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Preface

The international conferences on Computational and Mathematical Methods in
Science and Engineering (CMMSE) are annual events where professionals of a
variety of denominations who use analytic and numerical methods of investigation
communicate the most recent results of their research.

The latest edition of this well-established series of meetings took place in the
resort of Costa Ballena, Rota, Cadiz, Spain, June 30-July 6, 2019, and included a
special session on the applications of integral methods to scientific developments
in a variety of fields, such as pure analysis, numerical techniques, mathematical
biology, petroleum engineering, and continuum mechanics. The chapters in this
volume, arranged alphabetically by first author’s name, represent a collection of
selected, peer-reviewed articles presented in that session.

On behalf of the participants, I wish to express my appreciation to the organizing
committee—in particular, to its chairman, Jests Vigo Aguiar—for underwriting the
success of the conference by providing an environment conducive to the forging
of good interpersonal relationships and the creation of synergies that will lead to
further advancements in the construction and use of an essential class of techniques
for the qualitative and quantitative study of mathematical models.

Finally, I would also like to thank the reviewers for their thorough and timely
responses and Christopher Tominich and his team at Birkhduser—New York for their
courteous and professional handling of the publication process.

Tulsa, OK, USA Christian Constanda
March 2020
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Chapter 1 ®
New Numerical Results Qe
for the Optimization of Neumann

Eigenvalues

Daniel Abele and Andreas Kleefeld

1.1 Introduction

We will discuss the optimization of interior Neumann eigenvalues with respect
to the shape of the domain. To state the problem precisely, consider an open,
possibly disconnected set £2 € IR? with smooth boundary 2. The normal onto the
boundary at point x € 952 directed into the exterior is v := v(x). Interior Neumann
eigenvalues are values A = 2 € IR for which the boundary value problem (BVP)

Au+rk2u=0 inf (1.1a)
ou
— =0 ondf (1.1b)
v

has non-trivial solutions. Precisely, Eq. (1.1a) is the Helmholtz equation with
wavenumber « in the interior of §2 and Eq. (1.1b) is the homogeneous Neu-
mann boundary condition. The problem arises in the study of acoustic scattering
[CoKr13]. It is well-known that the eigenvalues are discrete, real, and nonnegative:

O=X <A <A <....

The eigenvalues depend on the domain. The optimization problem for the k-th
eigenvalue is

max{A;(£2)}

sit. [2]=1
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Table 1.1. Recen.t re.:sul.ts for k [AnFr12] | [AnOul7] |[KI119]
the numerical optimization of
interior Neumann eigenvalue 1 |- 10.66(2) |-
A 2 |- 21.28(4) |-
3 13279 (3) 32.90(3) |32.9018 (3)
4 143.43(5) 43.86(3) |43.8694 (3)
5 |54.08 (7) 55.17(3) |-
6 |67.04(4) 67.33(4) |-
7 |77.68 (6) 77.99(6) |-
8 [89.22(4) 89.38(4) |-
9 |101.73 (4) | 101.83(4) |-
10 | 113.86(5) | 114.16(5) |-

The value in parentheses is the multiplicity

with |£2| denoting the area of the domain. The area must be constrained as the
eigenvalues are inversely proportional to the area. So the goal is to find the shape of
the domain that maximizes A for £k > 0 among all domains of constant area. The
eigenvalue Ao, for which (1.1) has only constant solutions, is ignored here as it is
always zero.

There has been some theoretical and numerical work in this area. Szegd and a
little later Weinberger have shown that the first eigenvalue is maximized by a disk
[Sz54, We56]. The second eigenvalue is maximized by the union of two disjoint
disks of the same size [GiNaPo09]. It is so far unknown if maximizers for higher
eigenvalues exist. However, it has been shown that disjoint unions of disks do
not maximize all eigenvalues [PoRo10], so there is room for exploration. Recent
numerical results suggest that maximizers for the first ten eigenvalues exist and
follow a certain system [AnOul7, AnFrl2]. That system has been exploited to
get more precise results for some eigenvalues [K119]. Those numerical results are
summarized in Table 1.1.

1.1.1 Contribution

This work expands on the idea of [K119]. We show that the parametrization of
shapes presented there is not very successful beyond the fourth eigenvalue. By
introducing additional parameters we managed to get improved optimization results
for some eigenvalues, while still using fewer parameters than a general Fourier
series approach. As the performance of the eigenvalue solver directly affects the
achievable precision, we discuss the employed methods and the implementation in
greater detail and explain some adaptations that make optimization feasible on a
larger scale than before: more eigenvalues, more degrees of freedom and greater
precision. In particular, we developed a strongly scaling parallelization scheme.
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1.1.2 OQutline

In Sect. 1.2 we present the method of computing the eigenvalues and its imple-
mentation. The numerical methods—boundary element method to discretize the
BVP and the contour integral method of Beyn to solve the nonlinear eigenvalue
problem—are discussed in detail in Sects. 1.2.1 and 1.2.2. That discussion motivates
the parallelization scheme that is explained in Sect. 1.2.3. Section 1.3 is dedicated
to the actual optimization. After a quick summary of the shape parametrization
of [KI119] we present the disappointing results of using that parametrization in the
maximization of further eigenvalues. We then extend the parameter space and show
the much improved results. Finally we will give our conclusion and a small outlook
in Sect. 1.4.

1.2 Computation of Eigenvalues

The process to compute eigenvalues is the same as in [K119] with the exception of
parallelization and some other important modifications that have major implications
on the required computational effort. First, the BVP (1.1) is discretized using
the boundary element method. The resulting homogeneous linear system is a
nonlinear eigenvalue problem that is solved with the method of Beyn. To motivate
the parallelization, we will give a quick summary of these methods while the
modifications are highlighted and discussed in detail.

