 0. 9

Remark 1 'We note that the profiles in (4) are stationary solutions of the heat equation
with the corresponding boundary conditions given above.
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3 Density Fluctuations

3.1 The Space of Test Functions

The space C*°([0, 1]) is the space of functions f : [0, 1] — R such that f is con-
tinuous in [0, 1] as well as all its derivatives.

Definition 2 Let Sy denote the set of functions f € C*°([0, 1]) such that for any
k € N U {0} it holds that

(1) forf < 1: 9> £(0) = 9% (1) = 0.
(2) for @ = 1: 9**1 £(0) = 9% £(0) and O+ f(1) = —* f(1).
(3) for 6 > 1: 91 £(0) = 9> f(1) = 0.

Definition 3 For 6 > 0, let — Ay be the positive operator, self-adjoint on L0, 1],
defined on f € §y by

83f(u), if ue(,1),
Agf) = 1 0;fO01), if u=0, (10)
RfA7),if u=1.

Above, 02 f (a*) denotes the side limits at the point a. Analogously, let Vj : 8§ —
C*°([0, 1]) be the operator given by

O f@), if ue(0,1),
Vof(u) = {0, f0%),if u=0, (11)
Ouf(17), if u=1.

Definition 4 Let 77 : 8y — 84 be the semigroup associated to (6) with the corre-
sponding boundary conditions for the case & = 3 = 0. Thatis, given f € 85, by T/ f
we mean the solution of the homogeneous version of (6) with initial condition f.

Definition 5 Let S be the topological dual of 8, with respect to the topology gen-
erated by the seminorms

I £llx = sup |95 f@)l, (12)
uel0,1]

where k € NU{0}. In other words, §; consists of all linear functionals
f : 8¢ — R which are continuous with respect to all the seminorms || - ||¢.

Let D([0, T'1, §)) (resp. C([0, T1, 8,)) be the space of trajectories which are right
continuous and with left limits (resp. continuous), taking values in §},.
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The expression for Tl”, 0 > 0, is presented in the next proposition:

Proposition 1 Let 6 > 0. Suppose that py € L*[0, 1]. Then
o
(T po) () = D ane™ W,(u), (13)
n=1

where {W,},en is an orthonormal basis of L*[0, 1] constituted by eigenfunctions of
the associated Regular Sturm-Liouville Problem (concerning the operator Ay) and
a, are the Fourier coefficients of pg in the basis {V, },en.

e For 0 < 1, the corresponding orthonormal basis of L*[0, 1] is

WV, (u) = +/2sin(nmu), forneN,
W (1) 1.

The eigenvalues of the associated Regular Sturm-Liouville Problem (concerning
the operator Ag) are given by \, = n*n>.
e Forf = 1, the corresponding orthonormal basis of L>[0, 1] is a linear combination

of sines and cosines, namely,

W, (u) = A,sin(v/ Au) + A/ Ay cos(y/ Ayu), forn e NU{0},
where A, is a normalizing constant. The eigenvalues \, do not have an explicit

formula, but it can verified that \, ~ n*n>.
e For 0 > 1, the corresponding orthonormal basis of L*[0, 1] is

[\Iln(u) = 2cos(nmu), forn e N,

The eigenvalues of the associated Regular Sturm-Liouville Problem (concerning the

operator Ag) are given by \, = n*7>.

Proof For 6 = 1 the expression for Tle has been obtained in [16]. For the case 6 # 1,
as in [16], we state the associated Regular Sturm-Liouville Problem (for details on
this subject we refer to [2], for instance):

| W)+ A\W@w) = 0, ue,l),
For 0 <1

W) =0, w) =0;
W)+ @) = 0, ue(,l),

For 6 > 1:
v'0) =0, ¥ =0.
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The solution of each one of the problems above (the eigenvalues A, and the eigen-
functions W) can be found in Chap. 10 of [5].

As a consequence, the series (13) converges exponentially fast, implying that
(Ttepo)(u) is smooth in space and time for any ¢ > 0. This observation implies a
property of T, : 8y — 8 stated in the next corollary.

Corollary 1 If f € 8y, then foranyt > 0, T’ f € 8y and AgT! f € 8.

We observe that the previous result is needed in the proof of uniqueness of the
corresponding Ornstein—Uhlenbeck process (which is defined in the next section).
Its proof is a consequence of the formula (13), see [16] for more details.

3.2 Ornstein—-Uhlenbeck Process

Fix p € (0, 1). Based on [17, 18], we give here a characterization of the generalized
Ornstein—Uhlenbeck process which is a solution of

d: = AgY.dt +2x(p)t Vg d W, , (14)

where W, is a space-time white noise of unit variance and x(p) = f (n(x) —
p)2d1/;’ = p(1 — p), in terms of a martingale problem. We will see below that this
process governs the equilibrium fluctuations of the density of particles of our model.
In spite of having a dependence of Y, on 6, we do not index on it to not overload
notation. Denote by Qﬁ the distribution of Y. and EQg the expectation with respect
to Qf,.

Define the inner product between the functions f, g : [0, 1] — R by

1
(f. 930 = ZX(p)[ /0 f @) gty du + (f(©)90) + f(l)g(l))le_l],

where 1. is the indicator function. Then, Li*‘g([O, 1]) is the space of functions f :
[0, 1] — R with ||f||L%9 < 00, where

£ 120 = (f. £ 20 (15)

Proposition 2 There exists an unique random element Y taking values in the space
C([0, T1, 8}) such that:

(i) For every function f € 89, M;(f) and N;(f) given by
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M () =Yy () — Yol ) — /O Y (g f)ds .
Ni(f) = (VG(H)* = 2x(0) £ 19012 (16)

are F,-martingales, where for eacht € [0, T], F; .= o(Ys(f);s <t, f € Sp).
(ii) Yo is a Gaussian field of mean zero and covariance given on f, g € Sy by

Eq[Y0(HYo(@] = (f. g) 20 a7)

Moreover, for each f € Sy, the stochastic process {Y,(f); t > 0} is Gaussian, being
the distribution of Y,(f) conditionally to Fy, for s < t, normal of mean Y(T? _ f)

and variance fot A Trg f ||i2_9 dr, where Tf was given in Definition 4.
;

The random element Y. is called the generalized Ornstein—Uhlenbeck process of
characteristics Ag and Vy. From the second equation in (16) and Lévy’s Theorem on
the martingale characterization of Brownian motion, for each f € 8y, the process

-12
M (X IV 1220 (1)

is a standard Brownian motion. Therefore, in view of Proposition 2, it makes sense
to say that Y. is the formal solution of (14).

3.3 The Density Fluctuation Field

We define the density fluctuation field Y” as time-trajectory of the linear functional
acting on functions f € 8y as

v = % é F(G) (e =), foralir=0.  (19)

where p] was defined in (5). Our results are given for the case o = 3 = p and for 1,
being equal to »7, that is, the Bernoulli product measure with parameter p € (0, 1),
so that p/'(x) = p, forall x € X, and ¢ > 0. Let Qz'" be the probability measure on
D([0, T1, §) induced by the density fluctuation field Y and 1/;’. We note that since
we will consider only the initial measure /1, as v/, we will simplify the notations ]P"Zb"

and E‘j;” as Pﬁ’” and Ef;”, respectively. Our main result is the following theorem.
13

Theorem 3 (Ornstein—Uhlenbeck limit) Fora = 8 = p € (0, 1), if we take the ini-
tial measure to be vy, namely, the Bernoulli product measure with parameter p, then,
the sequence {Qg’”}neN converges, asn — oo, to a generalized Ornstein—Uhlenbeck
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(0.U.) process, which is the formal solution of equation (14). As a consequence, the
variance of the limit field Y, is given on f € 8y by

1 s
Eq: [9:()Y:(N] = x(p) /0 (f () du + /0 172, fadr, (20)

where || - ||2L” was defined in (15).
P

4 Proof of Theorem 3

4.1 Characterization of Limit Points

Fix a test function f. By Dynkin’s formula, we have that

MP(f) =Y (f) = 9o(f) —/0 s + L)Y, (f)ds, 21

N'(f) = (M (f))* - /0 n2L0Y () =29 (HnLlYr(frds  (22)

are martingales with respect to the natural filtration ¥, := o (7, : s < t). To simplify
notation we denote I')'(f) := (05 + nzﬁ;fl)y?( f). A long but elementary computa-
tion shows that

n 1 }171 X
no = ;Anf(;)m(x) )
VAV FO) (1) = p) = VAV, f)(pn—1) = p)  (23)
032 032 -
— ()@ = = () =1 = p).
Above

anf ey = (5) + £ (50) — 2 (5)]-

VEf(x) = n[f()%l) - f(%)]

and
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We note that for the choice = 0, using the factthat f(0) = 0 = f(1), the expres-
sion (23) reduces to

n 1 - X
=72 408 (2) @00 = 0, 24)

which is Y9 (A, f).

Now, we close the Eq. (23) for each regime of 6. The goal is to show that we can
rewrite (23) as (24) plus a term which vanishes as n — oo.

e The case < 1: we note that since f € §y we can write I')'(f) as

Y280 ) + Vi = OV FO M) = p) = ¥ f o= 1) = ).

In order to close the equation for the martingale we need to show that:

' 2
lim Ei’” |:(/0 V(g (x) = p) ds) j| =0, forx=1,n—-1, (25)

n—oo

which is a consequence of Lemma 3, see Remark 2.
e The case 0 = 1: we can write I'(f) as

Y2(ALS) + V(9. O = FO) (D) = p)

1
+ V(B )+ FD) a0 — 1) = p) + O (ﬁ) ,

Since f € 8y the last expression equals to Y% (A4, f).
e The case # > 1: we can repeat the computations above and since f € S, I (f)
can be rewritten as

n 0 o 1
0,0 = s (o = ) = () = v - 0 (=)

Then, in order to close the equation for the martingale term we need to show that

' . t 2302 2
lim Ep' A 7(7]3()6) —p)ds =0, forx=1,n-1, (26)

n—oo

which is a consequence of Lemma 3, see Remark 2.
From the previous observations, for each regime of § we can rewrite (23) as (24)
plus a negligible term.
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Lemma 1l Forall0 >0,t > 0and [ € 8y it holds that
Tim B"[IM] ()1 =t Vo £l 20

where the norm above was defined in (15).

Proof A simple computation shows that the integral part of the martingale N/ (f)
can be written as

n—2

L =2 = - S (9 (2)) (o - e+ 1)’

£ 25 (F3) (- 20m ) + )
_4_:_9 (f(%))z(p —2pns(n — 1) +n,(n — 1)),
from where we get that

ES" (1M ()]
n—2

—2v(p) 1 H > (Vi) + 5 ((f(%))2 4 (f(%))z)]. @7)

x=1

Let f € 8y. The first term at the right hand side of the previous expression con-

2
verges to 2x(p) j;)l (Vg f (u)) du, for all § > 0. The second term at the right hand
side of last expression has to be analyzed for each case of 8 separately:
e The case € < 1:since f(0) = 0 = f(1), the second term at the right hand side
of (27) can be rewritten as 2x(p) ¢ times

(@) + () ) = ot (w2 70) + (v7700)),

which goes to zero as n — oo.
e The case 6§ = 1: the second term at the right hand side of (27) converges, as
n — oo, to

20 (£2(0) + £2(1)).

Recalling that f(0) = 0, f(0) and f(1) = —3, f (1), the proof ends.
e The case 6 > 1: since f € 8y and ﬁ — 0, as n — oo, the second term at the
right hand side of (27) converges to zero when n — oco.

We have just proved that the quadratic variation of the martingale converges in mean.
In the next Lemma we state the stronger convergence of the martingales to a Brownian
motion.
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Lemma 2 For f € 8y, the sequence of martingales {M]'(f);t € [0, T |}pen con-
verges in the topology of D([0, T], R), as n — oo, towards a Brownian motion
W, (f) of quadratic variation given by t||V9f||L§.e where || - ||L§.9 was defined in
(15).

Proof We canrepeat here the same proof of [ 14, p. 4170], which is based on Lemma 1
and the fact that a limit in distribution of a uniformly integrable sequence of martin-
gales is a martingale. We leave the details to the interested reader.

4.2 Convergence at Initial Time

Proposition 3 The sequence {Yj},en converges in distribution to Yo, where Y is a
Gaussian field with mean zero and covariance given by (17).

Proof We first claim that, for every f € 8y and every ¢ > 0,

n—+0o00

AZ 1
tim_tog B[ explin¥3(£)1] =~ x(0) /0 2wy du.

Since v is a Bernoulli product measure,

i\
log E/"[expli \Y3 (/)] = log / [exp [ﬁ > e —p) f (E)H av,

xXeX,
=> 1og/ [exp {% (o) —p) f (;—‘)Hdu;:.
xXex,

Since f is smooth and using Taylor’s expansion, the right hand side of last expression
is equal to

L ()

XEX,

Taking the limit as n — +o00 and using the continuity of f, the proof of the claim
ends. Replacing f by a linear combination of functions and recalling the Cramér-
Wold device, the proof finishes.
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5 Tightness

Now we prove that the sequence of processes {Y/; ¢ € [0, T']},en is tight. Recall that
we have defined the density fluctuation field on test functions f € 8y. Since we want
to use Mitoma’s criterium [20] for tightness, we need the following property from
the space Sy.

Proposition 4 The space Sy endowed with the semi-norms given in (12) is a Fréchet
space.

Proof The definition of a Fréchet space can be found, for instance, in [21]. Since
C*°([0, 1]) endowed with the semi-norms (12) is a Fréchet space, and a closed
subspace of a Fréchet space is also a Fréchet space, it is enough to show that Sy is
a closed subspace of C*°([0, 1]), which is a consequence of the fact that uniform
convergence implies point-wise convergence.

As aconsequence of Mitoma’s criterium [20] and Proposition 4, the proof of tightness
of the §), valued processes {Y}'; t € [0, T']},en follows from tightness of the sequence
of real-valued processes {47 (f); t € [0, T ]} en, for f € 8.

Proposition 5 (Mitoma’s criterium, [20]) A sequence of processes {x;;t €
[0, T1}nen in D0, T1, 8¢) is tight with respect to the Skorohod topology if. and
only if, the sequence {x;(f);t € [0, T |},en of real-valued processes is tight with
respect to the Skorohod topology of D([0, T1, R), for any f € Ss.

Now, to show tightness of the real-valued process we use the Aldous’ criterium:
Proposition 6 A sequence {x;;t € [0, T 1},en of real-valued processes is tight with
respect to the Skorohod topology of D([0, T, R) if:

(i) lim limsup Pu”( sup |x/| > A) =0,
A—>+0 pico 0<t<T
(ii) foranye > 0, lim limsup sup sup P, (|Jx,4n —x;| >¢) = 0,
=0 n>+4oo A< 7€T7

where Tt is the set of stopping times bounded by T

Fix f € 84. By (21), itis enough to prove tightness of {Y(f)}nen, {fot I''(f)ds;t e
[0, T Hnen, and (M7 (f); 1 € [0, T1}en.

5.1 Tightness at the Initial Time

This follows from Proposition 3.

5.2 Tightness of the Martingales

By Lemma 2, the sequence of martingales converges. In particular, it is tight.
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5.3 Tightness of the Integral Terms

The first claim of Aldous’ criterium can be easily checked for the integral term
fot Il (f) ds, where the expression for I')'(f) can be found in (23). Let f € Sg.

e The case § < 1: by Young’s inequality and Cauchy-Schwarz’s inequality we have

that
P 2
0,n n
= ([ o) |
T 1 n—1 2
O —_ x 2 (x) —
sCT/O Ef [(ﬁ;Amnng €9 p)”ds
T 2
+C(VHfO 2T/ Efn o2 (1) — d
O T | B (Vatne )~ ) Jas
r 2
+C FOPT [ B[ (V=1 = p) ds

Since f € 8y and by (25), the second and third terms at the right hand side of
the previous expression go to zero, as n — o0. Then there exists C > 0 such that
these two terms are bounded from above by CT. The first term at the right hand
side of last expression is bounded from above by T2 times

1 n—1 2
=D (A D) X 28)
x=1

Now, since f € 8y last expression is bounded from above by a constant. Now
we need to check the second claim of Aldous’ criterium. For that purpose, fix a
stopping time 7 € Tr. By Chebyshev’s inequality together with (28), we get that

7 / s | =€) = ;lei"l[([H“"(f vas)] = 5.

which vanishes as § — 0.
e The case 6 = 1: we note that it was treated in [16].
e The case 6 > 1: as in the case § < 1, we have that

¢ 2
op([ ) |
t<T 0

T 1 n—1 2
0.n - X ) _
<cr [ Bl [(ﬁXZZ;Anf(H)(mn ) p)”ds
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T 3/2 2
(5) T /0 Eiﬂ[(’;—e(mnz(n - p)) }ds

T n3/2 2

+C f2<”n—‘) T/O Ei‘"[(7<mnz<" - - p)) Jas.

plus a term of order —=. To bound the first term at the right hand side of the

Jn
previous inequality we repeat the same computations as in the case # < 1. In order
to bound the second and the third terms at the right hand side of the previous

inequality, we use (26) and the proof follows as in the case § < 1.

+Cf?

6 Replacement Lemma

This section is devoted to estimate the expectations (25) and (26). In order to
do this we start introducing some notations. Let y be an initial measure. For
x=0,1,...,n—1, define

Lt (fop) 1= / rewi () (F@ ) — £p) du,

where "1y was defined in (2), forx =1,...,n -2, 0%n:=n!, o" "y =

7"~ (the configurations n' and 1"~! were defined in (3)), and the rates are given by

(0%
n(1),

1 —
Pt () 1= ra(n) = %(1 —nn—1)+ neﬂn(n -D,

ram) = ra() = (1= (1) + —

rexp1(m) =1, ifx=1,...,n—2.

Define the quantity:

n—1 n—1
X, X 2
Du(fop) =D Ly (fip) = / Feen1(n) (f(@ ) — f) dp.
x=0 x=0
(29)
The Dirichlet form is defined by (—Lg f» ), where we can rewrite for short the

infinitesimal generator as

n—1

n—1
Lofa) = D Lexnif) = D recn @) — f@)).

x=0 x=0
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Now, we recall that we consider the case « = 3 = p € (0, 1), so that the measure
v, (the Bernoulli product measure) is invariant for this process and it satisfies

x,x+1 x,x+1

Ix,x+1 (77) V;}Z (77) = Fx,x+1 (J 77) V;;Z (0 77) B (30)
forall x € {0, 1, ...,n — 1}. Let us check this equality in the case x = 0, the case

x = n — 1 is similar and the others are also very simple to check. Note that

G 1— vi(n')
roa (') L= = [%(1_n1(1>)+ epnl(n} i—. (3D
v (1) n n vy ()
Since
n (ol
vy (n) 1—0p P
=1,0=1—— + Ljn)= ; (32)
e =1 =07_
then (31) becomes
Lo | 2122 v [ 222 2 o)
nM=1 |7 P nH=0 | — 7 =, 0,1(1) .
Thus, using (30), we get
1
(=Luf Fry = 3Dufv)) - (33)

Lemma 3 (Replacement Lemma) Let x = 1,n — 1 and t > 0 fixed. Then

t 2 2nf
EZ”[(/@ cn(m(x)—p)ds) :| < C';l—z.

Remark 2 Recall that for § < 1 we have in (25) ¢, = /7, so that the error above
becomes n?/n, which vanishes as n — oo. Recall that for # > 1 we have in (26)
cp =n? / n?, so that the error above becomes n / n?, which vanishes as n — 0.

Proof The proof follows by a classical argument combining both the Kipnis—
Varadhan’s inequality (see [18, p. 333, Lemma 6.1]) with Young’s inequality. For
that purpose let x = 1 (the other case is completely analogous) and note that the
expectation in the statement of the lemma can be bounded from above by

sup { [ eatn®) = i vy + 1284, . G4

3 2
felo

where L7, is the space of functions f such that [ f(1) dv < +oo. We start by
P
writing the integral [ ¢,(n(1) — p) f (n)d v, as twice its half and in one of the terms
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we make the exchange n — 7' to have

3 et =pramag 5 [aa—nm-pr ARy
5 [ P av, =5 [ Cn Ui nfn e v

vi(n')
vy (1)
at the right hand side of last expression is equal to

see (32) to get the expression of

. A simple computation shows that the integral

1
-3 / ea () — p) f () do |

so that the display above is equal to

1
5 [t =prm - s

By Young’s inequality we can bound the previous expression by
B [ @ —pravi+ — [(ran - rav,
c,(n pdv, + = n n v,

Now, remember the notation ' = ¢% 17 and multiply and divide by o 1 (1)) the inte-
grand function inside the second integral above. We can do it, because there exists
C ,» such that % <rpi1(n < f—g Then we can bound the previous expression from
above by

0

B / e (n(1) = p)* dvy + / roa () (f(@*'n) = fFm)*dvy .

4BC,

Using (29) the second integral in the last expression is bounded from above by
Du(f, y/’j). Recalling (33), we get

n?

2BC,

/cnm(l) — o) fdv: <B cﬁ/(n(l) — XAV + ——— (L0 S [y

Putting this inequality in (34) and choosing B = n’~2/ 2C », the term at the right hand
side of the last expression cancels with nz(Lg iLif >”Z' Therefore, the expectation
appearing in the statement of the lemma is bounded from above by

C2n9 2
— [ (n(1) = p)*dv".
2cﬂn2/n Pt

Since 7 is bounded the proof ends.
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From the N-Body Schrodinger Equation
to the Vlasov Equation

Francois Golse

Abstract This paper describes a method for obtaining an estimate of the
convergence rate for the joint mean-field and semiclassical limit of the
N-particle Schrodinger equation leading to the Vlasov equation. The interaction
force is assumed to be Lipschitz continuous. This is an account of a
recent work in collaboration with T. Paul [Arch. Rational Mech. Anal.
https://doi.org/10.1007/500205-016-1031-x].

Keywords Mean-field limit - Vlasov equation * Schrédinger equation
Wasserstein distance + Toplitz operator

1 Introduction

The Vlasov equation is a mean-field model in the kinetic theory of charged/massive
particles. Vlasov equations are used in plasma physics to describe the dynamics
of charged particles, or in cosmology to describe the collective motion of massive
celestial bodies.

In the case where the interaction force between elementary constituents (ions
or electrons in plasma physics, for instance) are Lipschitz continuous, the Vlasov
equation has been derived from the N-body problem of classical mechanics in
the large N, small coupling constant limit (see the works of Neunzert—Wick [26],
Braun—Hepp [8] and Dobrushin [11]).

In the present paper, we shall investigate the following natural problem.
Problem: Is it possible to derive the Vlasov equation from the guantum N-body
problem by a joint semiclassical (h — 0) and mean-field (N — o0o) limit'?

F. Golse )(&)
CMLS, Ecole Polytechnique and CNRS, Université Paris-Saclay, 91128 Palaiseau Cedex, France
e-mail: francois.golse @polytechnique.edu

Tt is customary among mathematicians to consider the reduced Planck constant % as a vanishingly
small parameter in the semiclassical limit. This is obviously improper since % is a constant. Strictly
speaking, the semiclassical limit holds for mechanical systems whose typical action is of an order

of magnitude > h. o
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This problem has received the attention of several authors: see for instance the
works of Graffi-Martinez—Pulvirenti [16], Pezzotti—Pulvirenti [28], and the more
recent paper by Benedikter—Porta—Saffirio—Schlein [7], which discusses the Vlasov
limit for a gas of fermions described by the Hartree—Fock equations. (The mean-field
limit in the case of fermions involves an equivalent Planck constant of order N -173,
and therefore shares some features with the semiclassical limit.)

The interest for the mean-field limit in the quantum N-body problem in quantum
mechanics can be explained as follows. In many applications, the particle number N
is very large (typically, from 10% to 10?* or more...)

Now, the N-body problem in classical mechanics involves a phase space of dimen-
sion 6N (i.e. 3 degrees of freedom for the position and 3 degrees of freedom for
the momentum for each point particle). On the other hand, the N-body problem
in quantum mechanics involves wave functions defined on a configuration space
of dimension 3N. This explains the need for a reduced description, in the single-
particle phase-space R in the case of classical mechanics, and in the single-particle
configuration space R? in the case of quantum mechanics.

This situation can be summarized by the following diagram.

Schrodinger V=2 Hartree

\ 1
n—0 N =0
1 1

. . N—o00
— [ Viasov]

In this diagram, the horizontal arrows correspond to the mean-field limit (i.e. the
limit as N — oo). Thus, the Hartree equation is the mean-field limit of the N-body
Schrddinger equation in quantum mechanics, in the same way as the Vlasov equation
is the mean-field limit of the N-body Liouville equation in classical mechanics. The
vertical arrows correspond to the semiclassical limit (i.e. the limit as & — 0). The
Liouville equation can be obtained as the semiclassical limit of the Schrédinger
equation, while the Vlasov equation can be likewise obtained as the semiclassical
limit of the Hartree equation.

The semiclassical limit of quantum mechanics is an old and distinguished subject,
on which there is a huge body of literature. The reader is referred to Chap. VII of
[19] for an introduction to the subject aimed at physicists, and Appendix 11 of [2]
or Theorem 5.1 in [1] for a mathematical statement. Both [1, 2] refer to Maslov’s
treatise [25] for a proof of the semiclassical limit; an alternate, perhaps simpler proof
of the same result, based on the Laptev—Sigal parametrix [20], can be found in [5].