1.2.1 The Boundary Element Method

The theory of this method is covered in [CoKr83]. Using a single layer potential
ansatz, the BVP (1.1) is first converted into the integral equation of the second kind

1 ad
SY(x) +/ —— P (x, )Y (y)ds(y) =0, x €9 (1.2)
2 a2 v (x)
whose solution ¥ € C(952) is the density of the solution of the BVP. The kernel
Lo
Py (x,y) == 1 Hy " (k [lx =yl

with Hél) the Hankel function of the first kind of order zero is the fundamental
solution of the PDE (1.1a). We choose n points x;,i = 1, ..., n on the boundary
that form /2 boundary elements with two endpoints and one midpoint. The integral
equation (1.2) is discretized using piecewise quadratic interpolation of v and the
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boundary. Collocation results in a homogeneous linear system

(%I + M(K)) V=0 (1.3)

—_—
T(x)

with system matrix T(x) and identity matrix I € C"*". The entries of matrix
M(x) € C"*" are integrals over the quadratic boundary elements of the form

Ly
/ i, gL 1) g0 (1.4)
0 Vik

with x; the collocation point, k = 1, ..., n/2 the index of the boundary element,
gr 10,11 3t Li(t)x2k—1 + L2(t)x2r + L3(¢)x21+1 the quadratic interpolation
polynomial of the k-th boundary element, v; x some approximation of the normal
onto the boundary at x; that may depend on the boundary element (see below),
and L;, j = 1,2,3 the j-th quadratic Lagrange basis polynomial. The integral
describes the influence of the j-th point of boundary element k on collocation point
X;, thus index i is the row index of the matrix entry and indices j and k depend
on the column index. Elements in odd indexed rows correspond to the endpoints of
boundary elements (x1, x3, ...) and as such are the sum of two such integrals with
different j, k as they belong to two different boundary elements. The kernel

d iK )
— D (x,y) = _ZHI (K llx =yl

i k (x = y.via) (1.5)

llx —yll

has a singularity at x = y the type of which depends on the choice of v; .

Handling of the Singular Kernel

The singularity of the kernel (1.5) must be handled correctly when evaluating the
integrals (1.4) numerically. Note first that there is only a singularity in integral (1.4)
if collocation point x; is part of boundary element k, i.e. gx(tp) = x; for some
tp € [0, 1]. Otherwise the integrand is continuous and does not present any specific
challenge to numerical quadrature. Let us now assume that there is a singularity in
the k-th boundary element. We will examine the limit of the kernel by isolating the
singular part. First the Hankel function is replaced by Hl(l)(z) = Ji(z) +1Y1(z)
where J; and Y are the Bessel functions of the first and second kind of order one.
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As z — 0, Ji(z) tends to zero, so we have

im (<O -y
}gr;( T H y||><” ”,V,,k»
. K
= ylgI}C (ZYI(K lx — y||)<” ”, i,k>> . (1.6)

We replace Y7 with its power series expansion

2 2 1
Y1i@)=——+ —In(z2)/1(2)
Tz 7 2

I~ (D |\ 26+
T g f 1 D1 Yok + D+ Yok +2)) (Ez)

with ¥y the digamma function. Of this expansion only the first summand is infinite.
The remaining summands again tend to zero as z — 0. This reduces (1.6) to

) 1 x—y )
Iim(—(———, v; . 1.7
w( 21 <||x—y||2 “"> 4D

The limit does not exist for any general vectors x, y, and v; k, so further constraints
are applied. The points x and y lie on the graph of g; with x = g(#). By Taylor’s
theorem there exists a function 4 : R — R2 with lim;_, 4, h(¢) = O such that

1
gk(1) = gi(t0) + g1.(t0) (1 = 10) + g (o)t — 10)% 4+ h(t)(t — 10)*.

Inserting this into (1.7), the remainder term vanishes as it tends to zero. Let v;
be the normal vector onto g at fy. Then, the linear term vanishes as g,’C (tg) is the
tangent onto gj at 7o and (g,’( (t0), v,-,k> = 0. The constant terms cancel and only the
quadratic term remains. Hence, we are left with

(L] sl — )
m | — —2 ’
1= \ 41 \ ||lgx(to) — g ()|l

The difference quotient tends to the derivative and we find the result

I < g} (to) >
7\ s
So under the assumptions from the beginning that x; is part of element k, the

singularity in the kernel (1.5) is removable and the integrals (1.4) are proper if
(g,’((to), vi,k) = 0. Note that the existence of the integral in (1.2) can be shown
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with the same argument. In [KI19], the normal onto the exact boundary, which is
generally not normal to g, was used in the numeric computation. This results in
infinite singularities that are difficult to handle. Here, we will use normals onto
the interpolation polynomials. We denote the normal onto g at 7y as gkl (t9). For
even indices i (which correspond to the midpoint of element i /2), we always use
gil/z(l /2). For odd indices i, the point x; is part of two boundary elements and we
have g(i1+1),2—-1(1) = g(i+1),2(0) = x;. We have a choice of two different normals at
x;. When we integrate over element (i + 1)/2 — 1, we need to choose g(#+1)/2-1 €))]
and analogously for element (i + 1)/2. Otherwise the choice is arbitrary, so we
alternate to avoid introducing bias. In summary

gl#/z(%) ifi mod2=0
Vik =1 &Hppyp_1 (D) ifimod2=1Tandkmod2 = (“Ft — 1) mod 2 .
8412 ifimod2=1andk mod 2 = I mod 2

Now the integrals can be evaluated without any special handling of the singular-
ity. This makes the quadrature less expensive. We have used a routine that uses the
15 point Gauss—Kronrod rule to solve the integrals to within a relative and absolute
tolerance of 10710,

Exploiting Symmetries of the Domain

The shapes considered in this work are all symmetric to some degree. This fact can
be exploited to reduce the required work. In the integrand of the integrals (1.4) with
kernel (1.5), the collocation point x;, normal v; x, and integration point y = g (¢)
exclusively exist in norms and scalar products. Those are invariant under rotation:

IRv[ = [lvll
(Rv, Rw) = (v, w)

for all v,w € R? and all rotation transformations R. Under reflection, scalar
products switch signs but this is compensated by the switching of the integration
bounds, so the resulting integral is again invariant. Thus, if x, is the image of x; and
X, is the image of x4 under reflection or rotation, then M(k),. = M(k)pq. For this
to work, n must be divisible by two times the degree of symmetry and the boundary
elements must have the same symmetries as the shape itself (Fig. 1.1).

As an example for what effect this has on matrix M(x) we will discuss the
suspected shape maximizer of A3, which has degree of symmetry six (three rotations
times two for reflection symmetry, Fig. 1.1). For simplicity, we assume that the first
collocation point x1 lies on a symmetry axis. Threefold rotational symmetry and the
corresponding shifting of rows and columns by 7n/3 lead to the matrix having 3 x 3



1 Optimization of Neumann Eigenvalues 7

Fig. 1.1 Suspected shape maximizer of A3, discretized using n = 24 points that form 12 boundary
elements. Long ticks mark the endpoints, short ticks the midpoints. The shape has degree of
symmetry six, three rotations times two for reflection symmetry. The discretization parameter n is
divisible by 12, two times the degree of symmetry. The boundary elements have the same symmetry
as the shape itself. The points x4, Xp, X, X4, Xe, and x y are images of each other

block structure

ABC
Mx)=|CAB
BCA

with some blocks A, B, C € C"/3*"/3 that each have to be evaluated only once,
reducing the required work to a third. Reflection symmetry and the corresponding
reflection of both rows and columns of the matrix lead to the matrix being centrally
symmetric with respect to the entry at row and column n/2 + 1, e.g. for n = 4 the
matrix

aebe

feghi
cjdij
fihg

is point symmetric with respect to entry (3, 3) using periodic indices. Note that this
example is just for illustration as n = 4 would not be valid for degree of symmetry
six due to the restrictions mentioned above. Each value repeats twice except where
row index and column index both correspond to fixed points of the reflection, i.e.
to points that lie on the symmetry axis. As the boundary elements are symmetric
and x; lies on the axis, so does x,/2+1. In our example, values of entries (1, 1),
(1,n/24+1),n/2+1,1),and (n/2+1,n/2+ 1) (or a, b, c, and d) do not repeat.
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Rotation and reflection symmetry combine so that all values repeat six times, except
for the fixed points of reflection which only repeat three times.

Rotation symmetry of degree r reduces the number of matrix entries that must
be evaluated to n?/r. Reflection symmetry further reduces the amount to n2/2r +4.
Except for infinitely symmetric shapes like a circle we usually have n > r, so the
complexity of the method with respect to the number of collocation points does not
change, but the total amount of work is reduced by a factor approaching 2r.

1.2.2 Beyn’s Contour Integral Method

The eigenvalues of the nonlinear eigenvalue problem (1.3) are computed using the
contour integral method W.-J. Beyn presented in [Bel2]. For simplicity, we assume
here that all eigenvalues are simple, but the method works identically for multiple
eigenvalues. Given an operator T : I" — C"*" that is holomorphic on a domain
I' C C and a closed contour C C I' with its interior int(C) C I, the method
computes all eigenvalues of T in the interior int(C).

Let «x;,i = 1,...,k be the eigenvalues of T in the interior int(C) and v;
and w; the corresponding left and right eigenvectors that are normalized so that
leT/ («;)v; = 1. Then the equation

k
zimfcf(K)T(K)_ldK = ;f(’(i)viw,!{ (1.8)

holds for all holomorphic functions f : I — C [Bel2, Theorem 2.9]. We
additionally assume that k < n, which is sufficient for our purposes. Beyn describes
an extension to the method for k > n. Applying (1.8) to the functions fy(k) = 1 and
f1(x) = « and multiplying with a random matrix Z € C"*™ from the right yields
two equations

Ao = / T(k)"'Zdxc = VWHZ (1.9a)
C

A= / «T(k)"'Zdk = VKWHZ (1.9b)
C

with V. = (v,...,v), W = (wy,...,wy), and K = diag(xy, ..., ky). The
dimension m is an initial guess for k with k < m < n. Therefore, the matrix Z
reduces the dimensions of Ag and A without reducing the rank k. Singular value
decomposition (SVD) of Ag in reduced form yields

Ag = VoSoW§
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with matrices Vo € €"** and Wy € €"** and the diagonal matrix of singular
values So = diag(o1, ..., ox). With this, the correctness of the initial guess m can
be confirmed by comparing it with the actual computed rank. In case the check is
failed, the method is started again with a higher guess m. Finally a matrix

B = VIA WS, = QKQ™!

is computed. The matrix is diagonalizable by construction with Q = VglV and has
eigenvalues «;,i = 1, ..., k. Thus, the nonlinear eigenvalue problem is converted
into a linear eigenvalue problem. If the eigenvalues are not simple, the method
works identically but K will have Jordan normal form. The structure of multiplicity
is preserved. We have enough knowledge about the location of eigenvalues to
make the choice of C trivial. All that is left is the discretization of the contour
integrals (1.9). Let the contour be described by a smooth mapping 4 : [0, 2n] — C
with h(0) = h(2m), e.g. the simplest contour, a circle with center u and radius r,
is described by h(r) = p + re'’. The interval [0, 27] is partitioned by the equally
spaced nodes t; =27 j/N, j =1,..., N with N a chosen discretization parameter.
The approximations

1 & o

Ao%m;T(h(rj)) VZK (1)) (1.10a)
1 N

A~ ;h(tj)T(h(tj))‘Zh’(tj) (1.10b)

are obtained by transforming the integrals onto the partitioned interval and applying
the trapezoidal quadrature rule. Beyn shows that the error in the eigenvalues decays
exponentially with N [Bel2, Corollary 4.8].

The operator T must be evaluated N times. This is by far the most expensive
part of the algorithm. As k is usually much smaller than n, the introduction of the
random matrix Z makes the matrices small enough so that the effort required for
linear algebra operations is small. While the solving of linear systems T (A (¢ j))_1Z
is still noticeable, the other operations (SVD, solving the linear eigenvalue problem)
are completely negligible.

1.2.3 Parallelization

For optimization with many iterations, the eigenvalue solver is required to be fast.
The evaluation of both the matrix M(x) and the contour integrals in Beyn’s method
are well suited for parallelization. This covers almost the entire computation. In
our implementation for n = 1152 and N = 48, almost 100% of the time is spent
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” m '" 2 "I y

Fig. 1.2 Time required to
evaluate each entry of M(«x)
for a domain with threefold
rotational symmetry. Vertical
stripes correspond to
alternating end- and
midpoints of boundary
elements. The singularity of
the kernel of the integral
equation causes a band
around the diagonal whose
boundary follows the shape of

1.00 -1074

0.80

Rows

0.60

time [s]

0.40

a .|I| l" " m '

the domain 0 60
Columns

0.20

on the evaluation of the contour integrals (1.10), of which the evaluation of M(x)
requires 98.8% and solving the linear systems T(x)~'Z requires 1.2%. Everything
else is completely negligible. While the exact gains that can be expected depend
on the implementation and the system, the principles outlined here are universal.
Most relevant for performance are the routines that evaluate the Hankel function
and perform quadrature. Our program is implemented in C, using GNU Scientific
Library (GSL) [Ga09] as a general framework and for quadrature specifically. For
the Hankel function we use the FORTRAN routine provided by Amos [Am86].