The limit discussed in the present paper corresponds to the diagonal arrow —i.e. to
the simultaneous mean-field (N — oo) and semiclassical (A — 0) limits. Obviously,
the validity of this limit is a consequence of the uniformity as  — 0 of the mean-field
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limit in quantum mechanics (the upper horizontal arrow), and of the semiclassical
limit of the Hartree equation, leading to the Vlasov equation. The semiclassical limit
of the Hartree equation has been studied for instance by Lions—Paul [24] in terms of
Wigner measures (see Theorem IV.2 in [24]). Interestingly, their result applies to sin-
gular potentials, including the Coulomb potential, which is of great interest for appli-
cations (see Theorem IV.5 in [24]). The uniformity as i — 0 of the mean-field limit
in quantum mechanics has been recently obtained in [13], and formulated in terms of
some quantum analogue of the Monge—Kantorovich (or Kantorovich-Rubinshtein,
or Vasershtein) distances, following the work of Dobrushin [11] in classical mechan-
ics. The main result in [13] applies to the case of Lipschitz continuous interaction
forces.

Independently of this question of uniformity, there is an important body of liter-
ature on the mean-field limit in quantum mechanics. Most of these results use the
formalism of BBGKY hierarchies: [3, 31] in the case of bounded potentials, [12]
in the case of the Coulomb potential. The problem of estimating the convergence
rate for this limit has been studied in [30] (notice that this reference does not use
the formalism of BBGKY hierarchies). More recently, a much simpler method, also
avoiding the use of BBGKY hierarchies has been proposed in [29]. This new method
applies to singular interaction forces, with significant restrictions on the limiting
solution (which has to be a pure state). All these estimates involve either the trace
norm or the operator norm, and therefore cannot be uniform as 7 — 0.

The results described in this paper have been obtained in collaboration with T.
Paul [14].

2 Quantum Versus Classical Dynamics

2.1 The Vliasov Equation

The unknown of the Vlasov equation is f = f(¢, x, &), the particle distribution
function, which is a time-dependent probability density on the single particle phase
space R? x R?: in other words, f is measurable and

f>0ae onR; x RY x R, /7‘ f(t,x,&)dxde = 1.
RY xR4

The Vlasov equation is a mean-field kinetic equation governing the dynamics of
a gas of identical particles interacting via the potential V:

Of+E-Vof —VVi(t,x)-Vef =0, x,6eR?, +>0.

The potential V is an even, real-valued function whose regularity will be discussed
later.
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This equation is obviously Hamiltonian: the left hand side is indeed of the form

0 +&-Ve=VVi(t,x) - Vo) f(t,x,8) =0, f(t,x,8) + {Hy(t,x,8), f(£,x,85)},

where the mean-field, self-consistent potential and Hamiltonian are given by the
formulas

Vit x) = / /R | V=0, 6y,

Hp(t,x, &) = 3IE17 4+ Vpt, %),

while the Poisson bracket is defined by the prescription

(Xms X0} = {6, 82} =0, . xn} =68mn, mmn=1,...,d.

2.2 The N-Body Schridinger Equation

The unknown of the N-body Schrodinger equation is the N-body wave function
Wy = Wn(t, X1, ..., xy) € C, where x; is the position of the j-th particle for each
j=1,..., N. The N-body configuration space is Hy := H® ~ L>((RY)"), with
$ = L*>(RY).

The Schrodinger equation is written in terms of the quantum N-body Hamiltonian

N
1
— E 152
j=1

> Vi -,

1<j<k<N

which involves the real-valued, even interaction potential V. The quantum Hamil-
tonian is viewed as an unbounded operator acting on )y, and the Schrodinger equa-
tion takes the form

N

1
ihdWy = MWy = D —1WP A, Wy + 5 > Vi —x)¥y, 0
j=1 1<j<k<N

)C],...,)CNGRd.

Observe the 1/N coupling constant in front of the potential. It is chosen so that
the kinetic energy of the N-particle system, i.e.

N
z_l
2
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which involves a N-term summation, is of the same order of magnitude as its potential

energy
1
I Z V(xj—xi)

1<j<k=N

involving a N2-term summation. The 1/N coupling constant is typical of the mean-
field limit for particles which do not satisfy the Pauli exclusion principle — in other
words, one should keep in mind that the mean-field scaling for fermions is completely
different (see [6] on p. 1089).

2.3 The N-Body Heisenberg Equation

Let p(#) be the $y-orthogonal projection on the complex line C¥y(z,-) C Hy.
Adopting Dirac’s notation involving “bras” and “kets” (see Chap.1.6 in [10])

pn (1) == [Wn(t, ) (PN (2, )]

If Wy satisfies the Schrodinger equation (1), then py (#) satisfies the Heisenberg
equation
iho,pn(t) = Hypn () — pn (D) AN =: [HN, pn ()],

since the N-body quantum Hamiltonian 7y is self-adjoint on §)y.

More generally, the Heisenberg equation defines a dynamics on the set of density
operators on )y .

A density operator on §y is a linear operator p on $y satisfying

p=p">0, trg,(p)=1.

The set of density operators on §j is henceforth denoted Z($y).

3 Comparing Quantum and Classical Densities

3.1 Monge—Kantorovich(-Rubinshtein)/Vasershtein Distance

Let i, v be Borel probability measures on R? with bounded p-th order moments,
where p > 1.

A coupling of 1, v is a Borel probability measure 7 on RY x R? with 1st and 2nd
marginals p and v respectively. In other words, for all ¢, ¢ € C,(R?), one assumes
that
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/ / () + YT (dxdy) = / ¢ () + / POy
R?xR4 R R

The set of couplings of u, v is denoted IT(u, v).
The Monge—Kantorovich distance of exponent p between u and v is defined as

1/p
distyg,, (@, v) ;== inf (// lx — y|”71(dxdy)) .
well(u,v) RY xR

This distance is often referred to as the “Vasershtein (or Wasserstein) distance” and
sometimes as the “Kantorovich—Rubinshtein distance” (the latter terminology being
used mostly in the case p = 1). An excellent reference for this class of distances
is Chap.7 of [32]. (Even the fact that the expression above satisfies the triangle
inequality is far from obvious: see Sect. 1 in Chap.7 of [32].)

Perhaps the most important result on Monge—Kantorovich distances for the pur-
pose of our study is that the Monge—Kantorovich distance of exponent p metrizes
the weak topology of probability measures with bounded moments of order p (see
Sect.2 in Chap. 7 of [32]).

The following elementary computations show that the Monge—Kantorovich dis-
tance between probability measures is well suited for measuring the proximity/sta-
bility of particle trajectories — at variance with the distance defined by the total
variation.

Example 1 Leta, b € R?; then
distyg, (84, 85) = la — b,

whereas
2 ifa#b,
18 — ullrv = [ 0 ifa—b.

The essence of the semiclassical limit is that the dynamics of the quantum den-
sity operators concentrates on particle trajectories in phase space. Therefore, it is
natural to expect that a uniform in 7 convergence rate estimate for the mean-field
limit in quantum mechanics should involve some analogue of a Monge—Kantorovich
distance. Indeed, Monge—Kantorovich distances metrize the weak topology of prob-
ability measures (with additional moment bounds). These distances are particularly
well adapted to estimating the difference between a smooth density and a probability
measure concentrated on a lower dimensional set, such as a Dirac measure. This
was the rationale for introducing the “pseudo-distance” M th in [13]. The reader
is referred to (4) below for a precise definition of this quantity, which is obviously
analogous to the quadratic Monge—Kantorovich distance distys x » on the set of Borel
probability measures in phase space.
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3.2 Coupling Quantum and Classical Densities

Next we seek to define a notion of “pseudo-distance” between a quantum and a
classical density. This pseudo-distance is constructed by analogy with the Monge—
Kantorovich distance of exponent 2, following Dobrushin’s 1979 derivation of the
Vlasov equation in [11].

As a first step we need to define a notion of coupling of a quantum and of a
classical density.

Definition 1 Let p € 2($) and let p be a Borel probability density on R? x R,
A coupling of p and p is an operator-valued function (x, £) — Q(x, &) defined on
R? x R? such that

(x5 0(x,§) =0(x,§)" € Z(H) st Q0,8 =0,
r(Q(x,§)) = p(x,§), //Rd iy Q(x,8)dxds =p.

The set of all couplings of the densities p and p is denoted €' (p, p).

Example 2 The set € (p, p) is obviously nonempty, since the map

p®p: (x,8)— px,&)p  belongsto € (p,p).

3.3 Pseudo-distance Between Quantum and Classical
Densities

Next we introduce a cost function comparing classical and quantum “coordinates”
(i.e. position and momentum). This cost function is defined as follows:

cr(x, &) i=|x — yI* + & +ihV,|*.

The reason for considering a quadratic cost function is that quadratic polynomials
are quantized exactly as second order differential operators. In other words, cy, is the
quantization of the cost-function |x — y|> + |& — n|?> defined on the 2-body phase
space RS, x RS .

Definition 2 Let p € 2($) and let p be a Borel probability density on R? x R,
We define

Q€€ (p.p)

En(p.p) = inf \/ //R ten(x. )00, 6)drds.
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This pseudo-distance? is obviously analogous to the Monge—Kantorovich distance
with exponent 2.

Remark 1 The integrand in the expression defining Ex(p, p) may not be defined,
since cp(x, £) Q(x, £) may fail in general to be a trace-class operator on . In fact
this integrand should be thought of as being defined by the following formula:

tr(cn(x, £)Q(x, &)) = tr(Q(x, &) *cp(x, £)Q(x, &)%) € [0, 00].

Indeed, the right hand side above always defines an element of [0, +o00] since
Q(x, &) 2cp(x,£)Q(x, €)% is a self-adjoint nonnegative operator for a.e. x, £ €
RY. (This is analogous to the integral of a nonnegative measurable function, which
always defines an element of [0, +00].)

Unfortunately, the pseudo-distance defined by the expression above is a slightly
mysterious object. In the sequel, we seek to compare it to more familiar quantities.

3.4 Husimi Transform and Lower Bound for Ej,

First we recall the notions of Wigner and Husimi transforms of a density operator
on a Hilbert space.

Definition 3 Let p € Z(9). The Wigner transform at scale 7 of the density operator
p is the function defined on the phase space RY x Rg by the formula

Walp)Gr.8) i= e [ e px+ Shy.x = Sy
R

The Husimi transform at scale 7 of the density operator p is the function on the phase
space RY x Rg defined in terms of the Wigner function by the formula

Walp] := "4/ Wyl p].
The Wigner function of a density operator p € Z(£)) satisfies
Wilpl(x,&) e R forae.x,& € RY.
However, Wy[p] is in general not a.e. nonnegative. In other words, the Wigner trans-

form does not map the set Z(£)) of (quantum) density operators on configuration
space into the set of (classical) probability densities on phase space.

2We shall refer to E, as a “pseudo-distance” without further apology, although there is a well-defined
notion of “pseudometric” in mathematics. Usually, generalizations of the notion of metric measure
the proximity between elements of a same set, while Ej; is designed to measure the proximity
between objects of a different nature (specifically, between a classical and a quantum density).
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On the other hand, the Husimi transform satisfies
Whlpl(x,€) >0 forae. x,& € R?.

The next result establishes a lower bound for the pseudo-distance E, in terms of
the quadratic Monge—Kantorovich distance between the classical probability density
and the Husimi transform of the quantum density.

Theorem 1 Let p be a probability density on R¢ x R? s.t.

// (x> + EP) p(x, §)dxdE < oo
R xR4

For each p € 9(9), one has
En(p. p)* = max (dh, distwik 2(p, Wr[p])® — dh) .

See Theorem 2.4 (2) in [14] for a proof of this result. Notice in particular that
Er(p, p) > Oforall p and p.

3.5 Toplitz Quantization and Upper Bound for Ej,

In this section, we first define the notion of Toplitz quantization, which can be thought
of as the reciprocal of the Husimi transform, up to an error term of order O (F).

Given ¢, p € RY, we define the coherent state lg + ip, h), which is the wave
function given by the formula

lg +ip, h)(x) := (rrh)fd/“e*lx*qlz/z}ieip‘x/h.

This wave function consists of a plane wave in the direction of p, modulated with a
Gaussian amplitude centered at g. See Figs. 1 and 2 for a graphic representation of
the modulus of |q + ip, k).

The coherent state |g, p) is the quantum analogue of the perfectly localized phase
space density &, , on Ri’ ¢- Of course, this state is not perfectly localized in position
and momentum because of Heisenberg’s uncertainty principle. The Gaussian local-
ization is known to saturate the Heisenberg uncertainty principle: see Theorem 226
in [17], which is quoted as “Weyl’s inequality”.

Definition 4 For each positive Borel measure w on C?, the Toplitz operator with
symbol u is

OP](0) i= i [ I e bl ) = 0.
C(]

For instance, an elementary computation shows that OPg(l) =Ig.



208 F. Golse

0.04 _
003 -
002 |
0.01
0.00 -
-0.01
-0.02 _
-0.03 _|

-0.04 _

-0.05 _
-0.05

-0.050

Fig. 1 With = 8- 1075, Z =real part of coherent state centered at ¢ = (0, 0) with momentum
p = (1, 0) with space variable (X, Y) € R?
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Fig. 2 Oscillating structure of a Gaussian coherent state. This is the section of the graph in Fig. 1
in the plane of equation x = 0

The relation between the Toplitz quantization and the Husimi transform is
explained by the following formula:

WhIOP] (10)] = e/
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(See formula (51) in [13].) In other words, the Husimi transform of a Toplitz operator
is equal to its symbol up to a smoothing operator which is an O (%) perturbation of
the identity.

Theorem 2 Under the same assumptions as in Theorem 1, let u be a Borel proba-
bility measure on C?. Then OP;;((ZJT i) € 2(9) and

En(p, OPT (2 h)? 1))* < distyk 2(p, w)* + dh.

See Theorem 2.4 (1) in [14] for a proof of this result.

4 From the N-Body Heisenberg Equation to the Vlasov
Equation

4.1 Indistinguishable Particles and Symmetries

Henceforth, we use the following notation for N-tuples of positions or momenta:

XNZ=(X1,...,XN), ENZ=(§1,...,SN).

We also need the following representation of the symmetric group Sy in §y. For
eacho € ©y and each ¥ € §y, we define U, € Z(Hy) by the following formula:

UUlI/(XN) = lI/(O' . XN), where o - XN = (xa—l(l), . ,XU—I(N)) .

Obviously
Uy =U; (= Us):

in other words, U, is a unitary operator on §y.
With this, we define a notion of symmetric quantum N-body density operator. A
density operator p € Z(Hy) is said to be symmetric if

UsonU} = pn forallo € Gy.

The set of symmetric density operators on $y is denoted Z*(Hy). Since the N
particles under consideration are indistinguishable, their density operator is obviously
symmetric.

This symmetry property is propagated by Heisenberg’s equation, in the following
sense. If py () is a solution of Heisenberg’s equation, then

on(0) € Z°(HN) = on () € 2°(Hn), forallt e R.



210 F. Golse

4.2 Symmetric Densities and k—Particle Marginals

For each symmetric N-particle density operator py € Z°($y), its k-particle mar-
ginal is the symmetric density operator ,o,'i, € 2°($y) such that

tr, (Apy) = tro, (A ® Iy )pN)
foreach A € Z($Hy).

Example 3 Foreach p € 2($) and all N > k > 1, one has

py = pN = py = p**

4.3 From the N-Body Heisenberg Equation to the Vlasov
Equation

The main result in this paper is the following theorem (which is Theorem 2.6 in [14]).

Theorem 3 Let " = fi"(x, &) € L' ((|x|> + |€|>)dxd&) be a probability density
on R x R%, and let px”h € 2°(9n). Let [ and py 1, be the solutions of the Vlasov
and the Heisenberg equation with initial data ™" and ,05\;" ;, Tespectively. Let I" be
given by the formula

I =2+ 4max(1, Lip(V(V))?.

(1) Then, for eacht > 0 one has

1 8IIVV]2., el —1
En(F(0, ph () = En((FMY, gty e 4 2 I €L

N -1 r
(2) If moreover p;fN = OPE[(Znh)dN(fi”)‘g’N], then
_ - VVIie -1
it 2(f (1), Walop v (O] < dh(1 + ") + ”N _”IL al -

An example of initial bosonic state satisfying the assumption of Theorem 3 (2) is
oy = OPT[(2nh)dN8(q )] forsomegq, p € R?.

In other words, pg” w 18 the density operator associated to the factorized N-body wave
function

Wity e xn) = [ [ lg +ip, By G -
k=1
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Actually, one can replace the Gaussian profile in the definition of the wave packet
lg + ip, h) with any other real-valued function a € . (R?). This would lead to an
initial state defined in terms of the factorized N-body wave function

N
. Xy — .
Wi (x1, . Xy) = Ha (kTFLq) oiri/h

k=1

With this modification, the inequality in Theorem 3 (2) remains unchanged, except for
the first term on the right hand side, which should be replaced with A(d + H[ale'"),
where H[a] is a positive constant depending on the function a only. The interested
reader is referred to the forthcoming publication [15] for a detailed discussion on
this matter.

We shall not insist further on this issue, since we are concerned with the joint
mean-field and semiclassical limit of the quantum dynamics of N-particle systems.
Indeed, the influence of the quantum statistics (i.e. the difference between bosons
and fermions) disappears in the semiclassical limit.

5 Proof of Theorem 3

The core of the proof is based on an Eulerian analogue of Dobrushin’s argument in
[11], which was based on following particle trajectories. In addition, Dobrushin used
the following essential feature of the N-particle dynamics in classical mechanics:
the phase-space empirical measure built on a solution of Newton’s system of motion
equations is an exact (weak) solution of the Vlasov equation. No analogue of this
property is known in quantum mechanics to this date. Our analysis uses instead the
N-particle Heisenberg equation, which is the quantum analogue of the Liouville
equation in classical mechanics.

5.1 Dynamics of Couplings

Our first task is to write an equation defining a dynamics on the set of couplings of
the N-fold tensor product of the Vlasov solution and of the N-particle Heisenberg
solution. This idea follows [13] — see also [9, 27] which used a similar idea in
a rather different context (specifically, for nonlinear diffusion equations viewed as
gradient flows in the sense of Otto). However, the procedure used in [13] and in [14]
— described below — for propagating couplings of solutions of the Heisenberg and
of the Vlasov—Poisson equations differs significantly from the method used in [9,
27]. We shall not insist further on this point, which is rather subtle; suffice it to say
that the argument in [9, 27] uses tools from optimal transport — specifically, the
Benamou-Brenier variational formula for the quadratic Monge—Kantorovich dis-
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tance (formula (7.34) in [33]), specialized to gradient fields. There does not seem to
be any obvious analogue of this method in the case considered below and in [14],
which uses a completely different procedure.

Let Q% , € C((f"™)®N, pjy ;,); solve the classical+quantum transport equation

N
3 ONn(t, XN, BN) + 1 D Hp(t, x,&)), Qun(t, Xy, En)

Jj=1 N

+ %[%v, Onn(t, Xy, B =0, @

QN,FL|t=0 = Ql]\’]l’h ’
where we recall that

N
1
My =D —IPA, + v > V=,
=1

1<j<k<N

Hywx )= el + [ ve— sz odue.
R4 xR
The notation {-, -}y designates the N-body Poisson bracket, defined by

{xj,ma xk,n}N = {Ej,m’ Sk,n}N =0 s {gj,ma xk,n}N = 8jk8mn s

with j,k=1,...,N and m,n =1, ...,d. In other words, the Eq.(2) describes
the joint dynamics of N quantum, indistinguishable particles and of N associated
classical, independent particles.

This mixed system of particles satisfies the following symmetry property.

Definition 5 Let py € 2°(Hn). A coupling Qn of f&V and py is said to be a
symmetric coupling if

UGQN(O‘ -XN,G . EN)U: = QN(XNv EN) forall o € GN,

forae. Xy, By € (RHV,

In other words, the classical particles are exchanged by the same permutation as
their quantum associates.
Not surprisingly, this symmetry property is propagated by (2).

Lemma 1 Let Qy 5 be the solution of (2).
(1) For each t > 0, one has
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On.n(t) € C(FON, pn (1))

(2) If Q‘}\’,',h is a symmetric coupling, then, for all t > 0, the coupling Qy () is
symmetric.

This is Lemma 5.1 in [14], to which we refer for a proof. The key idea in
the proof of statement (1) is the following: elementary computations show that the
trg, (Q(t, Xy, En)) is a classical N-body probability density which satisfies the
same equation as

Hf(hxj,fj)-

j=1

Likewise
/ O, Xy, En)dXndEN € D(Hn)
(RdXRd)N

and satisfies the N-body Heisenberg equation. By uniqueness of the solution of the
Vlasov and of the Heisenberg equation, this implies statement (1). Statement (2)
follows from observing that Oy and

(t, Xn, En) = UsOn(t,0 - Xy, 0 - EN)U;

are both solutions of the Cauchy problem (2) with the same initia data.

5.2 The Functional D(t)

For each symmetric coupling that is a solution of (2), define

N
1
D)= — / > g, (cn(xj. &, V). Vo) Qun(t, Xy, Bn))dXyd Ey .
N (RdXRt[)N k:]

Lemma 2 For eacht > 0, one has
D(1) = Ex(f (1), py (1))* .

Proof First Q) (1) € €(f (1), py (1)), and by symmetry of Qy 5

D(r) =// tre, (ca(x1, &1, y1, V) Onan(t, X, En))dXndEy
(R? xR4)N

:// trg (cp(x1, &1, Y1, Vy,)Q}v,h(l,Xl,El))dxld&
(R(/XRL{)

> En(f(1), pyy (1))
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by definition of Ej,.

5.3 The Evolution of D
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Apply the cost operator cp(x1, &1, y1, VY1) to both sides of the equation for Qy 5,

integrate by parts in the classical variables and use the identity

tr([A, SIT) = —w([A, T]S),

which is in some sense analogous to “integration by parts in the quantum variables”.

We thus arrive at the differential equality

D://trﬁ (({%|‘5§1|27 Cﬁ}_[%Aylvch])(xl, &, )1, Vyl)Q}vﬁ(t7 X1, 51)) dx,d&

i
o / / tre, (M=LV(y1 — ya). cnxr. €1, y1. V¥ Q3 (2, Xo. 52)) dXad 5

+//trf3 (Vs endxr, &1 31, VD Q) (8, x1, £1)) dxidE, .

At this point, we denote the symmetric operator product as follows
AV B:=AB+ BA,
and use the inequality
A*B+ B*A < A*A+ B*B, forall A, B € Z($Hn).

(Indeed A*A + B*B — A*B — B*A = (A* — B*)(A—B) > 0.)
Then, one has

BIEP en} =13 Ay enl = (E +ihVy,) V(1 = y1) <en.
Since Q.5 > 0, this inequality and the equality above for D imply that

D<D-— NT’I/trm(Qi,’h(Sl +ihV,,) V # (Xs, Y2))dX,d B,

N

_/trﬁN(QN,h(fl + lhvvl) \% ﬁ Z Ay(t’ X1, -x]))dXNdEN )
j=2

using again the symmetry of Qy 5 in the last term, and denoting

3)
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V(t, x1,x)=VVx ft,x) = TLVV(x; —x)),
W (X2, Y2) :=VV(x1 —x2) = VV(yi — y2).

Indeed
s, (Q.n(A*B + B*A)) < trs, (Qn.n(A*A + B*B))
since
trg, (On.h(A*A+ B*B)) —trg, (Qn.n(A*B + B*A))
= trsaN(Q}v/,zh(A* — B")(A — B)Q}V/?h) >0.
Therefore

2
FENAXNdEy .

D5@+MAD+/
(Rd X RtI)N

N
1
I E Yt x1, xx)
k=2

Expand the square in the last term on the right hand side, and observe that
j#ki/yﬁJLw%VQMJQmMWMENZQ

Therefore, the last term on the right hand side of the last inequality is equal to

N
/ o DY @, x) P fENdX yd Ey
j=2

- / L x1, 1) P f PR Xad B> = O(1N) .

One concludes with the Gronwall inequality.

6 Final Remarks and Perspectives

The core of the convergence rate estimate in the proof of Theorem 3 involves a
stability inequality and a consistency estimate, as in Lax’s equivalence theorem [21]
in numerical analysis.

The stability part of the analysis (leading to the exponential amplification by
Gronwall’s inequality) can be seen at the level of the first equation in the BBGKY hier-
archy. Because the cost function in D is a sum of quantities depending on x;, y;, &;,
there is a “localization in degree” effect in the BBGKY hierarchy. In particular, there
is no bound a la Cauchy—Kowalevsky when estimating D.

The consistency part of the analysis requires distributing the interaction term ¥’
on all the particles. Since the ¥ term depends on the Xy variables only, and the X y
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marginal of Qy 5 is the N-fold tensor power of the Vlasov solution, one concludes
by (a trivial quantitative variant of the) law of large numbers.

The quantity Ej, introduced in [14] and Definition 2 can also be used to prove
quantitative estimate of the convergence rate for the semiclassical limit of the Hartree
equation, leading to the Vlasov equation. Likewise, one can also prove the semi-
classical limit of the N-body Heisenberg equation leading to the N-body Liouville
equation, and obtain a uniform in N estimate for the convergence rate in terms of the
E}, pseudo-distance. These results are stated as Theorems 2.5 and 2.7 respectively in
[14]. Both proofs assume that V'V is Lipschitz continuous on R, as in the derivation
of the Vlasov equation from the N-body Heisenberg equation discussed here. While
the semiclassical limit has been known for a long time, it is perhaps not without
interest to compare the existing results in the literature with Theorems 2.5 and 2.7
in [14].

The traditional method for describing the semiclassical limit is the WKB ansatz
(see Chap. VII in [19], especially Sect.46). Controling the propagation of the WKB
ansatz puts severe regularity requirements on the potential (which should be C*°),
and on the initial phase function (assumed to be C™ with m > 6d + 5): see [5].
The formulation of the semiclassical limit in [24] requires much less on the potential
(which should be of class C'!, as in [14] and the present work), and essentially noth-
ing on the family of initial density operators indexed by h. The quantitative result
in [14] only requires that the phase space moments of order 2 of the initial fam-
ily of density operators should be bounded as i — 0. However, obtaining a precise
description of the structure of the propagated Wigner measure in the semiclassi-
cal limit seems to require additional regularity properties on the initial condition.
The propagation of the Wigner measure associated to a WKB ansatz in the semi-
classical limit has been studied in detail in [4] with the tools of geometric measure
theory. One of the conclusions to be drawn from the discussion in [4] is that the
basic structure of the propagated WKB ansatz, especially as regards the notion of
“caustic”’, may differ dramatically if the regularity of the initial phase function falls
below some regularity threshold. However, this does not affect the validity of the
semiclassical limit and the convergence rate for this limit in terms of the pseudo-
distance E. In other words, one can argue that the pseudo-distance E}, considered
in [14] and in the present paper is probably the most appropriate tool for propagat-
ing convergence rate estimates in the semiclassical limit under minimal regularity
assumptions.

We conclude this paper with a (very incomplete) list of open problems related to
the ones considered in [14].

Problem 1. Can one generalize Theorem 3 to the case of the Coulomb potential V =
1/7? This would lead to a rigorous justification of the Vlasov—Poisson system from
the quantum mechanics of a large number of identical particles. Deriving the Vlasov—
Poisson system from the classical N-point dynamics with Coulomb interaction is still
an outstanding open problem. There has been some recent progress on this problem.
The best result with point particles at the time of this writing is due tu Hauray and
Jabin [18]; it can handle singular interaction forces of order O (r~*) with @ < 1 in
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terms of the inter-particle distance r. The Hauray—Jabin method falls short of treating
the Coulomb interaction even in the most favorable space dimension 2.

Problem 2. Another class of results assumes that the interacting particles have a
positive radius, vanishing as the number of particles N — oo. This suggests con-
sidering a mollified potential V', with a regularizing effect that is gradually removed
as N — oo: see [22, 23] for the best results in that direction, leading ultimately to
the Vlasov—Poisson system. Is it possible to obtain a similar result starting from the
quantum N-body problem, and viewing A as a regularization parameter analogous
to the particle radius in the classical case, with some asymptotic ordering of / and
1/N?

Problem 3. It could be interesting to explore more thoroughly the properties of Ep,
and of the pseudo-distance M K2h used in [13]. Let us briefly recall the definition of
MK?. Let $ := L*(RY) and let p;, p, € 2($). A coupling of p; and p; is a density
operator R € 2(H ® 9) such that

trg, (R(AQI)) = try(piA), tre, (R ® A)) = trg(pA).

Denoting by IT1(p;, p>) the set of couplings of p;, p», one defines

MK} p) = inf s, (0 —xaf = |V, = VaPR). @

We do not know whether M K} satisfies the triangle inequality — at least none of the
two proofs of the triangle inequality for the Monge—Kantorovich distances proposed
in Chap. 7, Sect. 1 of [32], seems to have any obvious analogue for M K.

Similarly, one can study the following question: let p be a probability density on
R? x R? such that

// (%12 + 2 p(x, £)dxdE < oo,
RY xR4

and let o1, o € Z2(5). Does one have

En(p, p2) < En(p, p1) + MK2 (p1, p2)?

If such an inequality was known, one could immediately deduce Theorem 3 from
Theorem 2.4 in [13] and from the convergence rate for the semiclassical limit obtained
in Theorem 2.5 in [14].

Acknowledgements The author is indebted to Luigi Ambrosio and Thierry Paul for various sug-
gestions and remarks during the preparation of this paper.



218 F. Golse

References

1. Arnold, V.I.: Characteristic class entering in quantization condition. Func. Anal. Appl. 1, 1-14
(1967)

2. Arnold, V.I.: Mathematical Methods of Classical Mechanics. Springer, New York (1989)

3. Bardos, C., Golse, F., Mauser, N.: Weak coupling limit of the N-particle Schrodinger equation.
Methods Appl. Anal. 7, 275-293 (2000)

4. Bardos, C., Golse, F., Markowich, P., Paul, T.: Hamiltonian evolution of monokinetic measures
with rough momentum profile. Arch. Rational Mech. Anal. 217, 71-111 (2015)

5. Bardos, C., Golse, F., Markowich, P., Paul, T.: On the classical limit of the Schrodinger equation.
Discrete Contin. Dyn. Syst. 35, 5689-5709 (2015)

6. Benedikter, N., Porta, M., Schlein, B.: Mean field evolution of fermionic systems. Commun.
Math. Phys. 331, 1087-1131 (2014)

7. Benedikter, N., Porta, M., Saffirio, C., Schlein, B.: Form the Hartree dynamics to the Vlasov
equation. Arch. Rational Mech. Anal. 221, 273-334 (2016)

8. Braun, W., Hepp, K.: The Vlasov dynamics and its fluctuations in the 1/N limit of interacting
classical particles. Commun. Math. Phys. 56, 101-113 (1977)

9. Daneri, S., Savaré, G.: Eulerian calculus for the displacement convexity in the Wasserstein
distance. STAM J. Math. Anal. 40, 1104—-1122 (2008)

10. Dirac, P.A.M.: The Principles of Quantum Mechanics. Oxford University Press (1958)

11. Dobrushin, R.: Vlasov equations. Funct. Anal. Appl. 13, 115-123 (1979)

12. Erdos, L., Yau, H.-T.: Derivation of the nonlinear Schrddinger equation from a many body
Coulomb system. Adv. Theor. Math. Phys. 5, 1169-1205 (2001)

13. Golse, F., Mouhot, C., Paul, T.: On the mean-field and classical limits of quantum mechanics.
Commun. Math. Phys. 343, 165-205 (2016)

14. Golse, F., Paul, T.: The Schrodinger equation in the mean-field and semiclassical regime. Arch.
Rational Mech. Anal. doi:10.1007/s00205-016-1031-x

15. Golse, F., Paul, T.: Wave packets in quantum mechanics and the quadratic Monge-Kantorovich
distance. In preparation

16. Graffi, S., Martinez, A., Pulvirenti, M.: Mean-field approximation of quantum systems and
classical limit. Math. Models Methods Appl. Sci. 13, 59-73 (2003)

17. Hardy, G.H., Littlewood, J.E., Pdlya, G.: Inequalities. Cambridge University Press, London
(1934)

18. Hauray, M., Jabin, P.-E.: Particle approximations of Vlasov equations with singular forces.
Ann. Sci. Ecol. Norm. Sup. 48, 891-940 (2015)

19. Landau, L.D., Lifshitz, E.M.: Quantum Mechanics. Course of Theoretical Physics, vol. 3.
Pergamon Press (1977)

20. Laptev, A., Sigal, L.: Global Fourier integral operators and semiclassical asymptotics. Rev.
Math. Phys. 12, 749-766 (2000)

21. Lax, P.D., Richtmeyer, R.: Survey of the stability of linear finite difference equations. Comm.
Pure Appl. Math. 9, 267-293 (1956)

22. Lazarovici, D.: The Vlasov-Poisson dynamics as the mean-field limit of extended charges.
Preprint arXiv:1502.07047, to appear in Commun. Math. Phys

23. Lazarovici, D., Pickl, P.: A mean-field limit for the Vlasov-Poisson system (preprint).
arXiv:1502.04608

24. Lions, P.-L., Paul, T.: Sur les mesures de Wigner. Rev. Math. Iber. 9, 553-618 (1993)

25. Maslov, V.P.: Théorie des perturbations et méthodes asymptotiques. Dunod, Paris (1972)

26. Neunzert, H., Wick, J.: Die Approximation der Losung von IntegroDifferentialgleichungen
durch endliche Punktmengen. Lecture Notes in Math., vol. 395, pp. 275-290. Springer, Berlin
(1974)

27. Otto, F.,, Westdickenberg, M.: Eulerian calculus for the contraction in the Wasserstein distance.
SIAM J. Math. Anal. 37, 1227-1255 (2005)

28. Pezzotti, F., Pulvirenti, M.: Mean-field limit and semiclassical expansion of a quantum particle
system. Ann. Henri Poincaré 10, 145-187 (2009)


http://dx.doi.org/10.1007/s00205-016-1031-x
http://arxiv.org/abs/1502.07047
http://arxiv.org/abs/1502.04608

From the N-Body Schrodinger Equation to the Vlasov Equation 219

29.

30.

31.
32.

33.

Pickl, P.: A simple derivation of mean field limits for quantum systems. Lett. Math. Phys. 97,
151-164 (2011)

Rodnianski, I., Schlein, B.: Quantum fluctuations and rate of convergence towards mean field
dynamics. Commun. Math. Phys. 291, 31-61 (2009)

Spohn, H.: Kinetic equations from Hamiltonian dynamics. Rev. Mod. Phys. 52, 600-640 (1980)
Villani, C.: Topics in Optimal Transportation. American Mathematical Society, Providence
(RI) (2003)

Villani, C.: Optimal Transport. Old and New. Springer, Berlin (2009)



Matrix Product Ansatz for Non-equilibrium
Quantum Steady States

D. Karevski, V. Popkov and G.M. Schiitz

Abstract We present a general construction of matrix product states for stationary
density matrices of one-dimensional quantum spin systems kept out of equilibrium
through boundary Lindblad dynamics. As an application we review the isotropic
Heisenberg quantum spin chain which is closely related to the generator of the sim-
ple symmetric exclusion process. Exact and heuristic results as well as numerical
evidence suggest a local quantum equilibrium and long-range correlations remi-
niscent of similar large-scale properties in classical stochastic interacting particle
systems that can be understood in terms of fluctuating hydrodynamics.

Keywords Dissipative quantum spin chains + Lindblad equation
Matrix product ansatz + Nonequilibrium stationary states + Exact solution

1 The Quantum Master Equation

This article is concerned with stationary states of non-equilibrium quantum spin
systems, addressing a mathematically minded readership. We spent some effort on
recalling — in mathematical terms — relevant basic quantum mechanical notions as
well as providing motivations from physics as to why quantum spin systems are of
great current interest. Among them is, we feel, a striking analogy with some properties

D. Karevski

Institut Jean Lamour, Département P2M, Groupe de Physique Statistique,
Université de Lorraine, CNRS UMR 7198, B.P. 70239, 54506
Vandoeuvre Les Nancy Cedex, France

e-mail: dragi.karevski @univ-lorraine.fr

V. Popkov

Helmbholtz-Institut Fiir Strahlen-und Kernphysik, Universitit Bonn,
Nussallee 14-16, 53119 Bonn, Germany

e-mail: popkov@uni-bonn.de

G.M. Schiitz (X))
Institute of Complex Systems II, Forschungszentrum Jiilich, 52425 Jiilich, Germany
e-mail: g.schuetz@fz-juelich.de

© Springer International Publishing AG 2017 221
P. Gongalves and A.J. Soares (eds.), From Particle Systems to Partial

Differential Equations, Springer Proceedings in Mathematics & Statistics 209,

DOI 10.1007/978-3-319-66839-0_11



222 D. Karevski et al.

of classical stochastic interacting particle systems [4, 10, 31] that we point out in
the hope of stimulating further mathematically rigorous work.

Let $ be a separable complex Hilbert space. A concrete physical quantum system
is mathematically defined by a specific self-adjoint (not necessarily bounded) linear
operator H on $), called quantum Hamiltonian (in the following simply Hamil-
tonian). Vectors in ) are denoted by the ket-symbol |-) and vectors in the dual
space $* are denoted by the bra-symbol (-|. The scalar product of two vectors
|[W)=2, cln)yeHand | @)= b,In) e $H with coordinates b,, ¢, € C in
some orthonormal basis |n), (n| of $ and its dual resp. is denoted (@ | ¥ ) and
defined to be linear in the second argument, i.e., (@ |¥ ) := > byc, where the bar
denotes complex conjugation. We denote the unit operator on ) by 1. The Kronecker
symbol §, ; is defined by 8, , = 1 if a = b and §, , = O else for a and b from any
set.

The eigenvalues E, of the Hamiltonian H are the physical energies measured in
an experiment when the physical system is in an eigenstate n of H, defined by the
corresponding eigenvector | ¥, ). One normalizes these eigenvectors, which span the
Hilbert space 9, to satisfy the orthogonality relation ( ¥, | ¥,, ) = §,.- A spectral ray
| @) € $ normalized such that ||¥||? := (¥ |¥) =1 (i.e. a vector defined up to
an arbitrary phase) is called a state vector. It represents the full information that
one can have about a quantum system under the idealizing assumption that it is
isolated (and has always been isolated) from its physical environment.' The modulus
|, |? of the components of | ¥ ) are the probabilities to find the physical system in
eigenstate n.

In general, physically observable properties of a quantum system (e.g. particle
positions, momenta and so on) are represented by self-adjoint linear operators O; on
9 which we call observables. The “fuzzy” and non-deterministic nature of quantum
mechanics is reflected by the fact that the O; are not all diagonal in some fixed basis
of $ and that only the mean outcome of a large number (mathematically speaking,
an infinite number) of measurements of such an observable is predictable. By the
mean (or expected) value of an observable O in a general state vector | ¥ ) we mean
the scalar product (O ) = (¥ |O|¥ ) = zmﬂ CnCn{ ¥ |0 W, ).

A self-adjoint positive definite linear operator on $) with unit trace is called a
density matrix or state (not eigenstate!) of a physical system. Therefore a density
matrix p with eigenvalues p, € R has the properties

pi=p, pn>0, Tr(p)=1 (1)

where the dagger-symbol | denotes hermitian conjugation. For a given Hilbert space
we denote the set of all density matrices by &(£)). The mean value of an observable
O; in a state p is given by the Frobenius scalar product ( O; ) := Tr(OiT 0).

'Due to the quantum mechanical phenomenon of entanglement, a quantum subsystem that has
interacted with its environment in the past (until some time #p) cannot be considered isolated for
t > to even when there are no interactions from fy onwards.
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Unlike a state vector describing a single and isolated quantum system, a density
matrix contains the full information about a quantum system in either of the following
three scenarios:

(1) A density matrix of the specific form

p=|¥)N¥| @

may describe a single isolated system.” In this case we say that p is a pure state.
If a density matrix is not a pure state then there is no state vector | ¥ ) such that
Tr(0; p) = (¥ |0 ¥ ) for all observables O;.

(2) One describes an ensemble of identical isolated quantum systems. In particular,
if for some B € Rg the density matrix is of the form

p=—ePt 3)

where Z = Tr (exp (—B H)) we say that the physical system defined by the Hamil-
tonian H is in thermal equilibrium at temperature 7 = 1/8 and the normalization
factor Z is called the partition function. In this case the probability to find the sys-
tem in an eigenstate n of H is proportional to the Boltzmann weight exp (—BE,)
analogous to classical thermodynamics.

(3) p describes a subsystem (or an ensemble thereof) of a larger physical system
with which it interacts (or has interacted in the past).3

Pure states and equilibrium states have in common that they remain so when the
physical system is isolated from its environment or becomes isolated from some time
t > to onwards. This follows from the time-evolution equation for the density matrix
pr of an isolated quantum system with quantum Hamiltonian H

%PZ = —i[H, p] “)
where the commutator is defined by [A, B] := AB — B A. Therefore an equilibrium
state is stationary. A pure state pp = | ¥ (0) ) (¥ (0) | is only stationary if | ¥ (0) ) is
an eigenstate of H, but generally remains a pure state since the evolution equation (4)
is solved by the unitary transformation p, = exp (—i Ht)p exp (i Ht) which gives
pr =¥ (@) (W) | with [W(1)) = exp (=i H)|[¥(0)).

We are interested in open systems that are in contact with an environment. In the
Markovian approach to open quantum systems [2, 7] the time evolution

2Following quantum mechanical convention we use the short hand |-)(-|=|-) ® (| for the
Kronecker product ® of a state vector | - ) € $ and some dual state vector (- | € $*. We stress that
by the rules of tensor calculusonehas (¥ | Q@ | @) = |V ) Q (P | = |¥ (P |but (¥ |Q | D) #
(¥ | @) since (¥ | @) represents the scalar product.

3For this scenario, which we have in mind for applications, one often calls p the reduced density
matrix, but we shall refrain doing so here.
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pr = Aipo )

is given by a one-parameter semigroup A, of linear endomorphisms on the space
G (9) of all density matrices [19]. Under some continuity conditions and for bounded
H the Lindblad theorem [12, 21] asserts that the infinitesimal generator £ of the
semigroup A, that preserves self-adjointness, positivity and unit trace is of the form

Z(p) = —ilH, pl + Z(p). (6)

The commutator describes the unitary part of the time evolution (as in an isolated
quantum system) and the dissipative part Z(p) € End(S($))), which encodes the
physical properties of the coupling to the environment, is of the form

| .
P(p) =D 7i(p), Z;(p)=D;pD} = 3ip. D;Dj} (7)
J

withbounded operators D; € €nd($)) and the anticommutator {A, B} := AB + BA.
The evolution equation (6) with dissipators (7) is called quantum master equation.
The operators D; that specify an individual dissipator are called Lindblad operators.
In an open system a state that is initially pure or in equilibrium does not in general
remain so as would be the case in the absence of dissipators in (6). This raises the
question of stationary states in open systems.

In order to address existence we introduce the adjoint generator .#7 which is
defined as follows [19]. Consider the Banach space L!($)) over R of self-adjoint
trace class linear operators o € §) with norm given by ||o||; = sup >, [(x,, o y,)]
where the supremum is taken over all orthonormal and complete bases {x,} and {y,}
of $. Then all linear, real and continuous functionals F on L'($)) are of the form
(F,0) = Tr(F'o) where F is a bounded self-adjoint linear operator on §. The set
of all such bounded observables F defines the space L (§)) dual to L' (). Its norm
is given by [[F|lec = SUp, =1 [{F, 0)| = supygq [|F¥||/||¥]|. Then the adjoint
generator is given by

. 1
LNF) = —i[H, F]+Z(DJTFDj —E{F, Dij}) (8)

J

and one sees that #7(1) = 0. If § is finite-dimensional then this guarantees the
existence of a density matrix o such that

Z(p)=0. )

We call a density matrix satisfying (9) a stationary state, and, in particular, when
p #ePH/Z for any B € Ry, we call p a non-equilibrium steady state (NESS)
of the open quantum system with Hamiltonian H. For ergodicity and approach to
stationarity, which are not our concern, we refer to [11]. For Lindblad operators of
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the form D; = I' L; with a common coupling constant I” the strong coupling limit
I' — oo is called the Zeno limit.

Finally we remark that shifting the Lindblad operators by (in general complex)
constants ¢; generates an additional unitary term in the quantum master equation.
More precisely, defining for some ¢; € C the self-adjoint operators

i . ~
J
one has

Z(p) = Z(p) (11)

where . is defined by the modified Hamiltonian A and shifted Lindblad operators

D;:=D;—c;. (12)

Notice that G i=Gj.

This paper deals with the construction of non-equilibrium stationary states p
defined by (9) for a specific family of physical systems of great interest, viz. quan-
tum spin chains coupled to environment at their boundaries, defined in Sect.2. In
Sect.3 we generalize in mathematically rigorous form the matrix product ansatz
(MPA) of Prosen [27, 29] with local divergence condition introduced by us in [16].
As an application (Sect.4) we summarize recent progress that we made for the sta-
tionary non-equilibrium magnetization profiles in the isotropic spin-1/2 Heisenberg
quantum spin chain [16, 17, 25] and discuss it in the light of very recent results [8] on
correlation functions for this quantum system. The upshot is that there are substan-
tial and perhaps somewhat unexpected similarities between quantum and classical
stationary states of boundary-driven non-equilibrium systems.

2  Quantum Spin Chains

2.1 Why Quantum Spin Chains?

The prototypical model for the quantum mechanical description of magnetism in
linear chains of atoms is the so-called Heisenberg quantum spin chain, proposed first
in 1928 [13] as an improvement over the classical Ising model which was introduced
a few years earlier by Lenz and solved by his student Ernst Ising in 1925 [15]. The
simplest version of the Heisenberg model, the spin-1/2 chain defined below, is exactly
solvable in the sense of quantum integrability [3]. Hence the equilibrium properties
of the system, which were derived in the past decades in a vast body of literature,
are rather well understood from a theoretical perspective and to some extent also
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experimentally for various spin-chain materials which exhibit quasi one-dimensional
interactions between neighbouring atoms.

In recent years, novel experimental Laser techniques involving single cold atoms
in optical traps have made the investigation of spin chains far from thermal equilib-
rium feasible. The unique possibilities that the study of individual interacting atoms
offers has triggered an immense experimental research activity. On the theoretical
side, however, not much is known about non-equilibrium steady states of spin chains
which are of particular interest in the case of boundary driving, since in this way
one obtains information about anomalous transport properties. By boundary driving
we mean a scenario where the two ends of a chain are forced into different states by
some boundary interaction with the physical environment of the chain, thus inducing
stationary currents of locally conserved quantities along the chain. The bulk of the
system is considered to be effectively isolated from its physical environment, i.e.,
described by some quantum Hamiltonian H. The boundary interaction is described
by Lindblad dissipators.

Exact results are scarce for chains with more than just a few atoms and there are,
to our knowledge, no exact concrete results for specific quantum chains of arbitrary
length kept far from thermal equilibrium by some kind of Lindblad boundary-drive.
This state of affairs is in stark contrast to classical stochastic interacting particle
systems whose Markov generators can be expressed in terms of (non-Hermitian)
quantum spin chains [30] and for which many exact and rigorous results exist [6, 9,
18, 20, 30] and which are also amenable to generally applicable analytical approaches
such as macroscopic fluctuation theory [5] and non-linear fluctuating hydrodynamics
[32].

Nevertheless, a breakthrough in the study of quantum systems far from thermal
equilibrium came a few years ago through the work of Prosen [26, 27] who devised
a matrix product ansatz (MPA) somewhat reminiscent of the matrix product ansatz
for classical stochastic interacting particle systems [6]. This MPA was subsequently
developed by us, using a local divergence technique that reveals a link to quantum
integrability and symmetries of the quantum system [16]. The MPA allowed for
the derivation of recursion relations for mean values of physical observables from
which stationary currents, magnetization profiles and correlations could be com-
puted numerically exactly for large finite chains and analytically from a continuum
approximation to these recursion relations [8, 17, 27]. As pointed out below, these
results point to an interesting analogy with a well-known result in classical stochastic
interacting particle systems [4, 10, 31].

2.2 Definitions and Notation

The set of integers {0, ...,n — 1} is denoted S,. We denote the canonical basis
vectors of the n-dimensional complex vector space C" by the symbol |a) witha € S,,.
Complex conjugation of some z € C is denoted by z. The canonical basis vectors of
the dual space are denoted by («|. With the scalar product (w|v) := >", wyv, and
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norm ||v|| = />, [va|? the vector space C" becomes a finite-dimensional Hilbert
space which we shall call the local physical space and denote by p.

From the canonical basis vectors of C" we construct the canonical basis of the
space ¢nd(C") of endomorphisms C" — C" by the Kronecker products E*¥ :=
la)(B] = |o) ® (B]. Generally we shall somewhat loosely identify endomorphisms
on some vector space with their matrix representation and sometimes call them
operators. The n-dimensional matrices E @ have matrix elements (£ )jk = 0a, 08k
and they satisfy

EPE" =85, E* (13)
Tr(E*?) = 84.5. (14)

The n-dimensional unit matrix is denoted by 1. If a complex number appears as one
term in any equation for matrices, then this complex number is understood to be a
multiple of the unit matrix.

We construct a canonical basis of C"" by the tensor product |[a) = |¢]) Q- - ®
lay) with the N-tuple a = (@, ..., ay) € SY. A general vector in C"" with com-
ponents v, is then denoted by | v ). We also define basis vectors ( a | of the dual space
C2"* (isomorphic to C2") and the scalar product (w|v) = > acsy Wava and norm
[Vl = v/2_, [val*. With these definitions C"" becomes a finite-dimensional Hilbert
space which we shall call the physical space and denote by 3. Here and below

zzzz (15)

a1 €S ay€ES

is the N-fold sum over all indices in S.
From arbitrary matrices Q € €nd(C") we construct the local tensor operators

0 = 196D @ 0 @ 1°Vh ¢ end(P). (16)

By convention Q®° := 1 and Q®' := Q for any matrix Q. We denote the unit matrix
acting on B by 1, i.e., 1 = 1®V. The set of products

N
(E~y =] £ (17)
j=1

for a,a’ € SV forms a complete basis of End(P). Transposition of a matrix A is
denoted by A”. The adjoint of an operator is denoted A" which in matrix form means
A" = AT Self-adjoint operators are called Hermitian. It is convenient to represent
ket-vectors | v) as column vectors with components v,. Then (v | is represented by a
row vector with components v,. Elements of a generic vector space U (not Hilbert)
over C are denoted by the double-ket symbol | - }) and elements of its dual U* by the
double-bra symbol ({ - |. A linear form ¢y : U — C is denoted by (( W | -)).



228 D. Karevski et al.

With these conventions we are now in a position to define the objects of our
investigation.

Definition 1 Let 4 € €nd(C™) and bL, bR € End(C") be self-adjoint and b =
bt @ 1®WV=D pR = 18N-D @ pR hy 111 = 19°¢D @ h @ 1®V=*=D_ Then a
homogeneous quantum spin chain with N > 2 sites with nearest-neighbour inter-
action & and boundary fields b* ¥ is defined by the Hamiltonian

N-1
H=b{ +by+ D hirr- (18)
k=1

A quantum spin system with one site is defined by a self-adjoint operator b €
Enda(C").