Each entry of the n x n matrix can be evaluated independently without any syn-
chronization or communication. Row cyclical distribution is a simple and effective
way to balance the workload (Fig. 1.2). Columns that correspond to an endpoint
of a boundary element require the evaluation of two integrals, whereas columns
that correspond to a midpoint require only one. Additionally, the time necessary to
evaluate a single integral depends strongly on the distance from the singularity of
the kernel, i.e. the diagonal. Row distribution removes both these imbalances. For
shapes less regular than a disk and collocation points that are not perfectly evenly
spaced, the number of collocation points that are close to the singularity varies
smoothly between rows. So the rows need to be distributed cyclically. Without any
communication or synchronization and with 98.8% of the computation parallelized,
strong scaling is expected for this strategy. The implementation, e.g. using OpenMP,
is trivial.

Each of the N summands of the trapezoidal rule that approximates the contour
integrals in Beyn’s method can also be evaluated independently without any
communication except for one sum reduce operation at the end. In regards to
workload balancing, the time to evaluate T(x) in our implementation depends
mainly on the sign of the imaginary part of wave number « (Fig. 1.3). The integrals
involving the Hankel function are more expensive for Im(x) < 0. The eigenvalues
are real, so a contour that is centered on the real axis is used. Cyclical distribution
of summands is generally solid, although not very flexible regarding the number of
tasks. Some tasks may end up with fewer summands from one half space than the
other. The parallelized part is slightly larger than for the first strategy as basically
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4.00 -1072

3.00

2.00

time [s]

1.00

0.00

Fig. 1.3 Time required to evaluate T(x) for different wave numbers «. The evaluation of integrals
involving the Hankel function Hl(l) is significantly more expensive for arguments with negative
imaginary part. The singularity at the origin is of no concern as we are not interested in zero
eigenvalues

100% of the computation is covered. This improves scaling compared to the first
strategy. However, the parameter N is typically not very high (<50) so the degree
of parallelism is severely constrained. It is advisable to employ both strategies,
e.g. in a hybrid (mixed shared memory and distributed memory) application. Our
implementation achieves a speedup of ~520 with 576 physical/1152 virtual cores
on the JURECA cluster [Jul8] which likely can be further improved. The time to
evaluate the eigenvalues is reduced to below one second, which allows large scale
optimization.

1.3 Optimization of Eigenvalues

Recall that the constrained optimization problem we are trying to solve is

max{A(£2)}
$ (1.11)
s.t. [2] =1

for some fixed k € IN with |£2| denoting the area of the domain £2. By applying the
known relations

M(af2) = a2 (2)
laf2| = a* |£2|
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with a£2 denoting the homothety of 2 by the factor a, we can convert (1.11) into
the equivalent unconstrained problem

Ak 1821} .
max{A |2}

In the numeric treatment, it is sufficient to consider connected domains. The
spectrum of a disconnected domain £2; U 2, with £21 N 2, = @ is the ordered
union of the spectrums of the component domains §2; and £2,. If the maximums
LY = maxg{A;} and corresponding maximizers £2;* (connected or disconnected) for

i=1,...,k—1 are known, then the maximum of A; over disconnected domains is
A= max {Af + A7) (1.12)
I<i<3

and the corresponding disconnected maximizer is

where j is the integer that maximizes (1.12). If the maximum over all domains is
greater than (1.12), then the maximizer must be connected [PoRo10].

In [K119], Kleefeld introduced equipotentials to parametrize the domain. They
are described by the implicit function

i o = (1.13)

~x— pil

with m fixed base points p; and free parameters ¢ and «. To match the shapes
reported in [AnOul7, Fig. 2], the base points are chosen so they form equilateral
triangles of side length +/3/2, three points on one triangle to maximize A3 and four
points on two triangles to maximize A4 (see first row of Fig. 1.4). Points on the
boundary required by the boundary element method are generated by transforming
the equation into polar coordinates and using a root finding algorithm to compute the
radiuses r; for evenly spaced angles ¢;. The points (7;, ¢;) are then transformed back
into Cartesian coordinates. The area of the domain is computed to high accuracy
by approximating the domain as a polygon with 100 - n sides. With this method,
Kleefeld improved on the values found by Antunes and Oudet with the maximum
of A3 t0 32.9018 over 32.90 and the maximum of A4 to 43.8694 over 43.86.

With the improvements for the method of computation presented above, we can
now try the scheme on the higher eigenvalues. Unless otherwise noted, we have
used discretization parameters n = 1152 and N = 48. Convergence experiments
suggest this is generally enough for six significant digits in the eigenvalues. To
be safe, we check the results of optimization with finer discretization. As the
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Fig. 1.4 Arrangement of base points for equipotentials to maximize A3, A4, A5, and A¢. The points
form a regular triangular grid. A cross marks the origin and rotation center

gradient of the objective function is not trivially computable, we use a routine
provided by GSL that implements the Nelder—-Mead simplex method. To avoid local
maximums, we try different starting values. For two parameters, it is possible to
exhaustively probe the parameter space to find good starting values. The extended,
higher dimensional parameter space that is presented later is randomly probed
instead. Simplex algorithms are known to terminate prematurely even without the
presence of local minimums. So after the optimization routine terminates, it is
restarted with the step size reset to its initial value. If the previous result is indeed the
maximum (or close enough), the restarted optimization routine quickly terminates
again. Eigenvalues are truncated to six significant digits. Shape parameters are given
with more significant digits so that the results can be reliably reproduced. The
precise error propagation is unknown.

‘We use the results of Antunes and Oudet [AnOul7] as references for comparison.
But there is some uncertainty regarding the precision of those values. The first
eigenvalue A has been proven to be maximized by a disk. The spectrum for the
disk can be stated analytically. It is composed of values 7w j;,zq where j;,q is the
g-th positive zero of J/, the first derivative of the Bessel function of the first
kind of order p. These values can be computed very accurately with root finding
algorithms. The first eigenvalue is approximately 10.649866. The second eigenvalue
A7 is maximized by the union of two disks of the same size. Following the rules for
spectrum of disconnected shapes outlined above, the maximum is precisely 2A; or
approximately 21.299733. However, the values given in [AnOul7] are 10.66 for A;
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and 21.28 for A;. This discrepancy is not discussed in their paper. While a value
lower than the analytical value could be simply caused by incomplete optimization,
a higher value calls into question the precision of the eigenvalue solver. This has
direct implications for A7 as well, for which the maximizer found by Antunes and
Oudet is a disjoint union of the maximizers of A1 and A¢. The maximum value for A7
therefore should be the sum of maximums for A and A¢. It appears like the authors
used their own inaccurate value for Aj, so A7 is inaccurate as well. Of course all
their results could be affected by an inaccurate solver, so any comparison can only
be tentative.

The base points for the maximizers of ¢,k = 5,6, 8,9, 10 are k points on a
regular equilateral triangular grid as they were for k = 3, 4 (see Fig. 1.4). For A7,
Antunes and Oudet did not find a connected shape maximizer. The maximizer can
then be constructed from the maximizers for k£ < 7, so it is improved automatically
with those. The positive results from [K119] have been confirmed with 32.9018,
32.9018, 32.9018 for A3 and 43.8693, 43.8693, 43.8693 for A4. The parameters
differ slightly from [KI19] with ¢ = 1.687730810, v = 2.019822714 and ¢ =
2.084610015, o = 2.541256146, respectively. This might be explained by the finer
discretization used. Unfortunately, equipotentials work less and less well for higher
k and less symmetric shapes. For As, which in [AnOul7] has multiplicity three,
we have 54.5401, 54.5401, 56.0889 for ¢ = 2.380671137 and « = 3.914738607.
This is significantly lower than the reference value 55.17 and the multiplicity is
not reproduced. For i¢ (multiplicity four), where the suspected shape is more
regular, we get 67.0440, 67.0440, 67.0440, 67.0440 with ¢ = 2.849410261, ¢ =
0.660868556, which is a bit closer to the reference value of 67.33 but still some
distance away. For A9 (multiplicity five), we even get 109.988 109.988 109.988
118.955 118.955 instead of the previous value 114.16 with ¢ = 1.567009307, o =
5.196376634. The eigenvalues for k = 7, 8, 9 that have been skipped have not been
tried as there was no reason to believe they would fare better.

The results strongly suggest that equipotentials as they are in (1.13) are not
general representations of the shape maximizers. They have shown potential but
need refinement. So far, the base points of the equipotentials have been arranged
on a completely regular triangular grid and all base points are weighted equally. As
there is no particular reason for this regularity other than visual intuition, breaking
it might prove beneficial. So the base points will be allowed to deviate slightly from
their regular position. The weight for the base points in the sum of potentials will
be allowed to deviate from the regular weight of one. The imagined balls around
base points expand as their weight increases. In general, the boundary of the shape
moves away from such points. This final equation reads

i 143

N 20 =¢
o x— i +én)|

where ¢; € R? is the irregularity of position and 8i € Ris the irregularity of weight
of base point i.
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Some of the new parameters are fixed so that the shapes are unique and there
are no dependencies between parameters. The eigenvalues do not depend on the
absolute position of the domain in space, only on the relative position of its
base points, so at least one base point should remain fixed during optimization.
One weight should remain fixed to avoid a dependency between the weights and
parameter c. It is always possible to normalize one weight to a value of one without
changing the shape by dividing all weights and ¢ by that weight. The degrees
of freedom are further reduced by a requirement that no rotation or reflection
symmetries of the regular base points are broken. It must be said that at this point
the conjecture that the symmetries are meaningful is unproven. However, based on
the results of Antunes and Oudet, the conjecture seems reasonable and it keeps the
number of parameters low. So most of the parameters 8; and ¢ will be fixed to
zero. For example, the shape for A3 will have no additional free parameters. One
point must be fixed for uniqueness, the others to preserve rotation symmetry. The
shape for 14 consists of two pairs of points that are images of each other. One pair
must be fixed. The other is free but can only move along the symmetry axis. So
there is one free coordinate and one free weight. The free, non-zero parameters will
be denoted as ¢;,i = 1,..., fe and 6;,i = 1, ..., f5 with f5 and f. the number
of degrees of freedom (Table 1.2). The free parameters can be assigned to base
points almost arbitrarily as long as symmetry is conserved. We included our chosen
assignment in the tables of results (Tables 1.3 and 1.4). Due to rotation symmetry,
some irregularities of position ¢; are not axis aligned but point toward the rotation
center. For convenience of implementation we avoided irregularities of position that
point away from the domain so that a positive first optimization step does not tear
the shape apart.

The introduction of € and & drastically improves the results over just two
parameters. Figure 1.5 shows the shapes and optimized eigenvalues. Tables 1.3
and 1.4 show the full numerical results including parameters. The maximum for
A3 remains unchanged as it did not gain any additional free parameters. The
value of 14 got another small boost to 43.8700. For k = 4, 6, 8, 10, we achieved

Table 1.2 Degree of k
freedom of positions fe (each fe |fo | f

coordinate is counted 3 10 |0 2
separately) and weights f;s 4 11 11 4
and total degree of freedom f 513 |2 7
(including ¢, @) of the 6 1 |1 4
equipotential that is used to 8 16 |4 |12
maximize Ay after symmetry

and uniqueness of the shape 9 |7 |4 |13
and independence of 10 |1 |2 5
parameters is handled Degree of freedom

is generally greater
for shapes with
fewer symmetries
or more base points
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Table 1.3 Optimization results for interior Neumann eigenvalues Ay, k = 3,...,7 using
extended equipotentials

k | Reference

33290 (3)
4 4386 (3)
5 155.17(3)
6 67.334)
7 177.99 (6)