Definition 2 For D* € &nd(C") and a density matrix p € &(J3) the operator
+ 1 ’
Zi(p) == DI pDI*" — 3 (pD,f”D,fk + D,f”D,i“p) , 1<k<N, N=>1
(19)

is called dissipator at site k with local Lindblad operator D**, indexed by a symbol
Xxx- For N = 1 the lower index k = 1 is dropped.

Definition 3 Let H be a quantum spin Hamiltonian with N sites according to Def-
inition 1, 2, and Zy be dissipators with local Lindblad operators D% and D¥ resp.
according to Definition2 and let p € G(13) be the solution of the equation

—ilH, pl+ Z1(p) + Dn(p) = 0. (20)

Then p is called a non-equilibrium stationary state of the boundary-driven quantum
spin system defined by H.

We remark that the construction of matrix product states given below is straight-
forwardly generalized to more than one boundary dissipator at each edge of the
chain.

3 Construction of Stationary Matrix Product States

3.1 Matrix Product Ansatz

In order to construct a solution of the stationary Lindblad equation of the form (20)
we first make the following observations:

(a) For any density matrix p € G(*J3) one can find a matrix M € End () such that
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p=MM')Z 1)

with the partition function
Z:=Tr(MM"). (22)

Thus, given M one knows p.*

(b) One can expand M in the basis (17) of €no(*P) as

M= My ES" " E 23)

a,a

The idea of the matrix product ansatz (MPA) is to write the matrix elements M, 5
as the linear form [27, 29]

My = (W[ . Q0| V) (24)

where | V' )) is a vector in some (generally infinite-dimensional) auxiliary space 2,
the n> matrices £2%* are suitably chosen endomorphisms of 2 and ({ W | is a suitably
chosen vector from the dual space ™.

In order to use this MPA in applications we need to add some more structure.
We define 2% € &nd(2A) by complex conjugation of the matrix representation of
%% Next we construct

Q= Z EY @ Q% Q* = ZEW’ ® 29 € End(C" @A) (25)

Q&N .= Z EY Q... @ EWN @ QU ... Q2% € End(PRA)  (26)
a,a’

and analogously (£2%)®"" = (£2®/V)". The subscript p at the tensor symbol indi-
cates that the tensor product is only taken over the local physical space p, i.e., the term
QRO Q9% e End(A) in (26) is the usual matrix product. The star  denotes
the adjoint operation on the physical space 3 only, not on the auxiliary space.
This means that the matrix (.Q‘X"’N )* is obtained from the matrix 2%V by trans-

.. . . . N ’ /
position and complex conjugation of its components .QS o= RN QNN
Que | Qovey = (Q‘X"’N); o as in the second definition in (25) without reversing
the order of the matrix products and without transposing the matrices Q4%

This construction immediately leads to the following lemma:

Lemma 1 Let2l be avector space, R e End@) fora,a' €S, | V), |V)) e
and ((W |, ({ W | € A* where the bar denotes complex conjugation of each vector
component. Then M, M" € End(P) defined by (23) and (24) can be written

4M is not uniquely defined. For a given M and arbitrary unitary U the product MU gives the same
p. This non-uniqueness seems to be exactly the point that makes M easier to treat than p.
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M=(W|QeN VY, M =(W|(@)®"

V) (27)
where the linear form (( W | - | V)) on U is taken on each component 2% . .. 2V
of the endomorphism %" on P @ A.

Lemma | follows immediately from the expansion 2 = >, ,, E** ® £2°* and
the multilinearity of the Kronecker product. It expresses the fact that 2®V can be
thought of as a matrix of dimension n" (the dimension of the physical space )
whose matrix elements (a, a’) are the products 2% . .. 2%V~ of (generally infinite-
dimensional) matrices acting on the auxiliary space 2. The linear form (( W |- | V'))
maps each of these matrix products onto C so that M is indeed a usual matrix of
dimension n™.

The next technical idea is to double the auxiliary space. To this end we denote the
unit operator on 2 by / and define .Qf“"/ =0 ® I and 523“"/ =1 ® 2 which
are endomorphisms of 2. The multilinearity of the tensor product allows us to write
Q?“/Qfﬂ, = ® 2P forany o, o, B, B’ € S. We also define in analogy to (25)
the following endomorphisms of 8 ® >

Q= Z E¥ @R I, $2,:= Z E“ @1® % (28)
Q=D E"@R""®I, 2= E“eIe2"" (29)
o, o,

Lemma 2 Let A be a vector space and | V')), |V)) € A and 2 € End(Q) for
a, 0 €S, and ((W |, (W | € A*. For some O € End(A?) define

O = > E @06 e tn(C @A) (30)
O®N . ZE“W{ ® - @ EW%W @ @ | QW ¢ End(P R A?). 31)
a,a’
Then for
O = 2,2} (32)

a density matrix p € G(B) has the matrix product representation
p=(W. WOV, V)). (33)
where the tensor products

[V,V):=|V)®IV) edA®A, (W,W|:=(W|Q(W]eUA @A
(34)
define a bilinear form ¢y, 7 : A @ A — C.
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Proof We first note that for the scalar product on the physical space 3 we have
(a|@®N|a) = @ . @, (35)

Furthermore, by the construction (32) for a single site and definition (28), one finds

0 = @21 BIRs1) = > 2 @) =D 23" 36
B B B

and therefore with b := (Bi, ..., By) € SV
@Olloli . @OlNOt;V — Z Qfllﬁl Q;iﬁl . Q?NﬂN Q;;Vﬁ[\'

b
= z Qb Qb @ Qub | QP (37)
b

This shows that @ .. @ ¢ End(A2) is decomposable into a finite sum of
endomorphisms of 2 @ 2. Then the factorization property of the scalar product
involving the tensor vectors (34) and the tensor operators (37) and Lemma 1 give

(W, WO NIV, V )y = (W, W[OU . 0NNV, V)

W QWP QNN VYV (W Q2% QBN |V Y)

(«
MabMa’b (38)

a
+

The 1Lh.s. of the first equation is the matrix element p. Observing that My, = Mga,
and completeness of the basis (17) shows that the r.h.s. of the last equation is equal
to (M M),y . Thus (33) is proved for each matrix element of p. O

The point of this lemma is the fact that a matrix product form of M induces a
matrix product form for p which allows for a computation of physical observables
in terms of the matrices £2**". This is the content of the following proposition.

Proposition 1 Let p € G(P) be a density matrix with partition function Z (22) and
[V, V), (W, W] as defined in (34). With

Oy = Z e = Z‘Q;’lﬂ[}gﬂ € €End (Q‘Z) (39
o af

one has
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Z=(W.W|O)IV.V)) (40)
(EQES B
= (W, W|ef'euupb T -lgue  euuel v, V)/z 1)

Proof The equality following the definition in (39) follows from (36). By construc-
tion we have for the partition function (40)

z=>"T (E‘;““i ...E;”“'N) (W, W09 . @My v, V))

a,a’
N
=3 HTr(E“f“}) (W, W0 . 0w |V, V) (42)
a,a’ j=1

where in the second equality we have used the factorization property of the trace for
tensor products. The trace property (14) yields the expression (40) for the partition
function Z. The expression (41) follows in similar fashion by noting that due to (13)
one has Tr(E®Y EPF') = 8, 560 5. 0

Remark 1 Sinceanobservable Oy € €nd(P) canbeexpanded O = >, 02 EX*
with numerical coefficients of the form O,‘j“"' = O_,‘f/‘" € C, Proposition 1 allows for
computing averages of products of local observables in terms of matrix products
involving the matrices @ and ©.

We note two useful corollaries of Lemma 2 which follow directly from (36).

Corollary 1 Let p be a density matrix according to Lemma?2 and Dy = 19*~D @
D ® 1°N=0 be q Lindblad operator acting non-trivially only on site k with some
local Lindblad operator D € End(C"). Then for the local dissipator Py with Lind-
blad operator Dy, one has

1 — _
(o) = (W, W 108¢D @ A @SNy V) (43)

with Z of Proposition I and

4=3">7(e) oo 2" (44)

B ad
where D is the dissipator with the local Lindblad operator D.

Corollary 2 Let p be a density matrix according to Lemma?2 and by = 1%~ @
b ® 1°W=0 ¢ end(P) be a self-adjoint operator acting non-trivially only on site k
with some local self-adjoint operator b € End(C"). Then for the unitary part of the
time-evolution of the density matrix under by one has
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1 — —
—ilbi pl = (W, W 0%V @ @ 0% 0|V, V) (45)

with Z of Proposition I and

r=-i> > [bE] 2’2" (46)
B ad
For D =3, Dug E® b =>b" =3 by E* we note

/ _ A B A DR ,
DE*) =" (DﬁaDﬂ,a,Eﬁﬂ - EDﬂﬂ,Dﬂa,E“ﬂ - EDﬁfaDﬂ/ﬂEﬂ“) (47)
B

(b ] = > (bpuE™ — by E) (48)
B

which follows from (13) by straightforward computation and b = b,

3.2 Main Result

The previous discussion is “abstract nonsense” in so far as we have provided no
information about the matrices £2%¢ and the vectors (( W | and | V )) from which
a stationary density matrix p solving (20) could be constructed. In order to state a
sufficient property of the £2%¢" we define the local divergence condition which was
first introduced for n = 2 in [16].

Definition 4 (Local divergence condition) Let H be a quantum spin Hamiltonian
according to Definition | and with finite local physical space p and let 2 be a vec-
tor space with unit operator denoted by I. For 2%¢, 5% ¢ ¢nd() define 2 =
> EY @02 c¢nd(p @A), E:=,, E% ®E% cnd(p®A), and
h:=h®lIe ¢nd(p?> ® A). We say that H satisfies a local divergence condition
w.r.t. some non-zero §2 and & if

[ﬁ,fz@psz]:E@pQ—Q@ps (49)

where the tensor product ®,, over the physical space is defined by & ®, £2 :=
e 2pp E*C ® EPF @ (B2 QPF).

Remark 2 The local divergence condition (49) defines a quadratic algebra [22] for
2n? generators £2%¢ and £**. Quadratic algebras arise e.g. as universal enveloping
algebras of Lie algebras and also play an important role in the theory of quantum
groups. They also arise in the study of invariant measures of stochastic interacting
particle systems [1, 6]. The local divergence condition can be generalized to include
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aterm TR ®, 2 -T2 ®, 2 where T =1 @ 1® T and T € End(2) [24]. This
extension gives rise to a cubic algebra.

Next we define the Lindblad boundary matching condition which underlies in
some shape or form many concrete applications of the MPA [29], but which to our
knowledge has never been stated as such and in full generality.

Definition 5 (Lindblad boundary matching condition) Let 2 be a vector space.
For |V)) € 2 and (( W | € A* define the vectors |V, V)):=|V) ®|V)) and
(W, W|:=({(W|® (W] and for £2°¢, 2 5z F ¢ ¢nd(A) define the
endomorphisms

A =iy (2 @ 540 — 59 @ @) (50)
B

and for B € {L, R} with b5, =bB e C,DE e C

rg =iy (bfﬂgﬁﬂ’ 2 2"F — 5,27 ® Qﬁﬁ’) (51)
pp

Ag =33 (D& D, 2P © 277
BB v
13‘3 o 5B 13‘3 B Sa’
—EDﬂa,Dﬁﬁ,Q YR 2 V—EDﬂ,ﬁDﬁ,aQ YY), (52)

We say that vectors | V' )) € A and (( W | € U* satisfy the Lindblad boundary match-
ing condition wr.t. 2 and Z if forall o, @’ € S,

0= ((X| (F,;W’ A A‘W’) IV, V)= (W, W] (rg“’ A% 4 A‘m’) 7))
_ (53)
forall ((X | e A% andall |V )) € span(@%% ... @W |V, V))) for N > 2.

Remark 3 Define A := >, A**. It is easy to see that 0 = >, A} = > TI'5%.
Hence (53) implies 0 = ((X |Ao| V, V) = ((W, W |Ao| Y )). For the extended
local divergence condition with operator 7' the Lindblad boundary matching condi-
tion acquires an extra term {7, £2%“'} in both brackets in (53).

With these preparations we are in a position to state the main result in terms of
the original local divergence condition (49). The adaptation to the extended local
divergence condition is trivial.

Theorem 1 Given a quantum spin Hamiltonian

H = H, + H; (54)
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according to Definition I with bulk part H, = Z,ivz_ll hy x+1 and surface part Hy =
bl + bR, and given a vector space 2, let Q' 5 ¢ End(A) be representation
matrices of the quadratic algebra (49) defined by h, and let | V ) and | W ) be vectors
satisfying the Lindblad boundary matching condition (53) with coefficients L 5a, eC
and bfw = (a|b®|a’) for B € {L, R). Then a density matrix p in the matrix product
form (33) is a stationary solution of the quantum master equation (20) with Lindblad
operators L® given by L8 , = (a|L8|a).

This theorem breathes life into the matrix product form (33) of the stationary
density matrix by providing sufficient (but not necessary!) conditions on the matrices
22 vectors ((W|,|V)) and the auxiliary matrices & @’ The basic idea of the
proof is to split the quantum master equation into a bulk part and a boundary part.
The bulk part comes from the unitary part of the evolution under the action of H,
and leads through the local divergence condition (49) to a quadratic algebra for the
matrices £2%¢, 5 plus some boundary terms. The boundary part, which involves
(i) these boundary terms, (ii) the unitary evolution under the boundary fields, and (iii)
the Lindblad dissipators then becomes a set of equations for the vectors ( W | and
| V). Choosing a representation for the quadratic algebra and fixing these vectors to
satisfy the Lindblad boundary matching condition then guarantees stationarity.

Proof We decompose p = MMT/Z where Z = Tr(MM") < oo since dim(P) <
oo. Hence it suffices to prove

L(MM") = —i[H, MM+ Z{(MM") + Iy(MM") =0 (55)
for M and M given by Lemma 1.

We consider first the bulk part of the unitary evolution. By definition of the com-
mutator one has [H, MM "] = [H, M]M" + M[H, M"]. The quadratic algebra (49)
ensures validity of the local divergence condition according to Definition4. The tele-
scopic property of the sum in H, then implies for H;, := H, ® I € End (P ® ) the
commutation relation

[[_}b, Q@,)N] = 5®, 200V _oeW-hg & (56)
and by transposition and complex conjugation in the physical space 3
[ A (292 ] = @)V D @, 50 - Bt g, (@)D (5T)
where B
g => E“®&5"". (58)

Therefore, with

Nei=((WIE®, %W DIV)), Ngi=(WI¥" Ve, 8|V) (59
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and consequently

N} = (W|E*®, (29)%N-D|V)), Nip=(W|@H>V Ve, Z*V))

(60)
one has .
[Hy, M] = Ny — N, [Hy,M'] =N} —N;. (61)
This yields
—i[Hy, MM = iM(N] — N}) —i(N, — Np)M". (62)

Now notice that

= (W, W|2,8}®, 02N Dy V) (63)
N M = ((W, W 5,25 ®, 0NV v V) (64)
= (W, W[V Ve, 5.025V,V)) (65)
= (W W|e" Ve, 285V, V)). (66)

Hence

—i[Hp, MMT] = (W, W [A®, 02N DIV V) — (W W0V Vg, AV, V))
(67)
with A =i ([21 By — & .{22*) Expanding A using (13) yields

A= Z E* ® A% (68)

aa’

with A%Y" given by (50).
Next we consider the surface part of the unitary evolution. For the boundary fields
we obtain from Corollary 2

—i[ot, MMT] = (W, W I, ®, 02DV, V)) (69)
—i[bf, MM'] = (W, W0V V @, IRV, V)) (70)
with N
FB:—iZZ[bL,EW’]®Q;"”Q§‘ﬂ, B € {L,R). (71)
With (48) this yields
ry=> E*“ Qg (72)

with I’ g“’ defined by (51). Putting together the bulk and the surface contribution thus
yields
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—i[H, MM = (W, W | (I, + 4) ®, 0%V vV, V))
v,

+ (W, W[eNVg, (I'y—A) |V, V).  (73)

For the dissipator part of the generator .Z° (55) we have from Corollary 1

MMy = (W, WA, ® OV DV,V)) (74)
InMMY) = (W, W [0V D & ARV, V) (75)
with o
4= 2" (EW’) ®2¥2Y" Be(L R) (76)
B ad

Using (47) one finds after relabeling of indices

Ap =D E™ © A3 )

ao’

with A‘,’;"‘/ defined by (52). Thus

LMMY) = (W, W | (AL + T+ A) ®, 02NV y V)
+ (W, W02V D@ (Ag+Tr—A)|V,V))=0 (78)

by the Lindblad boundary matching condition (53). ]

4 The Heisenberg Ferromagnet

‘We have skirted the issue of existence of representations of the quadratic algebra aris-
ing from the local divergence condition and vectors satisfying the Lindblad boundary
matching condition. In order to demonstrate that the matrix product construction of
the previous section is not only non-empty but also allows for concrete non-trivial
results we review the application to the isotropic Heisenberg ferromagnet [16, 17, 25].
Important other models where the matrix product construction has been employed
include the one-dimensional Hubbard model [28] and the spin-1 Lai-Sutherland
chain [14].

4.1 Definitions and Notation

It is expedient to introduce the Levi-Civita symbol e.4, (defined o, B, y € {1,2, 3})
by g123 =1 and &48, = (—1)" &7 (o) for any permutation 7 (-). We also define
S0ap = Caop = Capo = Sap for a, B €{0,1,2,3} and up, = itap, for o, B,y €
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{1, 2, 3} and introduce the two-dimensional unit matrix and the Pauli matrices

0 (10 1. (01 2. (0 —i 3. (10
o ]1._(01),0._(10),0.—(l.o),o.— 0—1 (79)

which form a complete basis of €nd(C?). They satisfy

3
0“0’ =" typy07. (80)

y=0

For o € {1, 2, 3} the matrices o}’ are related by a unitary transformation U with the
property
UofU" =o', Vke{l,...,N}, amod3. (81)

Straightforward computation shows that this transformation is realized by the tensor
product
U=u®" (82)

with
_L 1 —i 83
u—ﬂ 1 (83)

which is unique up to a non-zero factor.

We shall alsouse the notation7i = E®° = (1 +079)/2,0% = E% = (¢* +i0?)/2,
0" =E"%= (6" —i0Y)/2, V= E'" = (1 —06%)/2 and the representation of the
local basis vectors as column vectors as

|0) := ((1)) , D= ((l)) . (84)

1 2

For later use we also introduce the notation 6* = ¢!, 0¥ = 62, 6% = o> and the
three-vectors ¢ = (¢!, 02, ) with the dot product A - B := 21-3:1 A B'. Here the
A; and B; can be real numbers or Pauli matrices. The reason for introducing this defin-
ition is the interpretation of the upper indices of the Pauli matrices as the components
of the (quantum) angular momentum vector of an atom in the coordinate directions
x,y,zof R3.IfA e R3 is a vector of (Euclidean) length A - A = 1, then the quantum
expectation (A - ¢ ) is the mean of the projection of the angular momentum vector
in the direction defined by the vector A.

The Lie algebra gl,(C) with generators X“, « € {0, 1, 2, 3} is defined by Lie
brackets
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[X°, X*] =0 (85)
3
(X XP] =2i > eap, X", a.pef{l,2,3). (86)

y=1

The two-dimensional unit matrix 1 and Pauli matrices o® (79) are representation
matrices for gl,(C) with the Lie-bracket represented by the commutator. Since
opof = of oy forl # k it follows that also 1 € ‘B together with

N
5= ot e P (87)
k=1

are representation matrices of gl,(C). We say that an endomorphism G on ‘P is
SU (2)-symmetric if its representation matrix satisfies [G, S*] = 0 for @ € {1, 2, 3}.
We also define the generators

(X'£ix?), X := %X% (88)

Xt .=

N =

In terms of these generators the defining relations (85), (86) of gl,(C) read

[X°, X*<] =0 (89)
[X*, X"]=2X%, [X% X*]==+X" (90)

An infinite-dimensional family of representations X° > I, X*7 — §™7 is given
by matrices I, S +:2 with matrix elements

Ly =8k St =181, Sg=Qp—D8is1, S5 =(p—Ddk 1)

for the non-negative integers k, ! € Ny and parameter p € C.

4.2 Boundary-Driven Lindblad—Heisenberg Chain

We consider an open chain of N > 2 quantum spins in contact with boundary reser-
voirs for which we wish to construct the stationary density matrix defined by (20). For
the unitary part of the time evolution we consider the isotropic spin-1/2 Heisenberg
Hamiltonian [3, 13] defined with the dot-product by

N-1
H=2 0y 011 (92)
k=1
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for N quantum spins at positions k along the chain.

Before defining the boundary dissipators we point out that H is manifestly rota-
tion invariant in R® which due to the quantum nature of the spin is equivalent to the
symmetry [H, S*] = 0 under the Lie-algebra SU (2) with representation matrices
(87). Thus the spin components are locally conserved with associated locally con-
served currents j;* defined by (8) with ' =o}’. For 1 < k < N the action of the
adjoint generator (8) yields

Lo =i - i ©3)
with
303
J}?ZQZZEaﬂyfofﬁp I<k<N. ©4)
B=1 y=I

In the steady state the current expectations j* := (j;*) are position-independent.

We choose two boundary Lindblad operators D™® to favour a relaxation of the
boundary spins towards target states given by density matrices pr, pg satisfying
21(pL) = Pn(pr) = 0. As target states we choose fully polarized states of one
boundary spin

1 B .1
pr=50+n.-0)®p pr=p®+ng o) ©5)

where In; | = |ng| = 1 and p is an arbitrary reduced density matrix for the remaining
N — 1 spins. The reduced single-site boundary density matrix pg) = % (1 +np-0)
is a pure state since for a projection direction given by

ng = (sin(¢p) cos(0p), sin(¢p) sin(0p), cos(Pp)). (96)

One has py’ = [¥3) ® (Y| with

_ iy ((€OS (¢5/2)e "/
|1//B) =¢ ( sin (¢B/2)ei03/2 ) (97)

and arbitrary phase ap € [0, 27r). The notion “full polarization” means that the
expectation of the spin projection np - ¢ in the space-direction defined by np is
given by (ng -0 ) = 1.

Due to the rotational symmetry (87) of H only the angle between the two boundary
polarization vectors plays arole. Therefore we may, without loss of generality, choose
¢ = ¢r = /2 and fix the coordinate frame in R3 such that the X—axis points in
the n;, direction (corresponding to 6;, = 0) and to let the XY -plane be spanned by
the family vectors ng (), i.e.,

n;, =(1,0,0), ng =(cosh,sinh,0), 0<0<m (98)
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corresponding to O = 6.

Itis easy to verify that there are two families of local Lindblad operators satisfying
DlpL] = 0,viz. DR = a(o? + io}) + b(1 — o)) and DF = a'1 + b'c| . Following
[16, 17] we choose DX with b =0 (so that Tr(DF) = 0) and coupling strength
a = +/T. Similarly, we choose for the right boundary site N the rotated projection
to arrive at

DR =TI (62 +io}), DL =+T(c}cos0—o)sind+ic)). (99

Then in absence of the unitary term in (20) the boundary spins relax with characteris-
tic times oc I"~! to approach p;, pg: Writing pz (1) = 1/2(0,0 + )c(t)crll + y(t)al2 +
Z(t)af) ® p one has x(r) =1+ (x(0) — D) exp (—4I't), y(¢t) = y(0) exp (—21I1),
z(t) = z(0) exp (—2I't), and similarly for pg(t).

Remark 4 In the untwisted case n; = ng := n corresponding to & = 0 the Lindblad

equation (20) for the stationary density matrix is trivially solved by [27]

]1 . QN
ﬂ) _ (100)

,ON(ITO)=( >

This is a pure state of the form py (I", 0) = | ¥ )(¥ | where | ¥ ) = | ¢ )®" and

1 (1
|w>=ﬁ(l). (101)

This pure state is not of the form exp (—BH)/Z for any g and therefore not an
equilibrium state.

4.3 Matrix Product Solution

From now on we exclude 6 = 0 so that the boundary coupling introduces a twist in
the XY -plane, which drives the system perpetually out of equilibrium.

Theorem 2 Let I, ST% € End () be the infinite dimensional representation (91) of
al, (C) with representation parameter

p=ilr! (102)
andlet 20 = — Q1 =52, Q0 =St Q19 =;S~. Furthermore, let

oo m+n =
(W, W|=(0|®(0], |V,V) =m§0(—cotg) (2’5)(25)|m>®|n>.
(103)
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Then for p in matrix product from (33) and U defined by (81) the density matrix
on(I,0) = UpUT (104)

is the unique solution of the quantum master equation (20) for the Heisenberg fer-
romagnet (92) with boundary dissipators (99).

Uniqueness is guaranteed by the structure of the Lindblad dissipators, see [29]. The
proof of (104) follows from verifying the local divergence condition (49) with 5% =
g =iJ, 5% = 5'° = 0 and the Lindblad boundary matching condition (53) by
(somewhat lengthy but straightforward) explicit computation [16, 17]. Proposition 1

then yields for the non-equilibrium partition function (22)
Zy(I.6) = (W, W67 |V, V) (105)

with @y = 28785 + S;7 S5 + S S; defined by (39).

We summarize the main conclusions of [16, 17, 25] drawn from Theorem?2
and the underlying quadratic algebra and Lindblad boundary matching property for
0<6<m.