Maximum | Parameters

32.9018
32.9018
32.9018

43.8700
43.8700
43.8700

55.1498
55.1498
55.1498

67.3364
67.3364
67.3364
67.3364

77.9862
77.9862
77.9862
77.9862
77.9862
77.9862

c

o =

€1
Jl

€1
€2
€
31
8

€1

8 =

1.687730810
2.019822714

1.942568636
2.751523202

—1.314531646 -
—4.623467053 -

1.548694899
2.231247849

—8.845230330 -
—4.509337199 -
—4.354727490 -
—1.979312992 -
—1.671890335 -

2.027170345
1.706097040

1.577407017 -
6.001214705 -

Base points and irregularities

+

g1 &1
01— -+ <«—e/

01 €1 €1 O

St

€3
[ 2 L ]

02

The second column gives the reference value of [AnOul7] with multiplicity in parentheses. The
third column contains the maximal eigenvalue that was found by us and as many of the following
eigenvalues as the multiplicity requires. The third column contains the equipotential parameters of
the shape maximizer. The figures in the fourth column show the base points of the equipotential and
the assignment of free irregularity parameters € and §. The shape maximizer for A7 in [AnOul7] is
a disconnected shape that is a union of the shape for ¢ with a disk and we did not run numerical
optimization on it. The values are the sum of the analytical maximum for A and our new maximum

for A¢
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Table 1.4 Optimization results for interior Neumann eigenvalues Ag, k = 8, 9, 10 using extended

equipotentials

k | Reference | Maximum | Parameters

8 [89.38(4) 89.8620
89.8620
89.8620
89.8621

9 [101.83(4) | 101.752
101.752
101.752
101.752

10 | 114.16 (5) | 114.187
114.187
114.187
114.187
114.187

c

o
€]
€
€3
€4
€5
€6
8
&
33
84

€1
€2
€3
€4
€5
€6
€7
81
%3
33
84

€1
81
8

1.942964474
1.810828390

1.219776174 -
—9.776658965 -
—4.652290511 -
—6.000769737 -
—7.584457864 -
—2.247915505 -

5.396514489 -

2.082674393 -

1.353703658 -

9.643159176 -

1.506287804
1.928595020

—2.021261311 -
—1.184995442 -
—1.272843752 -
—1.075608953 -
—3.596435931 -
7.343083116 -
8.586462162 -
—3.306712889 -
5.598216794 -
7.664620451 -
1.043695363 -

0.899837214
2.708323325
—4.458971106
1.150148658

= —2.824155602

1072
-10°
1071

Base points and irregularities

01

Ta

0y €2 €2 0y

&3 &3
03 €4 &4 03
_+_
85I—> &5
€6 Ié‘(,
n n
o1 €1 €1 0y
&2 &2
0y €3 €3 0y

w] Qe Jer e

53 &s 04 04 €5 (53

51' '(51

o8 + °0

€1 €1

52 (51 61 52

The second column gives the reference value of [AnOul7] with multiplicity in parentheses. The
third column contains the maximal eigenvalue that was found by us and as many of the following
eigenvalues as the multiplicity requires. The third column contains the equipotential parameters of
the shape maximizer. The figures in the fourth column show the base points of the equipotential
and the assignment of free irregularity parameters € and &
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O 00 &) > &

A = 10.6498 A =21.2997 A3 =32.9018 =43.8700 As = 55.1498*
A = 67.3364 N7 =77.9862 Ag = 89.8620 =101.752* Ao =114.187
Fig. 1.5 Shape maximizers for interior Neumann eigenvalues Az, k = 1,...,10. An asterisk

marks values where the reference value by [AnOul7] has not been matched or exceeded.
The first two eigenvalues, which are proven theoretically, are included for completeness. For
k = 3,4,5,6,8,9, 10 the maximizers were found by optimizing the (extended) parameters of
equipotentials. The maximizer for the seventh eigenvalue is a union of the scaled maximizers for
the first and sixth eigenvalues and was not optimized on its own. All shapes have been scaled so
they have the same area

higher maximums than the reference value, sometimes by a small amount like
Le = 67.3364 over 67.33 that could be interpreted as just an increase in precision,
sometimes significantly so with Ag = 89.8620 over 89.38 and A19 = 114.187 over
114.16. Using the improved value for Ag and the precise value for A; (see above),
A7 can also be considered improved even though the reference value is higher. The
result for As is now much closer than it was using just two parameters but is still
short of the reference value by about 2 - 1072, The difference is small enough that it
may still be caused by an inaccurate reference value. For Ag, which is also too small,
the distance to the reference value is almost certainly too big to be explained in that
way. Maybe coincidentally, similar trapezoid shapes are used in both cases (A9 and
)s5) where the reference value has not been matched or exceeded.

The multiplicities given in [AnOul7] have not been precisely reproduced in all
cases. For example there is a small gap in between the values for Ag. For almost all
shapes, the eigenvalues have multiplicities one or two. With changing shapes, some
of those groups of identical eigenvalues increase, others decrease. In most cases,
both Antunes and Oudet and us have found the optimum where two groups merge,
producing multiplicities of three or four. Note that for unions of disjoint shapes,
higher multiplicities are expected, as the multiplicities of the component shapes
accumulate. Connected shapes where more than two groups merge may not exist
and the values for Ag may simply be a near miss, where three groups almost merge.
On the other hand it is possible that we are simply not able to represent such shapes
with the chosen parametrization or that the optimization routine missed them.
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1.4 Conclusion

We have presented a way to efficiently and precisely compute interior Neumann
eigenvalues for two dimensional domains. Along the way, we highlighted a few
techniques to reduce the time to solution. The strongly scaling parallelization in
particular allowed us to use the implemented solvers in the optimization of the
eigenvalues with respect to the shape of the domain. We refined the parametrization
of the shapes developed by previous research and found improved maximums for
most of the first ten eigenvalues.

The very specialized parametrization we presented requires fewer parameters
than more general approaches like Fourier series. This makes numerical optimiza-
tion much cheaper. But the new parametrization is unfortunately far from compact,
especially for higher eigenvalues. It is therefore unlikely to be helpful in any
theoretical proof of shape maximizers. Numerical optimization was also not equally
successful in all cases. The general idea seems promising, but further adaptations
will be necessary. Ultimately, an entirely new idea might be called for.

It should prove insightful to study even higher eigenvalues than in this work.
Both the method of solution and the parametrization can also be extended without
great modifications to three dimensions. Similar results as for the interior Neumann
problem also exist for Dirichlet boundary conditions. So research similar to the one
in this work is possible in that area. We have concentrated on acoustic scattering.
One could also study electromagnetic or elastic problems.

The source code for the program is available at the URL below. We invite
researchers to check the program, extend it, or use it in their own research.

https://gitlab.version.fz-juelich.de/abele2/shapeopt
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Chapter 2 )
Transient Convection-Diffusion-Reaction oz
Problems with Variable Velocity Field by
Means of DRBEM with Different Radial

Basis Functions

Salam Adel Al-Bayati and Luiz C. Wrobel

2.1 Introduction

The solution of convection-diffusion-reaction problems is a difficult task for all
numerical methods because of the nature of the governing equation, which includes
first-order and second-order partial derivatives in space [PaEtA192, AIWrl17, Wr02,
Al02, BrEtAl12, AlWr18a, AIWr18b, AIWr19]. The convection-diffusion equation
is the basis of many physical and chemical phenomena, and its use has also
spread in economics, financial forecasting and other fields [M096]. The DRBEM,
initially applied to transient heat conduction problems by Wrobel et al. [WoEtAI86],
interprets the time derivative in the diffusion equation as a body force and employs
the fundamental solution to the corresponding steady-state equation to generate a
boundary integral equation. When the steady-state fundamental solution is used
in the DRBEM to approximate transient problems, other techniques should be
employed to approximate the solution’s functional dependence on the temporal
variables. Aral and Tang [ArTa89] used the fundamental solution of the Laplace
equation, but made use of a secondary reduction process, called SR-BEM, to arrive
at a boundary-only formulation. They presented the results of transient convection-
diffusion problems with or without first-order chemical reaction for low to moderate
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Péclet numbers. Martin [Ma05] proposed a Schwartz waveform relaxation algorithm
for the unsteady diffusive-convective equation, which uses domain decomposition
methods and applies an iterative algorithm directly to the time-dependent problem.
Partridge and Sensale [PaSe00] have used the method of fundamental solution with
dual reciprocity and subdomain approach to solve convection-diffusion problems.
The time integration scheme is the FDM with a relaxation procedure, which is
iterative in nature and needs a carefully selected time increment. Regarding the
DRBEM formulation presented in this work, a backward finite difference scheme
is adopted, Smith [Sm85].

In this article, the DRBEM is also employed to discretise the spatial par-
tial derivatives in the two-dimensional diffusive-convective-reactive type problem.
Thus, the problem is ultimately described in terms of boundary values only,
consequently reducing its dimensionality by one [WrDe91]. We use the fundamental
solution to the steady-state convection-diffusion-reaction equation and transform
the domain integral arising from the time derivative term using a set of coordinate
functions and particular solutions which satisfy the associated non-homogeneous
steady-state convection-diffusion-reaction problem. Further, only a simple set of
cubic radial basis functions has been previously used in this formulation. We con-
sider two other sets of coordinate functions, non-augmented thin-plate spline (TPS)
and multiquadric (MQ) radial basis functions, and analyse their performance in
conjunction with the order of time integration algorithms for convection-diffusion-
reaction problems. This work also focuses on the search for the optimal shape
parameter when utilising the multiquadric radial basis function (MQ-RBF). This
is due to the lack of information on choosing the best shape parameter, forcing the
user having to make an ‘ad-hoc’ decision. Recent numerical experiments available
in the literature, nevertheless, showed that the MQ-RBF has shown great potential
when dealing with complicated PDEs in two dimensions if an adequate shape value
is provided.

A brief outline of the rest of this paper is as follows. Section 2.2 reviews the
mathematical representation of convection-diffusion- reaction problems. Section 2.3
derives the boundary element formulation of the governing equation using the
steady-state fundamental solution of the corresponding equation. In Sects.2.4
and 2.5, the DRBEM formulation and its discretisation are developed for the
2D transient convection-diffusion-reaction problem. A two-level time marching
procedure for the proposed model is implemented in Sect.2.6. Section 2.7 gives
the description of the coordinate functions and the choice of the three radial
basis functions. Section 2.8 compares and investigates the solution profiles for
the present numerical experiments with the analytical solution of the tested cases.
Computational aspects are included to demonstrate the performance of the approach
in Sect. 2.9. Finally, some conclusions and remarks are provided in the last section.
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2.2 Governing Equation

The two-dimensional transient convection-diffusion-reaction problem over a
domain £2 in R? bounded by a boundary I', for isotropic materials, is governed by
the following PDE:

LIS SN L 1C S )
0x y Y dy

_ 09 (x,y,1)
ot ’

DV2¢ (x, y, 1) — vy (x, ) — k¢ (x,y,1)

(x,y)e 2, t=>0.
2.1)

In Eq. (2.1), ¢ represents the concentration of a substance, treated as a function of
space and time. The velocity components vy and vy along the x and y directions are
assumed to vary in space. Besides, D is the diffusivity coefficient and k represents
the first-order reaction constant or adsorption coefficient. The boundary conditions
are

¢=¢ over Ip

q= =g over Iy,

|
S (S

where I'p and I'y are the Dirichlet and Neumann parts of the boundary with I =
I'pUTy,and I'p N I'y = (see Fig. 2.1). The initial condition over the domain £2
is

¢,y 1=0)=do(x,y), (x,y) €.

Mo
Constant Boundary Element /

Boundary Node

Iy = Neumann Boundary
I'o = Dirichlet Boundary
Q =Domain

Xn+1,Yne1

My

xmyn

Fig. 2.1 Definition of domain, boundary and constant elements
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The parameter that describes the relative influence of the convective and diffusive
components is called the Péclet number, Pé = |v| L/D, where v = (v,% + v% 2
is the velocity and L is a characteristic length of the domain. For small values of
Pé, Eq. (2.1) behaves as a parabolic differential equation, while for large values the
equation becomes more like hyperbolic. These changes in the structure of the PDE
according to the values of the Péclet number have significant effects on its numerical
solution.