(1) Dropping the arguments I, 8, the stationary magnetization currents are given by

Zn_ 0 47
e e T R K
Zyn

106
> Zn (106)

Jy =—8ip

Based on numerically exact computation up to N = 100 we conjectured that for any
fixed coupling strength I" one has [17]

Znoi(F,0) 1
fim 2 2atdn0 1, (107)
N—o0 ZN(F, 9) 4

For the currents this result implies

262
lim N2jx(I,0) = —, lim Nj5(I',0) =26. (108)
N—oo r N—oo

Some rigorous results have been obtained for the Zeno limit I” — oo [25]. Rescal-
ing the normalization factor yields a finite limit

- 1
Zy(®) =7 lim_ I2Zy(T,0) (109)

which was computed explicitly. Then for small twistangle 6 = o(1/N) the conjecture
(107) can be proved rigorously. For the currents one therefore finds

Theorem 3 Let j,‘i‘, 0) :=limr_ jy (I, 0) be the stationary currents of the Heisen-
berg chain in the Zeno limit. Then for any N one has
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J¥©) = j%(0) =0 V0 €[0,7[ (110)

and for any real ¢ > 0 and real 6y > 0

- &
; 24+e 5z —
Jlim N (NT) — 26, (111)

The first statement is a trivial consequence of the explicit expressions (106) and
the result that Z ~(0) is finite and non-zero. The second statement follows from the
explicit form of Z ~(0) given in [25].

(2) In terms of

B* = @Ol_l_@lo, BY ::i(@m_@lO), BZ:@OO_@H (112)

the multiplication property (80) yields

Sy, 0)
oy = N7 113
Y = o) (>
with . .
Se (I, 0) = (W, W |0, 'B*O) |V, V). (114)

(3) The quadratic algebra implies that the operators ®( and B* satisfy the remarkable
cubic relation
[0, [@o, B*1] +2{O, B*} —8p°B* =0 (115)

which was found earlier for a specific representation by using computer algebra [27].
This relation induces recursion relations for the unnormalized correlation functions
Zy(og'...op"). In particular, with

B =SS —87S;, B =SS, — S+ Sy —SHS;,
B* =iSi(S; + S5) —i(Sy + S)S5. (116)
one finds for the unnormalized one-point function (dropping the arguments)
Seran1 T Siner — 28y F2(SE Ny + Sian) — 81’25/‘3,1\/71 =0. (117)
By setting r = k/N and taking the continuum limit k, N — oo such that the macro-
scopic coordinate r remains fixed this recursion together with (107) yields the simple
ordinary differential equation m” (r) 4+ 6>m(r) = 0 for the large-scale magnetization

profile m*(r) := limy y 0 (0} ) - The boundary conditions are given by the micro-
scopic complete polarizations so that

m*(r) =cos (0r), m?’(r)=sin(@r), m*(r)=0, 0<r<1 (118)
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corresponding to a spin helix state [25]. This implies a strongly sub-diffusive current
0 = limy_ o Nj% = limy_.« Njy inside the twist-plane.

For maximal twist & = 7 one has by symmetry j,{} (I, m) = ji(I',r) = 0forall
N, I' [23]. Magnetization profiles and correlation functions were computed in [8,
27] using the cubic relation (115) and the resulting continuum approximation, see
also the review [29]. Remarkably, the correlations along the twist axis are of a form
reminiscent of what was obtained for the symmetric simple exclusion process with
open boundaries, using the fluctuating hydrodynamics approach [31]. This similarity
suggest that also the boundary driven quantum problem may be understood in terms
of fluctuating hydrodynamics.

Acknowledgements VP and GMS thank T. Prosen for useful discussions and DFG for financial
support.
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Ultradistribution Spaces: Superprocesses
and Nonlinear Differential Problems

R. Vilela Mendes

Abstract From branching particle systems one obtains, in the scaling limit,
measure-value processes called superprocesses. In addition to providing models for
evolving populations, superprocesses provide probabilistic representations of the
solutions of nonlinear partial differential equations (PDE’s). However, the class
of PDE’s that can be handled by measure-valued superprocesses is rather lim-
ited. This suggests an extension of the configuration space of superprocesses to
ultradistribution-valued processes which have a wider range of applications in the
solution of PDE’s. The relevance of the superprocess representation of PDE’s to deal
with nonlinear singular problems is also discussed.

Keywords Ultradistributions * Superprocesses * Nonlinear PDE’s

1 Distributions and Ultradistributions

One of the motivations to develop distribution theory arose from the need to deal with
non-smooth entities in differential equations. In particular the generalization of the
notion of derivative led to the spaces of distributions (2’) and tempered distributions
("). However, the theory of distributions is not just 2’ and .#”’. There are many other
interesting spaces of “generalized functions”. In the Figs. 1 and 2 (adapted from [1])
are displayed some other test function spaces, their dense embeddings and Fourier
maps (Fig. 1) as well as their corresponding duals (distribution spaces) (Fig.2).

As ' and % are a tool of choice to deal with linear differential and partial
differential equations, some of the other spaces might be more appropriate to deal
with other types of mathematical problems. The main properties of the spaces listed
in the figures are summarized here:
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D____
5,/'5

rn;/ ?’i

1

Z___\.:L{___..'H

Fig. 1 Test function spaces (adapted from [1])
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Fig. 2 Distribution spaces (adapted from [1])

/

# 9 =Ux{Zk ¢ € C®, supp (¢) C K} lloll(p.x) = maxo<r<p {sup ¢ |}
# = ﬂ°° ~oXp; H#p = completion of Z for the norm |||l = maxo<4<p {sup }e"‘”‘go(")”
47 =07,, =g € C*: lgl,, = sup|x7p")|}
# & = ¢ € C* with uniform convergence on compacts
# 2 =9:F{p) €2, ¢ () entire: |9 (2)| < Cre®!™)
#U =0 Uy, Uy = {9 F {9} € A} loll, = SUPc4, {1+ 121" e ()1}
# ¢ = Entire functions with topology of uniform convergence on compacts of C
# %xp = m?‘i]%xp,j; o@pexp,j = {‘/’ : ||§0||exp,j = maxkij {e_/\Re(z)\ |§0(k) (Z)|}}

Distribution Spaces

# 9’ = Schwartz distributions; locally u (x) = D* (f (x))

# "' = Distributions of exponential type, u (x) = D* (e“"" f )
# .7/ = Tempered distributions

# &’ = Subspace of 2’ of distributions of compact support
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# 27 = Ultradistributions, &’ Ll < g—; 9’

# 7/’ = Tempered ultradistributions

# %, = Dual of s, ultradistributions of compact support

# Q’;/Xp = Topological dual of Z,, contains %' and %" as proper subspaces

Of particular relevance is the relation of the upper and lower lines in the figures
through the Fourier transform. In particular the fact that the Fourier transform of 2
has compact support endows the ultradistribution space 2" with a rich analytical
structure. Ultradistributions not only have derivatives of all orders, like the distribu-
tions, but also have Taylor series expansions. This fact, among other things, makes
them more convenient than distributions in some application problems.

These generalized function spaces emphasize the role of the Fourier transform.
Other techniques have been used to define test function spaces smaller than & and
therefore distribution spaces larger than 2’. Among them are the test function spaces
defined through weight functions or weight sequences. Given an integrable function
of compact support ¢, the condition for infinite differentiability (¢ € 2) is expressed
through the Fourier transform by

/35 (@} (x) "2+ D gy < 0 Vn.
Replacing log (1 + |x|) by a larger function w (|x|)

/ﬂ{(p} (x) M ax < 0o

one obtains a smaller test function space. With different definitions of projective
limit on A and inductive limit on the compacts, one obtains ultradistribution spaces
of class w of Beurling [2] or Roumieu [3] type.

Another trend defines ultradifferentiable functions [3-6] of class (M ,,) (or {M ,,})
by VA > 03C > 0 (or 34 > 0 and C > 0) such that

sup 9™ (x)| < Ch"M, Vn e N
on compacts, M, being a sequence of positive numbers.

In this paper I will be mainly concerned with the space %’ of Silva tempered
ultradistributions [7, 8] and the space %4 of ultradistributions of compact support.

1.1 Silva Tempered Ultradistributions

% C &, is the space of functions in . that may be extended into the complex plane
as entire functions of rapid decrease on strips. Namely % (C) consists of all entire
functions ¢ for which
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lel, = sup {(1+1z1”)lp )|} <o VpeN (1)

|Imz|<p

% topologized by the norms |||, is a Fréchet space and for each ¢ (z) € %,
¢ (@Ig € 7 R).

', the dual of 7% is Silva space of tempered ultradistributions [7, 8]. It may also
be characterized as the space of all Fourier transforms of distributions of exponential
type, that is

U =F{x'} (2)

" being the space of finite order derivatives of some exponentially bounded contin-
uous function, i.e. foreach f € ¢ thereisb > 0, m € N and abounded, continuous
function g such that

(6 = (""g(r)™

However, the representation of tempered ultradistributions by analytical functions is
the most convenient one for practical calculations. Define B,, as the complement in
C of the strip A, = {z : Im (z) < n}

By ={z:Im(z) > n} 3)
and H, as the set of functions which are holomorphic and of polynomial growth in
By

9@ eHy=3IM,a:|p ) <Ml|z|*, Vz € B,. 4)

Let H, be the union of all such spaces

H,= UH, (5)

n=0

and in H, define the equivalence relation = by

© i Y if ¢ — ¢ is a polynomial.
Then, the space of tempered ultradistribution is
' =H,/=Z (6)

and [¢ (z)] will denote the equivalence class. The vectorial operations as well as
derivation and multiplication by polynomials, defined on H,,, are compatible with
the equivalence relation and %/’ becomes a vector space with these operations.

The Schwartz space . of tempered distributions may be identified with a sub-
space of %/’ by the Stieltges transform, that is, a linear mapping of .%’ on a subspace
"™ of 7%’. Namely, given v (x) € ./
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_rQ@ v (x)
2 ) p()(x—2)

v (2) dx + P (2) (7)

[¢ (z)] € %'. Here p(z) is a polynomial such that v/p~ O (x7') in the
Silva-Cesaro sense and P (z) is an arbitrary polynomial [4, 9, 10].

Operations on tempered ultradistributions f € % are performed using their ana-
lytical images ¢ (z). For example f is integrable in R if thereis an yo € Randa ¢ ()
in [ (z)] € %’ such that ¢ (x +iyg) — ¢ (x — iyo) is integrable in R in the sense of
distributions. Then

{plg) =]{¢(Z)g(1) dz ®)

Ty
@ € %', g € % and the integral runs around the boundaries of the strip Im (z) < yy.

An ultradistribution vanishes in anopenset A € Rif ¢ (x +iy) — ¢ (x —iy) —
0 for x € A when y — 0 or, equivalently, if there is an analytical extension of ¢ to
the vertical strip Re z € A, being of at most polynomial growth there. The support
of v is the complement in R of the largest open set where v vanishes.

All these notions are easily generalized to R” [8, 11] by considering products of
semiplans as in (3) and the corresponding polynomial bounds. For the equivalence
relation = one uses pseudopolynomials, that is, functions of the form

N k
zp Zl?""zjs"'azn Zja
J.k

zf,» meaning that this variable is absent from the arguments of p.

An ultradistribution v in R” has compact support if there is a disk D such that any
@ in [¢ (z)] € %’ has an analytic extension to (C/D)", being of at most polynomial
growth there. Then the integral in (8) is around a closed contour containing the support
of the ultradistribution. In particular for a tempered ultradistribution of compact
support there is a unique representative function ¢ (z) vanishing at co. Then from
its Laurent expansion it follows

showing that any ultradistribution of compact support has a representation as a series
of multipoles [8]. The space of tempered ultradistributions of compact support will
be denoted %;. %, may be identified with .7#”, the space of analytic functionals,
dual of the space .7¢ of entire functions with the topology of uniform convergence
on compacts of C.

For all practical purposes an analytic representative ¢ (z) in C\A, of a
tempered ultradistribution corresponds (up to a common polynomial) to a pair of
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functions [<p+ (2), p— (z)] which are holomorphic and of polynomial growth respec-
tively above and below some strip A, = {z : Im (z) < n}.

For comparison, it is perhaps useful to recall the corresponding analytic repre-
sentation of distributions and tempered distributions. The Cauchy representation of
a distribution of compact support f € 7' (Q)

1 1
C(NH@= i <f ), :> (10)

i
is analytic in C\R and f is recovered by

f(X)=ylir{)1+{C(f)(x+iy)—C(f)(x—iY)} (1)

For a general distribution on an open interval I, the Cauchy representation cannot
be defined as above. Nevertheless, for A; = {I + iR}, there is a function F analytic
in A7\ such that the jump operator as in (11) recovers the distribution. One has the
isomorphism

D' (1) = Ay (AI\D) | Ao (Ap)

o (A[\I) being the space of functions analytic in A;\/ and for which AN such
that
suplImz|N F(z) <00

on vertical strips contained on A;\ /. The kernel of the homomorphism is the space
of such functions which are analytic in the whole of A;.
For .#’ (R) one has

S (R) = Ay (C\R) [ (Hy (C\R) N Hp (C))
o (C\R) being the functions analytic in C\R such that VR > 0 3m, N € N

. [Imz|N|F(2)]
z€AR\R (1 + |Rez|)™

and 7 (C) all such functions which are analytic in the whole of C.

2 Superprocesses on Ultradistributions

A superprocess describes the evolution of a population, without a fixed number of
units, that evolves according to the laws of chance. It involves both propagation and
branching of paths. They have been extensively used to model population dynamics
and, more recently, as a tool for the construction of solutions of nonlinear partial
differential equations [12—14].
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Given a countable dense subset Q of [0, o) and a countable dense subset F of a
separable metric space E, the countable set

Mlz{Zot,xSXi:xl-uxneF;al-naneQ;nzl} (12)
i=1

is dense (in the topology of weak convergence) on the space M (E) of finite Borel
measures on E [14]. This is at the basis of the interpretation of the limits of evolving
particle systems as measure-valued superprocesses. The representation of an evolving
measure as a collection of measures with point support is useful for the construction
of solutions of nonlinear partial differential equations as rescaling limits of measure-
valued superprocesses.

However, as far as representations of solutions of nonlinear PDE’s, superprocesses
constructed in the space M (E) of finite measures have serious limitations. The set
of nonlinear terms that can be handled is limited (essentially to powers u® (x) with
o < 2) and derivative interactions cannot be included as well. The first obvious gen-
eralization would be to construct superprocesses on distributions of point support,
because any such distribution is a finite sum of deltas and their derivatives [15].
However, because in a general branching process the number of branches is not
bounded, one really needs a framework that can handle arbitrary sums of deltas and
their derivatives. This requirement leads naturally to the space of ultradistributions
of compact support %, by virtue of the multipole expansion property (9) mentioned
before.

The limitations of superprocesses on measures and the generalization to super-
processes on ultradistributions are described in detail in Refs. [16—18]. Here the main
results will be summarized.

Let the underlying space of the superprocess be R"and denote by (X t Po,\,) a
branching stochastic process with values in %, and transition probability P , starting
from time 0, x € R" and v € %,. The process is assumed to satisfy the branching
property, that is, given v = vy 4 v,

PO,v = PO,u1 *PO,vz~ (13)
After the branching (X, Py, ) and (X7, P, ) are independent and X, + X7 has the
same law as (X P Po,u). In terms of the transition operator V, operating on functions
on 7 this would be
(Vifivi+v) = (Vifyvr) + (Vi fy v2) (14)
with V; defined by e=Vi/") = Py e~ /X or

(Vi f,v) = —log Py e /X0 (15)

fewu.ve.
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In M = [0, o) x R” consider an open regular set 9 C M and the associated exit
process & = ("g‘t, I, x) with parameter k defining the lifetime. The process starts from
x € R” carrying along an ultradistribution in %, indexed by the path coordinate. At
each branching point (ruled by [T, ) of the § —process there is a transition ruled by
a P probability in % leading to one or more elements in %, . These %, elements are
then carried along by the new paths of the & —process. By construction, in each path,
the process never leaves 7. The whole process stops at the boundary 9 Q, finally
defining an exit process (X 0, P(),U) on %, . If the initial v is §, and f € % a function
on d Q one writes

u(x) = (Vo f, 8:) = —log Py ce~{FXe) (16)

< L X Q) being computed on the (space-time) boundary with the exit ultradistribution
generated by the process.

The connection with nonlinear PDE’s is established by defining the whole process
to be a (¢, ¥) —superprocess if u (x) satisfies the equation

u+Goy ) =Kof (17)

where G g is the Green operator,

Gof 0.0 =My, [ f(s.5)ds 18)
0
and K the Poisson operator

Kof (x)=Ioxlcco f (62) 19)

¥ (u) means ¥ (0, x; u (0, x)) and 7 is the first exit time from Q, Eq. (17) being
recognized as the integral version of a nonlinear partial differential equation with
the Green operator determined by the linear part of the equation and v (1) by the
nonlinear terms. If the equation does not possess a natural Poisson clock for the
branching one has to introduce an artificial lifetime for the particles in the process
(e™*), which in the end must vanish (k — oo) through a rescaling method.

The superprocess is constructed as follows: Let ¢ (s, x; z) be the branching func-
tion at time s and point x. Then denoting Py e~ (/Xe) as ¢ one has

T
e—w(O,x) — HO,x I:e—f(ffr) + k/ ds [§0 (S, &, e—w(r—s,&)) — e—w(r—s,&)]jl (20)
0

where 7 is the first exit time from Q and f (7, &;) = ( L X Q) is computed with the
exit boundary ultradistribution. Existence of ( LX Q) and hence of e~ is insured
if f € % and the branching function is such that the exit Xy € %

Equation (17) is then obtained by a limiting process. Let in (20) replace w (0, x)
by Bwg (0, x) and f by Bf.In abranching particle interpretation of the superprocess
B may be interpreted as the mass of the particles and when the %-valued process
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XQ — ﬁXQ then Plt — P%

T
PO 7, |:eﬂf(n&) vy / ds [pp (5, &y; ¢ PIE580) _ g BriT—s6)]
0

2D
With
ug) =(1—e Py /p 5 f0=(0—-e?)/p
or , |
uy = 7 (Prr —e Py 3 fD = % (P — e P
and

v (0% uf)) = %ﬁ (0 (0.6 1= Buf’) = 1+ puf))

ug) — wg and fﬂ(” — f when 8 — 0, Eq.(17) being obtained in this limit.

Letz = e P58 = Py e~B/-X) For the branching function ¢ (s, x; z), in con-
trast with the measure-valued case, in addition to branchings of deltas into other deltas
one also has:

(1) A change of sign in the point support ultradistribution

QWBI8) — GBI _y GBf=8) — p=Bf ()

which corresponds to

and
(2) A change from 6™ to £8"*1, for example

B8 — pBF) _y p(BAES) _ (FBI()

which corresponds to
7 — eTorloes

Case (1) corresponds to an extension of superprocesses on measures to super-
processes on signed measures and the second to superprocesses in %

Existence of the superprocess is existence of a unique solution for the Eq. (21) and
its rescaling limit. It will depend on the appropriate choice of the branching function
@ (s, y; ). Suppose that such a ultradistribution branching is specified. Associated to
the ultradistribution superprocess I” with branching function ¢ there is an enveloping
measure superprocess I with branching function ¢ that has the same branching
topology as I" but without any derivative change in the original delta measure nor on
its sign. General existence conditions for measure-valued superprocesses have been



256 R. Vilela Mendes

found in the past [19-21]. Namely ¢ should have the form
oo
@(s,y:2)=-b(s,y)z —c(s,y)z2+/ (e +rz—1)n(s, y;dr). (22)
0

Suppose that the branching ¢ for the process I is of the form (22). This insures almost
sure existence of e~ {/*X) | X being the exit measure generated by the I” process. Then,
for the corresponding ultradistribution I" superprocess one has

gx = [ 3.
90 n=0

and the following result is obtained [18]:

Proposition 1 A % ultradistribution-valued exit superprocess I' exists if the
branching function @ of the associated enveloping exit measure process I isasin
Eq. (22) and the boundary function f is such that the integral over the exit boundary
of T, |f(”)| is finite.

3 Nonlinear Differential Problems, Distributions
and Superprocesses

3.1 Nonlinear Theories of Generalized Functions

The general treatment of derivatives in distribution theory provides a powerful sym-
bolic calculus for linear differential problems. However, when modeling natural
phenomena, the most interesting problems are very often nonlinear. Of course, if
the solutions of a nonlinear problem are known to be smooth, there is no problem
because many nice algebras can be found in the domain of smooth functions. How-
ever in cases where the solutions are singular or the sources are concentrated (point,
line or sheet charges, for example) the application of distribution theory becomes
problematic. The problem was identified long ago by Schwartz in his impossibility
result [22] which implies that 2’ cannot be linearly embedded into a differential
algebra with the unit function as unit, with a derivation D satisfying Leibnitz rule,
D|c1(w) being the usual derivative and containing C (R) as a subalgebra.

The need to deal with systems of PDE’s without classical solutions, shock waves
and singular sources led to many attempts to embed the space of distributions into
an algebra, of course violating in a minimal way, one or more of the conditions of
Schwartz result. They may be broadly classified into sequential and complex analysis
methods and the type of products that are defined are either intrinsic, in the sense
that the product of two distributions is still a distribution, or products which may
lead to generalized functions different from distributions. For reviews see [23] and
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[1]. Colombeau’s algebra of generalized functions, which is of the second type, has
found a widespread use in the applications. It has been applied to singular shock
problems [24, 25], to symmetric hyperbolic systems with discontinuous coefficients
[26], to equations with distributions as initial conditions [27], to generalized stochas-
tic processes [28, 29], to general relativity [30, 31], etc.

Colombeau’s approach [30, 32—34], in line with the sequential approach to distrib-
ution theory [35], considers a distribution as an equivalence class of weakly converg-
ing sequences of smooth functions and choosing the appropriate quotient constructs
a differential algebra ./ with a product o that satisfies the desired conditions except
that instead of having C (R) as a subalgebra it is o|cex ¢ that corresponds to the
usual pointwise product of smooth functions.

Given some @ € Z(R") with integral one, a family of functions

®.(x) = Sinqb (f) (23)

e
has the property @, — § in 2" as ¢ — 0. @ is called a molifier. Convolution of

f € C*(R") with @, yields a family

1 _
fo = / F)® (%) d"y. (24)

of smooth functions that converge to f in &’ as ¢ tends to zero. Using a Taylor series
expansion to compare the difference between two such sequences they are said to
be equivalent if they differ by a negligible function. To define a differential algebra
¢ as the quotient by negligible functions one needs to restrict the set of functions
to moderate functions. The canonical choice introduces a grading on the space of
molifiers

Sy ={D® e ZR") : /cb(x)dx =1}
%::{@e%:/@(x)x“dx:O,1§|a|§q} (g eN) (25)
taking the basic function space to be
& ={f: o xR" - R", f smooth } (26)
and defines as moderate functions

EyRY) = {f e VK CCR'"Va e NgIp e Ng VO € &, :
sup |D® f (D, x)| = O(¢™P) as e — 0} 27

xekK
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and negligible functions

AR = {f e : VK CCR"Va e NyVp e NgIg VP € o7 :

sup | D f(D,, x)| = O(e?) as e — 0} (28)
xekK
Then the algebra is
YR =& RN AR (29)

with the distributions being embedded into ¥¢ by convolution with the molifiers
u(T)=IT = @] (30)

%° is a commutative differential algebra where 2’ is embedded as a linear space
but not as an algebra. The results of multiplication in this algebra may frequently be
interpreted in terms of distributions by using the concept of association. A gener-
alized function f is said to be associated to a distribution 7 € 2’ if for one (hence
any) representative { f.} we have

v 2. tin [ f0omdx = (1.9 G

Not all elements of 4¢ are associated to distributions. Association is an equivalence
relation which respects addition and differentiation. It also respects multiplication
by smooth functions but by the Schwartz impossibility result cannot respect multi-
plication in general.

For hyperbolic systems with rapidly growing nonlinear terms or with time-
dependent nonregular coefficient the need arises of going beyond the nonlinear the-
ory of generalized functions to a nonlinear theory of ultradistributions. After several
other attempts, in a recent paper, Debrouwere, Vernaeve and Vindas have achieved
an embedding of ultradistributions into differential algebras [36] of the same type as
Colombeau algebra.

When applying these differential algebras to physical problems and in addition to
the fact that many potentially interesting products in the Colombeau algebra cannot
be associated to distributions, there is a problem of interpretation of the results
because of the departure from the notion of pointwise multiplication that is behind
the derivation of the physical equations. Instead the multiplication is a kind of tensor
product multiplication. For example, if a weak solution of an equation behaves locally
like a delta and if the equation has a term x> one has locally a 82, but in Colombeau-
type algebras deltas are multiplied as

6,9 (S, 9)

which, even in a sequential approach, is very far from a pointwise multiplication and
leads to a nonlinear functional
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2 2
(8% 0) = ¢* (0

therefore not a distribution.

3.2 Superprocesses and Nonlinear Differential Equations

The extension of superprocess from measures to ultradistributions, discussed in
Sect.2 allows to deal with a large class of nonlinear differential equations. When
solutions are constructed by superprocesses, nonlinear terms do not raise any spe-
cial problem. Let u# be the solution of some equation. Existence of n—powers of u
in the equation means that there is a splitting of the stochastic path into n paths, a
derivative means a transition from 8§ to 1 etc. It all boils down to the choice of
the appropriate branching function and rescaling limit. No nonlinear operations on
distributions are required. In the end the boundary process, the ultradistribution X o,
need not have smooth properties. The only limitation to insure existence of ( £, X Q)
is a sufficiently smooth boundary condition.

How superprocesses on ultradistributions provide solutions to nonlinear differen-
tial equations, which cannot be obtained by superprocesses on measures and avoid
any explicit use of the nonlinear theory of generalized functions, is illustrated by the
following results, proved in [18].

Proposition 2 The superprocess with branching function
) (O,x; Z) — pleaxlogz + pzefaxlogz + p3Z2

provides a solution to the equation

_ = = 3 u
at  20x 2

whenever the boundary function uly satisfies the condition of Proposition 1.

Proposition 3 The superprocess associated to the branching function

1
0 (0,x;2) = pi1z° + P2

provides a solution to the equation

8u_182u+ 3
ot 20x2

whenever the boundary function uly g satisfies the condition of Proposition 1.
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Here the construction of solutions of nonlinear differential equations by stochastic
processes (stochastic solutions) has been discussed using superprocesses. There is
another method, which has been called the McKean method, which may also deal with
nonlinear terms and derivative interactions [37, 38]. Refer to [16] for a comparison
of the two methods. In general the superprocess method seems more appropriate for
Dirichlet boundary conditions and McKean’s for Cauchy conditions. A limitation of
this last method, in some cases, is that only finite time solutions may be constructed.
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A New Mathematical Model
for Environmental Monitoring
and Assessment

Roberto Monaco and Ana Jacinta Soares

Abstract In this paper we are concerned with a quantitative method of Landscape
Ecology. More in details we consider an environmental system distributed in land-
scape units (ecological sectors) and we propose a new mathematical model in order
to implement a method for the evaluation of the ecological state of the system under
investigation. After having performed a stability analysis of the model, we apply
the proposed procedure first by considering separately each landscape unit and then
extending our investigation to the system as a whole, by taking into account the
connections between all the landscape units themselves. Our investigation includes
some numerical computations that were performed for a Northern district of the Turin
Province, using an approximation procedure that should avoid stiffness problems.

Keywords Landscape ecology - Mathematical modeling
Environmental dynamics - Stability analysis - Numerical computations

1 Introduction

For a quantitative evaluation of the ecological state of an environmental system an
important contribution is given in the book [10]. Other important contributions to
this matter can be found as well in the paper [19] and in the book [5] where for the
first time the use of the so-called ecological graph is proposed. For a quantitative
description of a territory relevant indicators have been also proposed in the references
[15, 16] where ideas coming from the mathematical theory of communication [17]
and from conceptual models [1] have been transposed to Landscape Ecology.
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In the quoted bibliography, as we shall see, the environment is distributed in
different landscape units (often mentioned in what follows as ecological sectors)
which can be more or less connected by flows of material and biological energy. In
this sense a relevant variable to describe the territory is certainly the last quantity
which can be coupled to the consistency of green areas of high ecological quality.

In the past years some mathematical models useful for a quantitative monitoring
of environments have been proposed in a couple of papers [7, 8]. In particular in
the former a mathematical model, with only two state equations that consider the
environment as a whole, has been deduced, assuming as state variables the bio-energy
and the percentage of green areas in the territory under investigation.

In the latter such a model has been studied in terms of its stability analysis,
finding also bifurcations and discussing on its qualitative properties. Moreover in
paper [8], as a future perspective, a new model including state variables at the level
of landscape units has been suggested. These models, on the mathematical ground, are
represented by an autonomous system of evolution ordinary differential equations,
whose equilibrium solutions express the future scenarios of the environment itself.

Starting from this last idea in the present paper we present a model where each
landscape unit is represented by two time-dependent variables, namely the extent
of green areas of high ecological quality and a suitable function depending on the
biological energy per year. Such a new version of the model is capable to identify the
characters of the territory at a more detailed level, so that the territory itself results
to be more readable.

For a first moment, in Sect. 2, we are concerned with the model stability analysis,
considering separately the landscape units. We then apply, in Sect. 3, such an analysis
to a Northern district of the Turin Province. This district has been previously studied
by De Palma in her master degree thesis [4], deriving all the relevant indicators of
this environmental system. Moreover, in Sects. 4 and 5, we complete the environment
analysis by coupling all together the landscape units, showing that, in the present case
study, connectivity plays a crucial role. For this last analysis the model becomes rather
cumbersome and may present some instabilities since it includes 48 coupled ordinary
differential equations. For this reason in Sect. 4 we propose an explicit approximation
procedure, discussed in paper [9] starting from the methods presented in the book
[11], and bibliography therein cited. Finally, conclusions and some ideas for future
work are presented in Sect. 6.

2 The Mathematical Modeling for Landscape Units:
Equilibrium Solutions and Stability

An environmental system is an isolated system that may be distributed in n land-
scape units (LU) divided by natural or anthropological barriers (roads, motorways,
railways, buildings, industrial infrastructures, rivers, hill ridges and so on). At the
same time a LU is formed by several biotopes which are patches characterized by
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an uniform land cover. Such a representation of an environment can be given by
the Geographic Information System (GIS) [13] and its ecological indicators [3] can
be deduced by the ecological graph (see its construction in the book [5] and in the
paper [7]).

The nature of each biotope is identified by the value of its bio-potential territorial
capacity (BTC) index [10]. In what follows, such an index, measuring the biological
energy per year and per square meter, produced by the vegetation inside the biotope,
will be indicated by Bj;, j =1, ..., g;, being i a subscript which indicates that the
Jj-th biotope belongs to the i-th LU, i =1, ..., n. The variable Bj; assumes values
[7, 10] in the range [0, B4, ] where B, = 6.5 Mecal/(m? - year) at the European
latitudes and corresponds to oak woods.

Moreover the BTC index identifies five ecological classes distributed as follows

6 =10,04), 6, =10.4,1.2], 6 = (1.2,2.4], 61 = (2.4,4.0], 5 = (4.0, 6.5].

The total value of BTC of each LU, in Mcal/year, is given by

qi
Bi(t) = D Bjisji, (1)

j=1

where s ; is the area of the biotope j. Accordingly the area of the corresponding LU

gi
is Sl' = ZS ji-
j=1
To the BTC is often associated another quantity that can be interpreted as a gen-
eralized function of BTC (GBTC) defined by the following formula [5]

M;(1) = (1 + Ki)Bi (1), 2

where the constant parameters K; € [0, 1] depend upon the physical and morpho-
logical features of the LU in such a way that the BTC itself is incremented. Such an
increment takes into account the capacity of the LU to transmit energy to the neigh-
boring LUs. In this paper K; will be expressed in terms of three other parameters

K, = K"+ K<+ K)/3,

where th, K:e, Kip “ € [0, 1] are, respectively, the Shannon landscape diversity
parameter (evenness [15, 16]), the ecotonal parameter [3] and the LU-border perme-
ability parameter [7]. They are defined as follows:

e the Shannon parameter

5
s ng . Ny 1
Kih=(§ ?IOg?)/IOgg,

=1
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where ny; is the number of biotopes belonging to the ecological class 6;,¢£=1, ..., 5,
assuming that ny; logng = 0if ny; = 0;
e the ecotonal parameter (i.e. the length of borders between biotopes)

qi
Ke=1-P /> Py,
j=1

where P; is the perimeter of the i-th LU and Pj; are the perimeters of all the biotopes
except those belonging to the ecological class %7;
e the LU-border permeability parameter

K/ = %i” "
r=1

where L is the length of the portion r of the border, divided in s parts, and p” € [0, 1]
is the permeability index, with p = 0 for an impermeable barrier, and p = 1 for a
complete permeable barrier (see [7, 10]).

According to previous versions of the mathematical model already indicated in
the Introduction [7, 8], the state variables for each LU of the present model are two,
precisely the area V; (¢) of the biotopes belonging to the ecological classes % and 65
(high ecological quality of green) and the GBTC M; (¢). The right-hand-side of the
evolution equations on V;(¢) and M;(t) consists in a gain term of logistic type and
a loss term accounting for environmental impact. The equations have the following
form

, 40
v =0 (1= 52 ) o - U, G)
Mo = (1 Z—(’)) i) = (1= 52) w0, @)

In Eq. (3) the coefficient b; will be expressed, as we shall see, in terms of the GBTC,
whereas the other parameters /; and U; are, respectively, given by the ratio between
the sum of the perimeters of the built-up areas and the total perimeter of the LU,
and by the ratio between the sum of the built-up areas and the total area S; of the
LU. Therefore, these parameters, assumed as constant, can be considered a mea-
sure, respectively, of the dispersion and of the intensity of edification inside the
LU. According to its definition the parameter /; can assume values greater than one
(values greater than one mean that edification dispersion in the LU is significantly
remarkable); on the other hand U; is ranging in [0, 1].

In Eq.(4) the coefficient ¢; is the connectivity index between the i-th LU and
its neighbors, whereas the other parameter r; is defined as the ratio between the
surface area of the impermeable barriers present in the LU and the total area S; of the
LU itself. Both parameters are supposed to range in [0, 1] and for this preliminary



A New Mathematical Model for Environmental ... 267

analysis the indexes ¢; are assumed to be constant. Let us now deal with the definition
of the parameter b; (M;), i.e.

B:
b; :ZBT;x’ BimaszmaxSi~
1
Thus b; expresses the production percentage of BTC with respect to the maximum
value that each LU can produce, assuming that all its biotopes have BTC index equal
to By . If now we define the normalized GBTC

M;
m; :

= max
M,

max __ max
M" = 2B,

then we have
_(U+K)B  1+K; b

PT g Ty T
1

and therefore )

= e m; :==am;, a; €[1,2]. &)

i
If now we normalize V; as well, defining v; := V;/S§;, both state variables v; and m;

range in [0, 1]. Thus if we divide Egs. (3) and (4), respectively, by S; and M["“*, the
model equations assume the following final form

vi(t) = aimi()[1 — vi (0)]vi (t) — h; Upvi (1), (6)
mi(t) = ci[1 —mi(O)m; (1) — ri[1 — vi()]m; (1). @)

Moreover to these equations we join the initial data (1 = 0)
vi(0) = vio,  mi(0) = myo, (®)

which must be determined directly from the GIS maps of the environment under
investigation.

Next step consists in finding the equilibrium solutions [12] of the system (6) and
(7). Solving the algebraic equations

vilaim;(1 —v;)) —h;U1=0, milc;(1 —m;) —ri(1—v)] =0, 9

one obtains the following equilibria.
e The first is given by

(v,F”, mfl)) =0, 0), (10)

which corresponds to a scenario where the environment tends to lose substantially
its ecological quality since it is characterized by a strong fragmentation;
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e the second is expressed by

(#%m9)=ﬁxq_”), (11)
Ci

corresponding to a scenario of weak ecological quality characterized by a moderate
level of bio-energy (such a scenario is typical of a territory with a predominant
agricultural production); the admissibility condition of such solution results to be
Ci > Ti;

e the third and fourth equilibria are those of coexistence, showing a good level of
bio-energy production together with a high ecological quality of green areas; they
are given by

2ri —¢i — D 2h;Uir;i
(V~(3), m(.S)) — T ¢ , 4 (12)
! ! 27‘,‘ a,-(ci + Dl‘)
2r; —c;i + D; 2h;Uir;
(0, m) = (T ! (13)
2r; ai(¢c; — Dy)

where

D; = Jci(aici — 4h;Uir) fa; .
The existence of these solutions requires that

4h,~U,-r,«
> — .

ci (14)
a;
Moreover the third solution exists if
L+ Dy L+ DG (15)
;i i) <Ti < 5C i)
2 2'¢ hU,
whereas the fourth requires that
D, - Dy L - Dp 2 (16)
i > Ui, Sl — L) <r < (&G — Di)7—F—.
c 5 [ T > c U,

We are now concerned with asymptotic stability [12] of the previous equilibria. The
Jacobian matrix joined to the system (6) and (7) is given by

a7)

J(Vl‘, m,') _ (a;m[ — 2a,»v,-m,< — hl'U,‘ a[(l — V,')V,‘ )

rim; Ci —ZC,-m,- —r,'(l —Vl')

e We have for the first equilibrium

J@Wm#5=(_%“ ° ). (18)

Ci — F;
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The eigenvalues of the matrix are Ay = —h;U; < 0 and A, = ¢; — r;. Thus the equi-
librium solution (vfl), mgl)) is asymptotically stable if ¢; < r;; otherwise itis a saddle
point. Moreover the stability of this solution implies that the equilibrium (vi(z), ml@)
does not exist (see the admissibility condition of the second equilibrium).

e For the second equilibrium we get

ai(ci —ri) —hiUic;

0
@ @ ¢
Jw,”,m”) = , 19)
ri(c; —
u _ci + rl.
Ci
ai(c; —ri) — hiUic;
whose eigenvalues are A; = (e = ri) = hiUici and A, = —c¢; + r,. Existence of

Ci
this equilibrium implies that the eigenvalue A, is always negative. Thus the asymptotic
stability of (v(z) ml@) requires that a;c; < a;r; + h;U;c;.

i ’

e Moreover for the third equilibrium we have

hiUi(c; + D; —2r;)  ai(¢; + D;)(2ri — ¢; — D)

¢ + Di 41"1-2
J (vl@ , m,@ ) = - (0
2h,-Uiri2 a,-(cl-z—Diz)—ShiU,-ciri
ai(ci + Dj) 2a;(ci + D)

If we write the characteristic equation of the Jacobian in the form A% 4+ A\ +
By = 0, after simple computations we get

2a;h;Ui(ci + D; — 2r;) + a;(c; — D}) — 8h; Uc;r;
2a;(ci + D;)

1=

1)

_ hiUi(¢i + Di = 2r)laici(c; + D;) — 4h;Uicir;]

B
! ai(¢c; + D;)?

(22)

Therefore the stability condition for the third equilibrium requires that A; > 0 and
By > 0.Conversely,if A > 0and B; < Oorif A} < Oand B; < 0, we have that such
an equilibrium is a saddle point, whereas if A; < O and B; > 0 we have instability. In
addition, in the case of stability, if A% — 4B > 0 the equilibrium is a node, whereas
A% — 4B; < 0O corresponds to afocus. In cases that A; = O or B; = 0, the asymptotic
stability is not assured. Nevertheless, in practice, since A; and B; depend on territorial
indexes of different nature, the vanishing of these quantities is strongly unlikely and
not consistent with the real state of the environment.

o Finally for the last equilibrium (vlw , m§4)) the Jacobian has the form
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hiUi(¢; — D; —2r;)  ai(¢; — D;)(2ri — ¢; + D)

Cci — D,‘ 47'[2
TP m®y = . (23)
2h,’Ui}"l-2 Cl,'(Cl-2 - Dlz) - ShiU[C,‘V,‘
ai(c; — Dy) 2a;(c; — D;)

and the coefficients of its characteristic equation A> + A, + B, = 0 are given by

2ClihiUi(C,' — D,‘ — 2}’,‘) + di(Ciz — Dlz) — Sh,-Uic,-ri
2ai(¢i — Dj)

) =

(24)

_ hiUi(ci — Di —2r)la;ici(¢; — D;) — 4h;Uiciri]

B
? ai(c; — D;)?

(25)

The stability or instability discussion on this equilibrium is just like that of the third,
substituting only A; and B; with A, and B,.

We underline that system (6) and (7) is cooperative of Lotka—Volterra type, and
the solution (v;,m;) lies in the square [0, 1] x [0, 1]. Thus the system possesses one
stable equilibrium at least (see [18]).

In Sect.3 we will apply the model studied in this section to an environmental
system situated in the Northern district of the Province of Turin (Italy). According to
the analysis carried on in this section it is evident that the various scenarios admitted
by the model and the asymptotic trend to a stable equilibrium solution crucially
depends on the values of the model parameters. Thus, it is necessary an accurate
determination of these parameters in the environment under investigation through
the GIS data. This will be carried out in Sect.3 where we show such an accurate
determination of parameters and initial data of the state of each LU. In particular in
that section we propose as well some phase diagrams (Figs. 1, 2, 3, 4, 5, 6) of the
system variables, where the sensitivity of the trend from the initial state to the final
one can be observed.

3 Stability Analysis for Each LU of the Environment

In order to check the theoretical analysis presented in the previous section, we con-
sider the afore-mentioned environment of the Turin Province that has been studied
in the thesis [4]. Such a system has been divided into 24 LUs, corresponding to an
area of several municipalities placed around the city of Cirié.

First of all let us mention that the stability analysis carried on all the 24 LUs
show that the third equilibrium, (vl@ , ml@ ), never exists since conditions (15) are
not satisfied.

Moreover the analysis shows that 13 LUs have only the stable equilibrium
0", m"), see LUs 2, 3, 4, 11, 12, 13, 14, 15, 16, 19, 21, 22, 23 in Table 1. This
means that these LUs have a bad ecological state and present a strong fragmentation
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Table 1 Data of the environmental system and indication of the stable equilibria for each LU

LU |vio |mjo |a |hi |Ui |c |ri Si P; nodes
1 0.30 10.19 | 1.13 | 1.83 |0.09 | 0.12 | 0.03 | 19156648 25248 “4)
2 0.13 10.05 | 1.36 | 1.39 | 0.60 | 0.07 | 0.20 | 2260943 11109 [€))]
3 0.20 |0.04 | 1.43 |0.81 |0.41 10.04 |0.14 764299 3791 (D)
4 0.250.11 | 1.27 | 1.45 | 0.25 | 0.07 | 0.08 2285714 7271 [@))
5 0.26 10.13 | 1.20 | 2.51 | 0.23 | 0.08 | 0.07 | 17004435 26335 2)
6 0.28 10.27 |1.09 |1.36 |0.17 | 0.20 | 0.06 | 13162369 22717 “4)
7 0.32 10.53 | 1.06 | 1.17 | 0.03 | 0.26 | 0.01 | 29896496 33085 4)
8 0.26 10.20 [ 1.12 |1.72 | 0.23 | 0.30 | 0.08 | 10139270 20838 4)
9 0.30 10.20 | 1.21 |0.60 |0.11 |0.16 |0.04 | 6584277 24162 “4)
10 0.21 {0.09 | 1.43 |1.20 |0.36 |1 0.17 |0.12 837269 5113 2), 4)
11 0.18 10.06 | 1.44 | 1.48 |0.47 |0.04 |0.16 991018 5007 [€))
12 10.23/0.07 | 1.69 |1.39 {0.32 [{0.09 |0.11 1395933 5704 [€))]
13 0.26 1 0.10 | 1.36 | 1.81 | 0.23 |0.07 | 0.08 2431435 7903 (D)
14 0.20 | 0.08 [ 1.39 | 1.05 | 0.40 | 0.04 | 0.13 1452734 5483 [€))
15 0.11 10.04 |1.62 |1.42 |10.66 |0.04 |0.22 1072430 5355 (D)
16 |0.17 |0.06 |1.41 |1.09 |0.49 |0.05 |0.16 | 3416393 10922 [€))
17 0.26 |0.13 | 1.22 | 1.58 |0.21 | 0.14 | 0.07 6369795 12599 4)
18 0.31 10.34 | 1.06 | 1.97 |0.07 | 0.17 | 0.02 | 69754645 60482 4)
19 10.13/0.17 |1.24 |1.88 |0.61 |0.17 |0.20 | 4589299 18604 [€))
20 10.30/0.451.00 [2.20 |0.09 |0.19 | 0.03 | 42953048 38826 “4)
21 0.09 | 0.02 {2.00 [ 1.06 |0.74 | 0.06 | 0.25 459102 2887 (D)
22 0.0510.01 |2.00 1.29 |0.86 |0.05 |0.29 302009 2792 [€))
23 10.15/0.05|1.52 |1.27 |0.54 {0.05 [0.18 1059134 4720 [€))
24 0.26 |0.11 | 1.24 | 1.91 | 0.22 |1 0.08 | 0.07 | 16437048 18458 2)

due to the presence of a significant edification sprawl. Therefore both bio-energy and
extension of areas with a BTC index in classes %4 and %5 present a decrement of their
values which asymptotically tend to zero. Such a result is somehow in accordance
with the analysis carried out, with other methods, in the thesis mentioned above. On
the other hand 11 LUs exhibit stable equilibria different from (vi(l), mgl)). For these
LUs the first equilibrium is always a saddle point. In Table 1, deduced by the GIS
map, we report the relevant data of the model (the area and the perimeter of the LUs
are indicated in m? and m, respectively). In the last column, for each LU, we indicate
which of the four equilibria results to be a stable node.

Let us note that the connectivity indexes c;, which in the following Sect. 4 will be
defined as functions of M;(t) and M, (¢), here are assumed constant with their values
recovered by the GIS data. They are computed here by formulas (26)—(28) of Sect. 4
setting M; = mjoM"** and My = mpoM'*", foralli,k =1,...,24.
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Fig. 1 Representation of LU 5 (scenario typical of agricultural areas). Left — Phase diagram: state

(vgl), msl)) is a saddle point and state (vgz), ms )) is a stable node. Right — Time evolution of vs and

ms towards the equilibrium (v(z) gz))

From the stability analysis it results that LUs 1, 6, 7, 8, 9, 17, 18, 20 admit the
equilibrium (vf2 ) as a saddle point and the other (v(4) 54)) as a stable node.
The diagrams in the phase plane show that the state of all these LUs, starting from the
initial data v;y and m; reported in Table 1, converges towards the fourth equilibrium
which corresponds to a scenario of high ecological quality (see the examples reported
below).

Conversely LUs 5 and 24 present as a unique stable node the point (v,
since (v(4) 54)) does not satisfy the existence conditions of Eq. (16). Therefore the
LUs show a trend towards a scenario typical of agricultural areas.

Finally LU 10 admits as stable nodes both equilibria (v(z) 52)) and (vf4), mf.4)).
In this case the asymptotic behavior depends crucially on initial data. In particular
with those of Table 1 the actual attractor results to be the second equilibrium, i.e. the
one of agricultural scenario.

In the following Figs. 1, 2, 3, 4, 5 and 6, we show some representative behaviors
through phase plane diagrams (left plots) and graphics of v; and m; versus time at an
arbitrary scale (right plots). The simulations have been performed with the software
Mathematica, version number 10.0.0.0.

In particular, Fig. 1 is referred to LU 5 that, as discussed previously, admits a
unique stable node (v(z) 52)), as it can be seen in the phase plane diagram, with v;
tending to zero and m; almost constant as indicated by the time-dependent plot.

Figure 2 refers to LU 8 and shows a trend to a scenario of high ecological quality
since, after a transient time, the vegetation area v; and the biological energy function

m; show an increasing behavior towards the equilibrium (v(4) (4)). This trend does
(4)

(2) (2)
i ) ’

not depend on the initial data v;o and m;, in the sense that (v; 54)) represents the
unique attractor of the LU, as shown in the phase diagram on the left plot, and the
system asymptotically converges to such an attractor.
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Fig. 3 Representation of LU 10. Left — Phase diagram: state (v10 , m10 ) is a saddle point, states
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node (v(l%)) , m(l%)) ) (disregard the negative part of the picture due to the choice of the scales determined

by the software Mathematica)

Figures 3 and 4 refer to LU 10 and, as indicated in Table 1, such sector shows two
stable equilibria. Accordingly, the phase diagram on the left plot of Fig. 3 shows the
existence of two stable nodes (v(z) 52)) and (vl.(4) , ml@ ). The fact that the equilibrium
v 52), 52)) is a stable node can be visualized with a zoom around such a point, as
shown in the right frame of Fig. 3. For the initial data reported in Table 1, the left plot
of Fig.4 shows the time evolution of v; and m; towards the equilibrium (v(z) Q)),
which is typical of agricultural areas. The basin of attraction of the equilibrium
(v(z) m @y is represented in the right plot of Fig. 4 by the grey region, showing that
the 1n1t1a1 state considered in Table 1 belongs to such basin. The case of LU 10 is very
interesting from the dynamical point of view, since it represents a bistable situation.
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Fig. 5 Representation of LU 13 (scenario of ecological quality loss). Left — Phase diagram: state

(vilg), m(llg)) is the unique equilibrium and it is given by a stable node. Right — Time evolution of v;3

and m 3 towards the equilibrium (vl 3, mll>)

Moreover, in Sect. 5 when the system will be treated as a whole, the behavior of LU
10 will change significantly.

Figure 5 shows the behavior of LU 13 that, as discussed before, is one of the eco-
logical sectors presenting a strong fragmentation. Therefore the picture in the phase
plane shows the existence only of the unique stable node (v(l) mgl) ) in accordance
with the time-dependent plot.

Finally, Fig.6 corresponds to LU 20 and shows a scenario of high ecological
quality, similar to the one of LU 8 represented in Fig.2, but with a stronger trend
to an equilibrium of high ecological quality. In fact, for the initial data v;y and m;,
reported in Table 1 for this LU, the variable v; presents a monotonic increase from
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the initial state to the equilibrium (vf4) , ml@ ), conversely to that non monotonic of
LU 8.

Let us finally comment that we have also considered in our simulations the case of
LU 24 which however presents exactly the same behavior as LU 5. Thus, we do not
include here the plots of LU 24. Nevertheless, when studying in Sect. 5 the behavior
of these LUs in the whole environmental system, our numerical simulations will take
into account the correct connectivity to the neighboring sectors, founding that LU 5

and LU 24 exhibit a significantly different dynamics.

4 The Mathematical Model Extended to the Whole
Environmental System

In this section we extend the mathematical model to the whole territory under inves-
tigation by coupling the equations of each LU with those of their neighbors. Such
a coupling is determined by the connectivity indexes ¢; which can be computed
through the GBTC fluxes @; between the i LUs and all their k neighbors. We get [8]

M;(t) + M (1) 2
D (1) = ——~ Hy, H;, = L., p", 26
() kze][ 2P 1P k k r§=1 kP (26)

where L}, is the length of the portion r of the border with a permeability p”. Moreover
P; and Py are, as already defined, the perimeters of the two LUs and where the sum is
extended to the set /; including all the neighbors of the i-th LU. In addition it results
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s
> Ly = L,
r=1

L, being the length of the border.
Taking into account that complete permeability implies p, = 1, the corresponding
maximum value of @; is given by

MinuX _"_ MI:’VILJX

Q" = —————— L. 27
' kz,: 2P+ Py " 7

Finally the connectivity index of the i-th LU is defined by [9]
ci(t) = Pi(1)/ D", (28)

so that ¢;(¢) € [0, 1] for all ¢ (¢; = O corresponds evidently to no connectivity, and
¢; = 1 to total connectivity).

Thus the equations of the system (6) and (7) are coupled through the coefficients
¢; (t) which depend on M (¢) and definitively on m (¢).

Because of the great number of LUs that an environment can possess, solving (6)
and (7) through a numerical integrator may be costly and stiffness problems may
arise. Morever in [9], the numerical integration of a system similar to that of Egs. (6)
and (7) has shown the presence of some instability due to the presence of such a
large amount of equations. Thus, an approximation method has been there proposed
in order to transform the system of ODEs in an algebraic closed hierarchy, evaluating
as well its accuracy (see also [11]). The problem of solving Egs. (6) and (7) through
an algebraic hierarchy instead of a numerical integration allows the use of the model
also by persons not acquainted with ODE integrators.

For this reason in the present paper we adopt such a method and we derive as
follows such an algebraic hierarchy. If one assumes for a moment that the Eqgs. (6)
and (7) are completely uncoupled, meaning that the quantities m; and v; are constant,
respectively, in Eq. (6) and in Eq. (7), and that the coefficient ¢; is constant as well, then
the system itself, starting from the initial data v; (¢ = 0) = v;o and m; (¢t = 0) = m;,
has the following explicit solution, thanks to its classical logistic structure [12]

am; — h;U;

vi(t) = (29)
Dj expl—(aim; — h;U;)t] + a;m;

i —ri(1—v;

ml(t) = ¢ 4 ( v ) (30)
D;" exp [ - (Ci —ri(l— V,-))t] +c
where
DY = am;(1 —v;) — hiUi, Dy = ci(1 —mjg) —ri(1 — Vi)‘

Vio mio
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Such a solution can be used by discretizing from 7y = 0, the time axis in intervals
At =ty — t,_; sufficiently small, so that the quantities c;, v; and m; can be assumed
constant in the time interval Az. Then the solution of Egs. (6) and (7), by extending
the formulae (29) and (30), can be approximated by the hierarchy (see the discussion
in paper [9] according to the book [11])

aim;(t;—1) — h;U;

Dy (t;—1) exp [ - (aimi(ts—l) - hiUi)Al‘] +aim;(t;_1) v

vi(ts) =

city-1) = o1 = vitas-0)

D -y exp| = (ertts) = ri(1 = vitas-) ) At | + ertre-)

mi(t;) = (32)

where 1 -
D(t,_1) = aim;(t;1)[ Vztvi(lt)s_l)] —hiUi
D" (t;—1) = ci(t—1)[1 — mi(;:(?] l—) rill —vi(t-1)] .

Of course the determination of such a hierarchy at time #; must take into account
that for any solution m; at time #;_; it is necessary to compute, for all the LUs, the
values of the GBTC M; = m; M["**, of the fluxes @; and then of the connectivity
indexes c;. On the other hand the values of h;, U;, r;, M["** and H;; are constant and
consequently can be computed before the generation of the hierarchy itself.

Finally, it is worthwhile to note that the hypothesis that territorial quantities are
almost constant during the time interval At is justified by the fact the relaxation time
of an environmental system is sufficiently long.

5 Evaluation Analysis of the Whole Environmental System

In this section we examine the dynamics of the whole environmental system, provid-
ing the solution obtained with the iterative scheme explained in the previous section,
using Eqgs. (31) and (32). The computations have been performed using the software
Mathematica, version number 10.0.0.0. We give in the Table2 the values of the
quantities H;; and L;;. Note that in the first column of the table the couple of the
neighboring LUs is indicated only for those LUs that present permeable borders.

Figures 7, 8 and 9 show the time evolution of v; and m; (fori = 5, 8, 10, 13, 20,
24), at an arbitrary scale, when the corresponding LUs are connected in the whole
environmental system, through time dependent connectivity indexes c; (¢).

In particular Fig.7 presents the time evolution of LU 5 and LU 24. In Sect. 3,
when studying separately the landscape units, we have mentioned that these two LUs
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Table 2 Values of H;; and L;; for the neighboring LUs presenting permeable borders

LUs H; Lik

1.2 391 782
1_17 3017 7543
1_18 3664 7327
1_24 2896 5792
2.3 1098 1569
2_4 1292 1845
4_5 964 1377
4_ 15 1062 2654
5.2 262 374
5.6 3837 7675
5.9 2804 7011
5_14 553 1383
5_15 633 1583
5_21 267 381
522 122 175
6_7 5416 9027
6_8 533 927
7_8 1460 2919
8_9 4231 8991
9 11 241 602
9 12 1931 2758
9 13 1072 1531
9 23 771 1543
10_9 425 850
10__20 305 763
11_12 855 2137
11_19 228 1138
12_13 984 2461
13_19 821 1172
13_23 680 3401
14_15 634 1585
14_16 548 1096
14_22 109 156
16__17 1785 3570
16_21 311 778
16__22 281 702
18__17 5429 10857

(continued)
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Table 2 (continued)

LUs H; Lix
18__19 3352 6705
18_20 5390 10780
19_20 1553 3106
21_22 184 459
21_23 197 493
242 2557 5114
v,m v,m
10 05

08¢ 041 m24(t) /!

06
041

0.2F 3
F : Vou(t)

W e we e

100 200 300 400 Time

Fig.7 Representation of the LUs in the whole environmental system. Left — LU 5. Evolution of vs
and ms versus time. Right — LU 24. Evolution of vp4 and m»4 versus time

exhibit the unique stable node (vi(z), ml@ ), see Table 1, and have a similar behavior,

so that we have shown only the plots of Fig.1 concerning LU 5. The behavior of
these LUs is completely different when the environmental system is considered as
a whole. In fact, a new stable node of high ecological quality appears for LU 5, say
(v§4) ,m 24)), thanks to the monotonic increasing of the GBTC variable ms. Despite the
fact that for a long initial transient the variable vs assumes values close to zero, LU 5
tends to the node (v§4), mg4)). Conversely LU 24, because of a significant decreasing
of my4 during the transient behavior, does not reach an equilibrium of high ecological
quality and leads to the one typical of agricultural areas.

Moreover Fig. 8 describes the dynamics of LU 8 and LU 20 which, when isolated,
exhibit a trend to the stable nodes (v§4) , mf4)) of high ecological quality, as shown
in Figs.2 and 6 of Sect.3. In the whole system simulation, LU 8 still reaches the

equilibrium (vé4), mg‘)), whereas LU 20 presents a loss of ecological quality and

evolves towards the equilibrium (v%), m%)), since for a long time interval it exhibits
a strong decrease of the GBTC variable m,y which causes the decay to zero of the
variable vyg.

Finally, Fig.9 considers LU 10 and LU 13. The stability analysis carried out in
Sect. 3 for LU 10 shows, as visualized by Fig. 3—/eft, that this sector admits the two

stable attractors (v%), m%)) and (vﬁ?, m%)), and consequently the dynamics of such
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Fig. 8 Representation of the LUs in the whole environmental system. Left — LU 8. Evolution of vg
and mg versus time. Right — LU 20. Evolution of vy and mq versus time
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Fig. 9 Representation of the LUs in the whole environmental system. Left — LU 10. Evolution of
vio and m o versus time. Right — LU 13. Evolution of vy3, m|3 and c13 versus time

LU depends strongly on the initial data (in particular for those of Table 1 the equilib-
rium solution reached was (v%), m%))). When the whole system is considered, LU 10
improves its environmental properties and tends to a scenario of high ecological qual-
ity reaching the equilibrium (v%) ,m %) ), since evidently the basin of attraction of node
(v%), m%)) is now different. Analogously, also LU 13 presents such an improvement
when well connected to its neighbors, as it can be seen by Fig. 9-right: after a long
initial transient where the variable v;3 is close to zero, then there is a strong growth
of vy3 itself due to the monotonic increasing of both the GBTC variable m 3 and the
connectivity index c;3 (dashed line). Thus, LU 13 changes from a scenario showing

a complete loss of ecological quality, defined by the stable node (v%), m(113) ) when it

is isolated, to an opposite scenario of high ecological quality stated by (vg), m%) ),
when it is considered connected to the whole environmental system. Such examples
evidence how a LU can commute to a scenario of high ecological quality when it
is well connected to its neighbors, even when a bad trend is found in the stability

analysis developed individually for each LU. Such a behavior influences also the
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time scaling of the system. Let us note in fact that the time scales of Figs.7, 8 and
9 are much greater than those provided when the LUs were considered separately.
This peculiarity seems reasonable since, when the environmental system is treated
as a whole, then the relaxation times increase and fluctuations of territorial quantities
get slower.

6 Conclusions and Future Perspectives

In this paper we have proposed a new mathematical model for the evaluation of the
ecological state of an environmental system distributed in landscape units (LUs).
More specifically, starting from previous ideas advanced in paper [8], our model
acts at the level of each LU, instead at that of the whole system, and introduces as
state variables the extent of green area of high ecological quality and a generalized
biological energy of each landscape unit. The model is then capable to describe the
territory at a more detailed level, so that its properties are better apprehended. From
the mathematical point of view, the model is represented by an autonomous system
of ordinary differential equations of cooperative Lotka—Volterra type [14]. The sta-
bility analysis developed in Sect. 2 for each LU determines the equilibrium solutions
of the equations, whose qualitative trend indicates the future possible scenarios of
the LU itself. The analysis is then applied in Sect.3 to a Northern district of the
Turin Province consisting of 24 different ecological sectors linked through a con-
stant connectivity index recovered from the GIS. It allows to identify the LUs with
high ecological quality, showing a great potential to evolve to a favorable scenario,
and, conversely, those presenting a bad ecological state with a tendency to a sce-
nario of ecological quality loss. It also allows to identify the LUs showing a different
asymptotic equilibrium, in particular that typical of agricultural areas.

For a comprehensive description of the whole environmental system, the dynamics
of the landscape units is then investigated in Sect. 4, considering all LUs connected to
their neighboring sectors. The resulting model incorporates the connectivity issues
among the neighboring sectors showing that the connectivity index plays an impor-
tant role since now it has become time dependent through the state variables. The
analytical treatment of such a system is rather complicated, since it is represented by
48 coupled ordinary differential equations. Our strategy was then to use an approxi-
mation procedure based on an algebraic hierarchy and, following the ideas discussed
in paper [9], we propose an explicit algorithm presented in Sect. 5. The simulations
show how a LU can commute from a certain scenario to a completely different sit-
uation, due to the influence of its neighbors, even if a different trend is predicted in
the stability analysis developed individually for each LU.

Therefore, the study developed in this paper indicates that the connectivity among
the neighboring sectors has a significant impact in the dynamics of the LUs when they
are considered as parts of a whole. Even a rather complete analysis of the individual
LUs is not enough to describe the whole system and a model taking into account the
connectivity issues is an appropriate tool.
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In our opinion, the model proposed here offers promising results and motivates
future perspectives in terms of networking systems accounting for neighboring sec-
tors. In fact, we think that it is possible to propose a model similar to the one presented
here for what concerns the state variables, but different for the LUs coupling, bor-
rowing some ideas from electrical synapses linking neurons [2] and exploiting the
analysis of the landscape connectivity [6]. Moreover, another development could
take into account a model with more state variables, namely considering variables
v’s for each ecological class %3, . . ., €5 with non-null BTC indexes. In such a way,
the model would also include the effects due to the presence of landcover areas with
weak production of biological energy. These developments can be introduced in a
forthcoming paper.
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Derivation of Models for Thin Sprays
from a Multiphase Boltzmann Model

Valeria Ricci

Abstract We shall review the validation of a class of models for thin sprays where
a Vlasov type equation is coupled to an hydrodynamic equation of Navier—Stokes
or Stokes type. We present a formal derivation of these models from a multiphase
Boltzmann system for a binary mixture: under suitable assumptions on the collision
kernels and in appropriate asymptotics (resp. for the two different limit models), we
prove the convergence of solutions to the multiphase Boltzmann model to distribu-
tional solutions to the Vlasov—Navier—Stokes or Vlasov—Stokes system. The proofs
are based on the procedure followed in Bardos et al. (J Stat Phys 63:323-344 (1991),
[2]) and explicit evaluations of the coupling terms due to the interaction between the
two components of the mixture. The results reviewed in this article are proved in
detail in Bernard et al. (A derivation of the Vlasov-Navier-Stokes model for aerosol
flows from kinetic theory (2016), [4], A derivation of the Vlasov-Stokes system for
aerosol flows from the kinetic theory of binary gas mixtures (2016), [5]).

Keywords Two-component systems - Vlasov—Navier—Stokes system
Boltzmann equation + Hydrodynamic limit + Aerosols + Sprays + Gas mixture
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1 Introduction

In this paper we shall deal with the modelling of two phase systems where a thin
component, given by a solid or condensed phase, is dispersed in a fluid phase. These
systems (called aerosols or sprays) are sometimes modelled, at a macroscopic level,
through a system of partial differential equations consisting of a hydrodynamic equa-
tion of Navier—Stokes or Stokes type coupled to a kinetic equation of Vlasov type;
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the coupling is given by the drag force exerted by the fluid phase on the dispersed
phase.

We want to illustrate how to obtain the derivation of such a kind of models from
a model on a smaller scale, which could not be the scale corresponding to the ele-
mentary components, i.e. particles.

More specifically, our smaller scale system will be a mesoscopic one, given by
a system of coupled Boltzmann equations, one for each species, and we shall study
suitable asymptotics for the parameters which lead to the Vlasov—(Navier—)Stokes
system in the limit.

The paper reviews results obtained in [4, 5].

The class of models we want to analyse is given by the (incompressible) Vlasov—
Navier—Stokes system:

O F +v-V,F — ~div(v—u)nF) =0,
mp

e (O +u - Veu) +Vip = pvAu +« v—u)Fdv, ey
R3

div,u =0,

or Vlasov—Stokes system

WF +v-V.F — ~divy(v— u)nF) =0,
mp

— PeVA U+ Vip =k v—u)Fdv, @)
R3

div,u =0,

which describes the dispersed phase through its number density of particles or
droplets (we shall denote these entities as particles in what follows) with veloc-
ity v located at the position x at time ¢, F = F (¢, x, v) > 0, and the gas through its
velocity field u = u(t, x) € R3. The parameters «, mp, pg, v > 0 represent resp. the
friction coefficient of the gas on the dispersed phase, the mass of a particle, the gas
density and the kinematic viscosity of the gas.

The derivation of (1) or (2) from a genuine particle system, i.e. a microscopic
dynamics such that both the dispersed and the fluid phase are described by particles
interacting through deterministic laws, is presently out of reach. The next level of
validation from a smaller scale description would be to consider the derivation of (1)
or (2) as the mean-field limit of a system where a large number of particles (describing
the dispersed phase) are immersed in a viscous fluid. Unfortunately, this validation
presents major difficulties. Derivations of the Stokes and Navier-Stokes equation
with a force term including the drag force exerted by the particles on the fluid can
be obtained [1, 9], but all these derivations rely on methods of homogenization of
elliptic operators on perforated domains where the holes have finite capacity ([7, 12],
for a reformulation of [9] in the frame of potential theory see [13]). These methods
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require an uniform control on the distance among particles, which can be assured
when the particles can be considered as fixed, as in [1, 9], but which can not be
preserved by the dynamics when they are allowed to move.

This leads to consider a third class of systems at a smaller scale which can be used
to validate (1) or (2), i.e. the class where both species are described at a mesoscopic
level: we consider then a system of two coupled Boltzmann equations, one for each
species, and we consider its hydrodynamic limit, defining a scaling such that we
obtain (1) or (2) in the correspondent asymptotics.

Although this validation does not start from first principles, it presents many
advantages, first of all the absence of constraints on minimal distances among par-
ticles; moreover, using a multiphase Boltzmann system as a starting point allows to
consider a large class of interactions among the dispersed phase and the gas.

We shall describe in what follows the formal derivation, in two different asymp-
totics, of (1) and (2) from a multiphase Boltzmann system (see (3) below).

2 The Multiphase Boltzmann Model

Let consider as a starting point the mesoscopic system

WF +v-ViF =9(F, f)+ B(F),

Of+w-Vuf =Z(f, F)+€(f), @
where F (¢, x, v) > 0denotes the distribution function of particles and f (¢, x, w) > 0
the distribution function of gas molecules. Z(F) and € (f) are Boltzmann collision
integrals, resp., for pairs of particles and for pairs of gas molecules, and Z(F, f)
and Z(f, F) are Boltzmann type collision integrals describing, resp., the deflection
of particles colliding with gas molecules, and the slowing down of gas molecules by
collisions with particles.
The collision integrals verify, for F and f defined a.e. on R3 and rapidly decaying
at infinity, the conservation laws:

1
EC(fHrw)y | w | dw=0, 4)
R lwl?
B(F)(v) (1) dv=0, (5)
R v
/ D(F, f)(v)dv:/ Z(f, FY(w)ydw =0, (6)
R3 R3

and satisfy the local balance of momentum in the aerosol
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mp/R3 D(F, f)(v)vdv—i—mg/m%’(f, FYwwdw =0, (7

where m, is the mass of gas molecules and m , the mass of particles. If the collisions
between gas molecules and particles are elastic, they satisfy in addition the local
balance of energy.

We consider then typical physical parameters, length L, number densities, .4},
and .4;, and thermal speeds, V,, and V,, resp. for the particles and the gas mole-
cules, average cross sections for the particle-particle (S,,), particle-molecule (S,,)
and molecule-molecule (S,e) collisions, and the three parameters n = mg/m,,
e=V,/V, and u = (myNy)/(mp.A,), and we rewrite (3) in dimensionless form
(assuming as typical time L/V, and measuring the speed of each species in terms
of its thermal speed), obtaining [4, 5]

v,
WF +v-V,F = %Sngvg@(F, )+ A8,y LB(F),
P

v v v (®)
8zf+7gW-fo = %Spgl‘vg%(f, F) + %Sggl‘vg%(f)'
P P e

In what follows, we assume .4, S, L < 1, so that the collisions between particles
can be neglected (this hypothesis can be formally justified on the basis of the chosen
scaling, we shall nevertheless assume it here without further explanation).

Since the thermal speed of the particles is in general smaller than the thermal
speed of the molecules, and the mass of the particles is much bigger than the mass
of the gas molecules, we assume ¢ < 1 and n < 1 (notice that there is no need in
general to make assumptions concerning the size or the relative size of the molecules
to the particles, if not the ones allowing to consider (8) as a valid starting system).

We assume moreover

n N & W
;=7:e[0,1], «/‘@Sng=;, and - Ay Sge L = —.

The relative size of u with respect to ¢ will differ for the two different scalings.
With this assumptions, the dimensionless scaled system becomes

GF +v-ViF = ~9(F, f),

1 1 w (

0 f +w-Vof = ~R(f, F)+ 2%(f).
€ " €

We shall then consider two different asymptotics.

First,we assume u = 1: when u = 1, the mass density of the gas and the mass
density of particles have the same order of magnitude, we have only two small para-
meters, n and ¢, s.t. n K &2, and the scaled Boltzmann system, whose asymptotics
leads to the Vlasov—Navier—Stokes system, reads
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GF +v.V,F = ~o(F, .,
1 ! 1 (10)
o f + e Vif =2%(f, F)+ g—z(to”(fl

Then, we shall consider . — 0: here the mass density of the gas is much smaller
than the mass density of the particles, the limit of (9) is the Vlasov—Stokes system
and the three small parameters involved are such that n < &% and & <« u?> < 1.

As a last remark, we recall that systems similar to (1), (2) are used in applica-
tions. As an example, the Vlasov—Stokes system is used in the modelling of medical
aerosols in the trachea and of drug deposition in the upper part of the lungs and the
values of the parameters involved fit the asymptotics analysed in [5].

3 The Collision Kernels

In (9) we define the (e- and n-dependent) dimensionless collision integrals as

E(fHw) = /R | LONFO) = F0 fO)ele = 0)dwdo, (1)
D(F, ) :/R3 o F(V)f(W)Hpg(v, dvV dw)
- F(V)/} W) lev —w| Zpe (lev —w]) dw,
¥ (12)
A(f, F)w) = /R POV, 00,4V W)
—fw) /3 F)lev —w| Zpg (lev —wl) dv,
N (13)

where the measure—valued functions IT, and the functions X, (both nonnegative) are
related by:

/ dv IT,,(v, V' dw') = |V — W[, (Jev —w'[) dV' dw',
R3

! (14)
/ dw [Ty, (w, dv' dw') = [ev' — W|Z e (lev — W) dv dw'.
R}
The collisions between molecules are elastic, so that
w=w—Ww-w,)- oo,
, ( ) (15)

W, =Wyt (W —wy) - 0o,
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and the collision kernel ¢, which is associated to a hard potential satisfying Grad’s
cut-off assumptions, is of the form

cW — Wy, @) = |Ww — Wy |0ge (W — Wy, | cos(W — wy, ®)]). (16)
As for the collisions between molecules, some more technical assumptions will

be needed in order to pass to the limit. We define the linearised collision integral
around the Maxwellian

Mw) = e "2 (17

as
L =—M"'DEM) - (M¢), (18)

where D is the functional derivative. . is a Fredholm, self-adjoint operator in
L*(Mdw) s. t. Im ¢ = Ker £+ (e.g. Theorem 2.1 in [4]).
Defining
AWw) =wew— HwI (19)

we have AL Ker % in L>(Mdv) and 3 a unique A € Dom . such that
YA=A, AlKer?. (20)

By the symmetry properties of the collision integral and the rotation invariance of
(17), A can be shown to be of the form

Aw) = a(lwhAw), (21)

where « is a measurable function such that ng o |wl*(@ * M)*Mdw < oo.

We shall assume o € L*°(R;), but in the Vlasov—Stokes asymptotics we shall
need to add the following condition

(A). VA < C(1+ [w]).

As for the class of collision integrals 2 and % which will be analysed, they shall
verify the following properties:

(H1). (Conservation of mass) 3 a measurable function ¢ = g(r) s.t. 0 < g(r) <
C(1 +r) for some C > 0 and I1,; and I1,, satisfy

/ T, (v, dVAW)dy = / Mgy (w, dVAW) dw = g(|eV — W)AVdW .
R3 R3

(H2). (Conservation of momentum) 3 Q = Q(r) € C(R}), with Q0 >0 and
Q(r) +1Q'(r)| < C( + r) for some C > 0, such that IT,,, and [T, satisty
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8/ dv(v =WV, (v,dVdW) = —17/ dw(w — W)I,,(w,dVdW)
R3 R3

=1 eV —W)0(sV — W|)dVdW .
1+n

(H3). 3 a constant C > 0 such that 7, satisfies

Mpe(v,dVAW) < Cn? (1 + |V — W|P)g(lsV — W])dVdAW,

(g is the function in (H1)).

The next hypothesis will have different form for the Navier—Stokes and the Stokes
asymptotics. After the common part in its statement, we split it then into two parts,
the first one referring to the Vlasov—Navier—Stokes model and labelled as (H4)VNS
and the second one referring to the Vlasov—Stokes model labelled as (H4)VS:

(H4). The limiting measure Hgl',o satisfies! %#Hg[;o = Hg;,o V R € O3(R), where
Tk w, V, W) (Rw,V, RW), and either

(H4)VNS Y& :=d(w, W) s. t. |@w, W) <CA+ |w?>+ |WPHMW),
dp > 3,

/ (IL+|V[H™?P
R3

Moreover,

&,n—0

/ @ (w, W)IT5) (w, dVAW) — T3 (w, dVAW)) dw| = 0.
R3xR3

/ dw (1 + wl* + [WPHMW)IT (w, dVAW) € L' (1 4+ V)7 dV);
R3xR3

or
(H4)VS Y& € CLR3 x R3) s. t. [®(w, W)| + |Vy®(w, W)| < C(1 + [w|?> +
[WIHM(W),Vp > 3,

/ 1+ VP
R3

when ¢, n — 0.

/ @ (w, W)UTE) (w, dVAW) — T3 (w, dVAW)) dw| = O(e + )
R3 xR3

3%

The last hypothesis, valid for both asymptotics, is:
(HS5). Vh € L>(M (w)dw) and 1, ¢ ~ 0, 3C > 0 independent of 1 and ¢ such that:

(1+W?) ) e
A W(Hw YM (W) |h(W) gy (w,dVAW) dw < CIIAI1 12 (a1 0ydn) -

I'The notation .7#m designates the push-forward of the measure m by the transformation .7.
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Hypotheses (H1) to (HS) are satisfied in some relevant cases for the collision
between molecules and particles, such as elastic collisions associated to a hard poten-
tial, and inelastic and diffuse as in [6].

4 The Main Results

We now state a theorem, collecting the results proved in [4, 5] and give the sketch
of its proof: details can be found in [4, 5].
In what follows, for each ¢ € L' (M dv), we set (¢) = fR3 dwW)M (w) dw.

Theorem 1 Let g, = g,(t,x,w) >0 and F, = F,(t,x,v) > 0 be sequences of
smooth (at least C') functions, and

Ja(t,x,w) := MW)(1 + £,84(1, x, W), (22)

where M is the Maxwellian (17). Assume that (F,, f,) is a solution to (9) (with
€, D, Z defined in Sect. 3), where I,y and Mgy™ satisfy (HI)~(H3), the first part
of (H4), (HS5), and the molecular collision kernel c (such that (15), (16) hold) is
associated to a hard potential satisfying Grad’s cut-off assumptions.

Let o in (21) be such that « € L*°(R.), and

en—> 0, n/e2 =0, &/u2—0.

Assume F,—F in L7° weak-* g,—g in L? (R x R3 x R?) weak and that

loc loc

(a) 3p > 3 such that, VR > 0,

sup sup (14 V)P Fy(t, x,v) < Cg < o0
n>1 (t,x,v)e[0,R]x[—R,R]PxR3
(b) the sequence (g,zl) is bounded in L}OC (R x R?),
(c)
(np(W)) — (gp(W)) (23)

strongly in L? (R% x R3) for each ¢ € C.(R?).

loc

Then 3 L*>° functions p = p(t,x),0 =0(t,x) € R, and a L™ vector field u =
u(t, x) € R3 such that, for a.e. (t,x,w) € Ry x R3 x R?,

gt,x,w)=p, x)+u(t,x) w+0(t, x)%(|w|2 —-3), 24)

and the pair (F, u) satisfies, in the sense of distributions,

1. [4] the Vlasov—Navier—Stokes system



Derivation of Models for Thin Sprays from a Multiphase Boltzmann Model 293

F +v- -V, F =kdiv,((v —u)F),

div,u =0, 25)
oru +divy(u @ u) =vA,u —Vyp+« /(v —u)F dv,
if wy = 1 and ;™ and gy™ verify (H4)VNS;
2. [5] the Vlasov—Stokes system
oF +v- -V, F =kdiv,((v—u)F),
div,u =0, (26)

—vAxu—VXp:K/(v—u)de,

if o — Oand ITy™, Mgy™ verify (H4)VS, and (A) and the additional assump-
tion that, for some q > 1 and VR > 0,

sup sup (1 4+wHPgrM(w)) < oo 27)
n>1 (1,x)€[0,R]x[—R,R]?

are valid.

In both cases

vi=a [ AL LAMW) dw >0, k= %/ O(whIwlPM(w)dw > 0, (28)

where Q is defined in assumption (H2) and A, % are defined by (20)—(18).

The proof of Theorem 1 is based on the formal derivation of the incompressible
fluid dynamic limit of the Boltzmann equation formulated in [2] and can be split in
the following steps.

4.1 Asymptotic Form of the Molecular Distribution Function

Proposition 1 Under the assumptions of Theorem 1, 3 L™ functions p = p(t, x),
0 =6(t,x) € R, and a L™ vector field u = u(t, x) € R® s.t. (24) holds. The field u
satisfies in 9'(R%. x R®) the incompressibility condition

div,u =0 (29)
and A, defined in (20), is such that

(Aw)w - Vog) = v(Vu + (V")
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with v defined in (28).
Proof We have first:

C(M(1 + &,8,)) =€ (M) + &,DC (M) - (Mg,) + e2€(Mg,)
=—e,MLg, +e2M2(g,),

where Z ¢ is defined by (18) and
2(¢) = M 'C(M¢). (30)

The second line of Eq. (9) can be recast as:

1 n 1 _ n
atgn+8_w'vxgn+l:_2$gn = 0 M IQ(M(l"‘Sgn)’ Fn)+l:_°@(gn)a
' (31)

from which we obtain (by multiplying each side of the equation by £2/11,,)

En _ 82 &n
Lgy = (FM 'BM( +egy), F) + €,.2(80)) — M—"azgn e V&

n
(32)
The two last terms of (32) converge to O in the sense of distributions since g,—g
weak in L?

loc*

We deal now with the first term. V¢ € C.(R?),

/ 2(gn) (W) (w) dw = / (M~ W) — M~ (w)p(w))
R3 R3xR3x82
XM (Wy) gn (W) M (W) g, (W)c(w — wy, @) dodw,dw,
where w', w, are given by (15). By the Cauchy—Schwarz inequality,
‘/ 2(gn)p(w) dW‘ < C/ M (ws) gn(ws) M (W) gn (W) (1 + [w| + [wx]) dwydw
R? R3xR3

sC<g3>/ Mw)(1 + |wh*dw,
R3

so that fR3 2(gn)p(w)dw is bounded in L}OC(Ri x R)V¢ € C.(R?), and
£,2(g,) — 0 in the sense of distributions.
Likewise, for each ¢ € C.(R?), we deduce from (H1) that

/ H(fr, EOM ™ (W) (w) dw =
R3

A3 o R3(M_1(W)¢(W) — M7 W)G(W) fu (W) F, (V) g, (w, dVAW) dw,
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so that, according to (H1) and assumption (a),

‘ / B fr, F))M ™ (W) (w) dw
R}

=< C/ Ey(V) fa(W)gq(lenV — W) dVAW
R3xR3
= C(( + ngn) (1 + WD),

which is bounded in L,zoc

(R} x R3) thanks to (b) in Theorem 1. Therefore

8B o FOM ™ (w) — 0
1%

n

in the sense of distributions.
Hence Zg, — -Zg = 0 in the sense of distributions and g is of the form (24).
We come then to the incompressibility condition. Multiplying (31) by &, M (w)
and integrating in w gives (according to (4))

€,0;{gn) + divx<Wgn) =0.

Since g,—g in Lz(RfL x R?® x R?) weak and thanks to assumption (b) in Theo-
rem 1, (g,) — (g) and (wg,) — (wg) in LZZOC(Ri x R?) weak, so that div, (wg,) =

—£,0;(gn) = 0in Z'(R7 x R?) and div, (wg) = 0. Since (wg) = u, (29) holds.
Finally, since the tensor field w — A(w)w is odd, we have

(Aw)w - V,g) = (A(w) ® Aw)) : V,u.

By Lemma 4.4 in [3] (see formulas (4.13a) and (4.10), which are based on elemen-
tary symmetry arguments, in particular A(Rw) = RAMW)RT YR € 03(R)), we have
(AijAx) = v(Sidji + 88k — £81;81), with

V= %(A:XA) > 0.

Therefore, since div,u = 0,

(AwW)w - Vig) = v(Veu + (V)" = 2(divu) ) = v(Veu + (Vo)

4.2 Asymptotic Deflection and Friction Terms

The computation of the collision integral Z(F, f) is the central point in the proof.
Because 1 < 1, the heavy particles are only slightly deflected in the collision with
the light molecules, explaining how the collision integral in the kinetic equation for
the distribution function of the dispersed phase converges to the term which appears
in the Vlasov equation.
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Proposition 2 Under the assumptions of Theorem 1,

—Lgﬁ%ﬁ)ekaW—uﬂU in 7'(R% x R* x RY), (33)

Tn

1
— mﬁﬁjmmwef/@—mFm in 7'(R% x RY), (34)
En JR3 R3

with k defined in (28).

Proof We have
1
! / D(Fyy f))HO) dv
nn R3

1
== / Fn(V)fn(W)/ (@) — (V) (v, dVAW) dv
Mn JR3IXR3 R3

Z% / Fn(V)fn(W)Vqs(V)./(v_V)Hpg(v, R
n JR3xR3

+l / Fn(V)fn(W)/H(v, V): (= V), (v,dVdW)dv,
n R3><R3

(35)

where H(v, V) := [ (1 = )V2p((1 — 1)V + 1v) dr.
According to (H2), the first term in (35) is given by

% / F,(V)f,(W)Vp(V) /(v — V), (v,dVdW)dv =
n JR3xR3

f,l Jos oW (e, V — W) Q(le,V — W) dW v
1+,

—/ Fa(V)V(V) -
R3
Hence

% / EWV)f,(W)Ve(V) - /(v — V), (v,dVdW)dv =
n JR3IXR3?

D4+ 4+2+1 40,
with

Il = —en/ Fo(vy YD) / M(W)gu(W)V Q(lenV — W) dWAV
R3 14+n, Jgs

Vo (V
1;12:/ Fo(V) ]qb( )'/ MW)g,(WYW(Q(le,V — W] — Q(W[)dW ,
R3 +m Jre
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13=/ FAV)T‘W) / M(W)g, (W)W Q(W|)dwdV
R3 + 100 Jr3

o _/ E Y [ WV ode,v — W) dwdv |
R3

n
Mn R3

P—l/FW)
n_e n

Since by the Cauchy—Schwarz inequality

T(i(;/) ~/M(W)W(Q(|8nV - Wh—-0o(w))dwdv.

’/ M(W)g(W)V Q(lenV — W|)dW‘

R3

< c/w(l+en|V|+|W|>M(W)|gn(w>||V|dW
<cvia + v ied),

we have I! — 0 in L2 (RS x R?). Then,

loc

. MW)g, (W)W (Q(le,V — W) — Q(IWI))dW‘

sCen/ MW)|gu(W)IWIVI(1 + &, V] + W) dW
R3

< Cey(1+ V), /(g2),

sothat I - 0 in L}

(R x R?) . By assumption (c) in Theorem 1
MW)g, (W)W Q(W|)dW —>/R MW)gW)WOo(W])dw
R? 3

= §u/ MW)IW?Q(W])dW = ku
R3

in L}, (R} x R?), and therefore I} — xu - [os F(V)V@(V)dV in Z'(R} x RY).
Then

‘/R MOW)V(Q(lenV — W) — Q(IWI))dW‘

< Cen/ MOV)VEQ + 6|V + W) dW
R3

< Ce|VPF(1+ V],

so that
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Vo (V)
Fy(V) 1 [ MWV(Q(le,V — W) — Q(IW]) dWdV — 0
R? + 1 Jre
locally uniformly on R} x R3, and
I — —/ F(V)Ve¢(V) - V/ M(W)Q(W|)dWdV in Z' (R} x R%).
R3 R3

Finally

M(W)W(Q(IenV VZI)—Q(|W|)+ o VQ(|W|)) dW}

R3
1
S/RS M(W)IWIIVI/0 1Q'(10e,V — W) — Q"(IW])| dodW

= CIVI(L+1V])

and, for all V € R3,

1
/M(W)IWIIVI/ 10" (10, V — W[) — Q"(IW])| dodW — 0
R3 0

by dominated convergence. With assumption (a) in Theorem 1, we get

15 +/ F, (V)V¢(V) (W)EW VQ (qwWpdwdv — 0
I+ n, R3 W]

locally uniformly on R} x R?, and therefore

- —/ F(V)Vg(V) - M(W)%W VQ'(IW])dwdV in 2'(R] x R?).

By isotropy, we have [ M(W)%W VO (WD AW = %V Joe MWW Q' (IW])
dW , so that

W= = [ FOOVeW): V/m MW)(Q(WD + IWIQ'(WD) dWdV

in 7'(R} x R?). Moreover, since W - VM (W) = —|W[>?M (W),
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/m MOW)IWEQ(WI) dW = - /R W I MW)Q(W) dW
:/m M(W)div (W QW) dW
=/R} MW)BQ + [WIQ) (W) dW .
Hence
I+ r — —/R] F(V)V$(V) - v/m HWPEMW)Q(W])dwdV
= —K /R3 F(V)V¢(V)-VdVv

in 2'(R} x R?), and finally

l / E,(V)f,(W)Ve(V) -/(v — V)Hpg(v, dvdw)dv —
Ny JR3xR3

—K/ F(V)Vo(V)- (V—u)dV in 7RI x RY),
R3

with
= %/ MW)Q(WDIW*dW > 0.
R3

Next we treat the second term in (35). We have
1
‘— / Fn(V)fn(W)/H(v, V)y:(v— V)®2H,,g(v,dVdW) dv
My JR3xR3

1

<
21,

IV261.- / Fa(V) £, (W) / v — V21T, (v, dVAW) dv
R3xR3 R3

. _ & V+nW
and, with U = B FEa

252

2
AtV — W

2= V> <2eqv —UP +2/U —e,V|? =2]env — U)? +
According to assumption (H3),

2
[v — VI e (v, dVAW) dv < 20! (1 416,V = WP (lenV — W),

R £

so that
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|% / Fa(V) fu(W) / H, V) : (v = V)T, (v, dVAW) dy]

n JR3IXR3?

=< Z—;|C|V2¢||L°°/ Fu(V) fuW)(A + [,V — WPg(le,V — W]) dVAW .
n R3xR3

By (H1) and assumption (a) in Theorem 1,

/ F,(V) fu(W)(L + e,V = WD3q(le,V — W) dVdAW
R3xR3

(14, V] + W]
<CC MW)(1 + €,g,)(W)dVdW
sceq [ ST M+ e W)

for (t,x) € [0, R] x [—R, R]’. By assumption (b) in Theorem 1 and the Cauchy—
Schwarz inequality, the right hand side is bounded in L7 (R} x R?). Hence

loc

1 .
; /2 . F,l(V)f,l(W)/H(v, V): (= V)2, (v,dVdW)dv — 0 in L} (R} x R®)
n JR?>xR?

since 1, /&2 — 0, which leads to (33).
Then, by assumptions (H1)—(H2),

1 1
— | wR(fn, Fn)dw = — W= W) fu(W)Fp(V)ITgp(w,dVdW) dw
&n JR3 &n JRIxR3xR3

1 1
=—— OV =WVFE(V) (W) pg(v,dVAW)dv = —— / VD (Fy, fn)dv,
Nn JR3xR3 xR3 Nn JR3

so that
- ni/ dWD(F,, fr)dv — K/ FV)Ve(V) - (V—u)dV (36)
n JR3 R3

in7'(R} x R?) for each test function ¢ € C2(R?) and V¢, V2¢ € L>®°(R?). Setting
¢ (v) = vin (36) leads to (34).

Notice that, in the previous steps, neither w, — 0 nor any specific hypothesis in
Part 1 or 2 of Theorem 1 is needed, so that the proofs of the previous propositions
are valid for both the Vlasov—Navier—Stokes and the Vlasov—Stokes asymptotics.

4.3 Convection Term

This proposition is needed only to deal with the asymptotics in Theorem 1 Part (1)
(it can be skipped when dealing with Part 2).
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Proposition 3 Under the assumptions of Theorem 1,
(Aw)2(g)) = Au)

where A is defined in (20) and 2 is defined in (30).
Proof By Proposition 1, g(z, x, -) € Ker & for ae. (z, x) € R} x R3 and (see for-
mula (60) in [2]) 2(g(, x, ) = L (g(t, x,)?), forae. (, x) € R% x R®. Since
& is self-adjoint on L?>(M dw) (Theorem 2.1 in [4]) and g € Dom .Z, we get
(AW 2(2)) = (AWM Z(e) = 3(LA)g’) = 3(Ag).
Eliminating the odd component of g (w > A(w) is even) we get
But A(Rw) = RA(w)AT and trace(A) = 0 (Lemma 4.2 in [11]), so:

<A (o + 601w —3))° > = §<trace(A) (o + 01w —3))° >1 =0.

Moreover (Lemma 4.2 in [11]) (A®@wW Q@ w)iju = (AijAw) = Sidj1 + 81 jx —
%8,‘.,- 81 , so that finally

(A®w®w):(u®u)=2u®u—%|u|21

and the proposition is proved.

4.4 Asymptotic Friction Flux
Proposition 4 Under the assumptions of Theorem 1,

% /A(w)%(fn, F)w)dw — 0 in 7'(R% x RY).

n

Proof First, we write

/ AWR (S, F) () dw =
R (37)
/ AW R (M, F)(w)dw + &, / AW)Z (Mg, F,)(w)dw.
R3 R3



302 V. Ricci

The first term on the right-hand side of (37) is then given by:

/ AW)ZM, F,)(w)dw =
R3

/ Fu(VYM(W)(A(w) — A(W) T (w, dVAW) dw .
R3xR3xR3

Now we have to distinguish the two different asymptotics, u, = 1 and w,, — O.
When p, = 1 (Vlasov—Navier—Stokes asymptotics, Theorem 1 part 1), we use
the bound

/ (A,@(M, F)— F(V)M(W)(A(w)—AW)) T (w, dVdW)) dw
R3 R3xR?

<

/ Fu(V)M(W)(A(w) — A(W))IT™ — IT0) (w, dVAW) dw
R3xR3xR3

+

/ (Fu(V) = F(V)M(W)(A(w) — A(W) TS (w, dVAW) dw| .
R3xR3xR3

The first term on the right hand side vanishes in 2’ (R x R3) because of (H4)VNS
and o € L*(R,). The second term on the right hand side also vanishes in 2’ (R% x

R?) because of (H4)VNS.
According to the first part of assumption (H4), VR € O3(R)

/ F(V)M(W)(A(w) — A(W) T (w, dVAW) dw

R3xR3xR3

= / F(V)MW)(A(w) — A(W)) Zp#IT00 (w, dVAW) dw
R3xR3xR3

= / F(V)M(W)(A(Rw) — A(RRW)IT) (w, dVdAW) dw .
R3xR3xR?

Because of (21), A(Rw) = RAW)RT ,Y R € O;(R), and, VR € O5(R),

A = F(V)M(W)(A(Rw) — A(RW)ITY (w, dVAW) dw = Ra/ R"

R3xR3xR3

a.e.on R} x R3, so that <7 (¢, x) = % trace(</ (¢, x))I = 0 (e.g. Lemma 4.2 in [4]).
Hence, the first term in (37) is s.t. fR3 A(w)%(M, F)(w)dw — 0 in Z(R} x
RY).
Next, we deduce from (H1) that, for all (¢, x) € [0, K] x [—K, K]?, by (H5) and
assumptions (b) in Theorem 1
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R3

/ (A(w) — A(W)M(W) g, (W) E, (V) Ty, (w,dVdW) dw‘
R3xR3xR3

< CK/ 3(|w|2 + IWPRMW)|ga (W) + VI P g, (w, dVAW) dw
R3xR3 xR

< CCxkllgllL2m aw)-
(33)
From assumption (b) in Theorem 1, (38) is bounded in leoc(Rj x R3), so that
the second term in (37) vanishes.
When u,, — 0 (Vlasov—Stokes asymptotics, Theorem 1 Part 2), we consider the

additional hypotheses in Theorem 1 part 2 and we get a simplified procedure.
We use as a test function @ (w, W) = M(W)(A(w) — A(W)) and we write

‘/A(w)%(M, F)(w) dw—/F,l(V)M(W)(A(w)—A(W))ng;,o(w,dVdW) dw‘

< C/(l +IVPP /cp(w, W)UITEw™ (w, dVdW) —Hg;,o(w,dVdW))dw‘.

By assumption (A), ® € C'(R3 x R¥) and |® (w, W)| + |V,,@(w, W)| < C(1 +
[w|? + |W|?>)M (W) . Therefore, (H4)VS implies that

/ AW)Z(M, F,)(w)dw =
R3

/ F,(VYM(W)(Aw) — AW)ITY (w, dVAW) dw + O (e, + 1) -

By using the symmetry assumption as in the Vlasov—Navier—Stokes computation,
we get for all R > 0 the bound

sup / AWZ (M, F)(w)dw = O(e, + ), (39)
R3

t+|x|<R

so that &+ fes A(W)Z(M, F,)(w) dw vanishes.
Then, for some p > 3,

/ B(Mgn, Fy)A(w) dw| <
R3

lwl? + [W]?
Cp/ o —M(W)|gy(W)|[Ty,(w, dVdAW) dw,
rRexrxr? (1 + (VI[P
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loc

inequality is bounded in L}, (R} x RY) by (HS) and assumption (27) in Theorem 1

loc
part 2. Since Z— — 0, we conclude the proof by obtaining

where C, = Cp,(t,x) € L}, (R} X R?). The integral on the right hand side of this

[ Aw) R (Mg, Fyydw — 0 in '(RE x RY).
Mn JR?

4.5 End of the Proof of Theorem 1

We shall now give the final result, recalling that lim,, u,, = 1 in the Vlasov—Navier—
Stokes asymptotics (Part 1 of Theorem 1) and lim, u,, = 0 in the Vlasov—Stokes
asymptotics (Part 2 in Theorem 1).

Since .Z is self-adjoint in L?(M dw),

e

n

A(W)g,) = ?«ﬂ)(w)g@ = <A<w>?.$gn>.

Following the same procedure as in [2], we use the Boltzmann equation for g, in the
form (32) to express the term elf gn:

o

En

- - 1.
AW)gn) = n(AW)2(gn)) — (AW)(€nd;r +w - Vi)gn) + ;(A(W)Mfl%(fn, Fu)).
(40)

We first pass to the limit in the term (A(W)(en0; +w - Vy)gn) in 7' (R% x RY).
Since @ € L™, we have ((1 + |w])2|A(W)|?) < oo . By assumption (b) in Theorem 1
and the Cauchy—Schwarz inequality,

(/Ig,,) — (/{g) and (wfig,,) — (wﬁg} in L?

loc

(R} x R?) weak.

Hence (A(W)(€ad; + w-V)gn) = €0,(Agy) + divy(wAg,) — div,(wAg) in
2'(R%. x R?), so that, by Proposition 1,

(AW)(End +w-V)gn) = v(Vau + (Vo)) in Z(RE x RY) . (41)

Next, we evaluate the term (A(W)Q (gx)). We use the identity
(A2(g.) = / PO )M )8, () MOw) g (w)dwdw,
R3xR3

where P(w, w,) := J(AW) — AWw))c(w — w,, ®) dw. Since c satisfies Grad’s
cut-off assumption and @ € L™, |P(w, w,)| < C(1 + |w|* + [w,]?).
The next step is needed only in the Vlasov—Navier—Stokes asymptotics (i, = 1).



Derivation of Models for Thin Sprays from a Multiphase Boltzmann Model 305

We define
h(t, x, w) :=/ P(w, w)Mw,)gu(t, x, wy) dw, .
R3

Assumption (b) in Theorem 1 implies that sup,,.. f[o, RIX[—R.R (gn)?dxdt < o0
so that, by the Cauchy—Schwarz inequality, uniformly inn > 1 as R — oo,

/ |P(w, wllga(t, X, w)|M(w,) dw, — 0in L7, (R% x R* x RY).
[wsl>R

We deduce then from assumption (c) in Theorem 1 that, in leoc Ry x R3 x RY),

h,(t,x,w) —> / Pw,w)Mw,)g(t, x,w,) dw, =: h(t, x, w).
R3
In particular, by weak-strong continuity of the pointwise product,

/ h,(t, x, w)MWw)g,(t, x, w)dw — h(t, x,w)yM(w)g(t, x, w)dw
wl<K

w|<K

in Z2'(R; x R¥) forall K > 0. Since M (w)h,(t, x,w)> < C(1 + [w[*)>*M (w)(g?),
by the Cauchy—Schwarz inequality,

/ hy(t, x, w)M(w)g,(t, x, w)dw < Jc (/
lw|>K |

w|>K

1/2
(1+ wP)*M(w) dw) (g2) = 0

in legc (R% x R?) as K — 400 uniformly in n > 1, according to assumption (b) in

Theorem 1. Hence, from Proposition 3
(A2(gn)) = (hugn) — (hg) = (A2(g)) = Aw) in Z'R. xRY). (42

Notice that, when considering the Vlasov—Stokes asymptotics, w, — 0 and it is
sufficient to consider the bound

- 12
AW 2G| < (182)(g2)) " (/R MOMOD( + bl + we ) dw*dw) ,

X

so that 11, (A(W)2(g,)) — 0in Z'(R%. x RY).
Since the last term on the right hand side of (40) vanishes by Proposition 4,
collecting all the estimates we get

Ly

n

AW)gn) — (lim p,) A(u) —v (Vo) + (Va™)  in 2Ry x RY).

In particular, by the divergence-free condition in Proposition 1,
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o

n

div, A(w)g,) — (lim w,) (divx(u Qu) — %Vx|u|2) —vAu — vV, div,u

= (lim ) (dive(u @ u) — 1V, [ul*) — vA,u

in 7'(R% x R3). Hence, for each compactly supported, smooth vector field & =
£(x) € R? s. t. div,& = 0 we have in Z'(R%)

e

n

/ @w@wgn)(t,x):vg(x)dx:/ AW)g) (2, x) : VEX) dx
R R3

3 &y

— / (im p,)u @ u — vV,u)(t, x) : VE(x) dx.
R3 n

We recall now the momentum balance law for the Boltzmann equation for gas
molecules

WM™ Z(f,, F)) . (43)

1
0y (Wgn> + _diVx <W®2gn> =
&€

n lbl’rlgl’l

By Proposition 1, (wg,) — (wg) =u in LZ(Ri x R?) weak, and (El”(wM”%’
(fus F)) > k [(v —uw)Fdvin Z'(R% x RY).

Thus, for each divergence-free, compactly supported, smooth vector field & =
£(x) € R?, passing to the limit in the weak formulation of (43), we get

(lim M”)a,/ u(t,x) - &(x)dx =/ ((lim p,)u @ u —vV,u)(t, x) : VE(x)dx
n R3 R3 n

+K/ E(xX)-(v—u(t,x)F(t,x,v)dvdx .
R3xR3
By Theorem 17’ in [8], there exists p € 2'(R*% xR?) such that

(lim )0, u + div, ((lim w)u @ u — vVyiu) — « v—u)Fdv=-V,p.
n n R3

This gives the third equation in (25) when u, = 1 or in (26) when lim,, i, = 0.
Finally, the equation for the distribution function of the dispersed phase is (first
line of (9)):

1
oF,+v- -V, F,=—2(F,, fu).
"

The assumptions on the convergence of F), in Theorem 1 imply
Fy+v-V.F, > &F+v-V,F inZ' R} xR xR

leading, together with Proposition 2, to



Derivation of Models for Thin Sprays from a Multiphase Boltzmann Model 307
oF +v- -V, F =kdiv,((v—u)F),

concluding the proof of Theorem 1.

5 Conclusion

In this paper we gave a review of the results obtained in two previous papers [4, 5]
about the asymptotics leading from a multiphase Boltzmann system to models for
sprays where an hydrodynamic equation of Stokes or Navier—Stokes type is coupled
to a Vlasov equation.

The validation is formal, in the sense that some convergence properties of the
sequences of solutions to the systems of partial differential equations involved in the
asymptotics are assumed instead to be proved.

The theorems proved in the articles [4, 5] are presented under the form of a unique
theorem, so to make easier the comparison and to highlight the analogies and the
differences in the two proofs, leading to the limit systems of Vlasov—Navier-Stokes
and Vlasov—Stokes in the two different asymptotics.
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