2.3 BEM Formulation of Transient
Convection-Diffusion-Reaction Problems

Let us consider a region £2 C R? bounded by a piecewise smooth boundary I".
The transport of ¢ in the presence of a reaction term is governed by the two-
dimensional transient convection-diffusion-reaction Eq. (2.1). The variable ¢ can be
interpreted as temperature for heat transfer problems, concentration for dispersion
problems, etc., and will be herein referred to as a potential. For the sake of
obtaining an integral equation equivalent to the above PDE, a fundamental solution
of Eq. (2.1) is necessary. However, fundamental solutions are only available for the
case of constant velocity fields. At this stage, the variable velocity components
vy = vx(x,y) and vy = vy(x,y) are decomposed into average (constant) terms
v, and vy, and perturbations Py = Py, (x, y) and P, = P, (x, y), such that

vy (X, ) =0y + Py (x,Y) Uy(xa)’)zl_)y‘i‘ Py(x,y)-
Now, we can re-write Eq. (2.1) to take the form

COp (v 09y

DV2¢ (x,y,1) — by Uy — ko (x,y,1)
ax ay
0 t 0 t d t
_ 090y, 090y, >+Py (. y.0)
ot ox ay

(2.2)

Next, one can transform the differential equation (2.2) into an equivalent integral
equation as follows [WrDe91]:

L9 29" .
¢(E)—Df¢—dF+D/¢ dF+/¢¢vndF
on on
r r r

__[|2 00 L p 9PN\ 4+
= f[az +<Px e +Pyay>} $*dR2, £ € 2, (2.3)
2
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where v, = v.n, n is the unit outward normal vector and the dot stands for scalar
product and v = (vx, vy). In the above equation, ¢* is the fundamental solution of
the steady-state convection-diffusion-reaction equation with constant coefficients.
For two-dimensional problems, ¢* is given by

e_(%)KO(Mr), r=1&— x|,

", ) = 52D

where

in which &€ and yx are the source and field points, respectively, and r is the modulus
of r, the distance vector between the source and field points. The derivative of the
fundamental solution with respect to the outward normal is given by

ap* 1
on ~ 2nD

e (5) [—u Ky (ur) g—; ~ 55 Ko (Mr)]

In the above, K¢ and K| are Bessel functions of second kind, of orders zero and one,
respectively. The exponential term is responsible for the inclusion of the correct
amount of ‘upwind’ into the formulation [RaSk13]. Equation (2.3) is valid for
source points £ inside the domain 2. A similar expression can be obtained, by
implementing Green’s second identity and a limit analysis, for source points £ on
the boundary I, in the form

cE) ¢ (E) - Df¢*a—¢dr+ D/¢ 8¢ dF—i—/(M)*ﬁn ir
on on
I I r

_ [ g0 99 p 9P\ 4
= /az¢ dQ /(anx+Pyay>¢ dQ, £eT, (2.4)
2 2

in which c (§) is a function of the internal angle the boundary I" makes at point £.

2.4 Standard Approach: DRBEM

In this section, we will discuss the transformation of the domain integral in
Egs. (2.3) and (2.4), and the DRBEM will be implemented to approximate the two
domain integrals appearing in this formulation, first the domain integral of the time
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derivative, and second the domain integral related to the velocity perturbation parts.
Now, we start by expanding the time derivative % in the form

d .Y, n
%:Zﬁ(x,y)al’i (t) (25)

i=1

The above series involves a set of known coordinate functions f; and a set of
unknown time-dependent coefficients o1 ;. With this approximation, the first domain
integral in Eq. (2.4) becomes

/Qaz‘p ds2 = Zoq,/f,d) ds. (2.6)

The next step is to consider that, for each function f;, there exists a related function
Y¥; which is a particular solution of the equation:

_ 0y Y
v

DV?*y — by —
4 x8y yax

— k¢ = f. (2.7

Now, the domain integral (2.6) can be recast in the form:
_ O _ 0k
/ d*dR2 = Zalk'/(DVzwk—va— v — ki d*dS2.
2
(2.8)
Substituting expression (2.8) into (2.4), applying integration by parts to the right

side of the resulting equation and doing some simplifications, one finally arrives at
a boundary integral equation of the form

/ ¢ d* v,dI

r

c®) @) -

l 00" vn N
:; [c(&)x/fk(s)— /¢ dF+Df[(3n ¢)wk] ]

r

—/(Px%—f-Pa(pk)(b d, £ eT. 2.9)
0x d
2
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2.5 Discretization

To discretise the spatial domain, boundary elements were employed. The integrals
over the boundary are approximated by a summation of integrals over individual
boundary elements. For the numerical solution of the problem, Eq.(2.9) is dis-
cretized in the form

¢ i — DZ/(/) dF+DZ/<—+—¢)¢dF

Jj= lr j= 1F
M Y
=Y ok [c,w,k@)— D Z /¢> kdr +D Z/[(— +—¢*)wkdrﬂ
0P 00K\ &
_/<px by ) $*ds2., (2.10)
2

where the index i means the values at the source point & and N elements have been
employed. The domain integral on the right-hand side prevents us from obtaining a
boundary-only equation.

Now, in order to obtain a boundary integral which is equivalent to the domain
integral in expressions (2.9) and (2.10), a dual reciprocity approximation is again
implemented [AIWrl7]. Applying this to the domain integral of Eq.(2.10), the
expression will be expanded in the form

¢
Py (x, ) —¢+P (. ) 5= Zm(t)fk (2.11)

Expression (2.11) contains two diagonal matrices P, = (Px (xi, yi) Si,j)i T and
Py = (Py (xi, y1) 8i.j); j_37 While

a9 _ <a¢ (x,-,yl-)>T ap <a¢ (xi,yi)>T
ax dx =t 0y dx i=1.M

are column vectors and §; ; is the Kronecker delta symbol. Integrating Eq. (2.11) we
obtain

9
/(p 8_¢’+ a¢) P*d2 = Zazk(t)/fkqs*dsz (2.12)

2
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Now, substituting Eq. (2.12) into (2.10), we obtain

ci i — DZ/qﬁ —dF—i—DZ/( )¢dr

J]r J]r

N N . -
al,k[cz' Vik (§) — Z / alﬂk dI' + D Z/ [(% + %"¢*)1/fkd1“]]
J=1F;

jerj

M

~
Il
MR

M
Z 2,<r)/fk¢ a2.

The next step is to consider that, for each function fi, there exists a related function
Y, which represents the particular solution as in Eq. (2.7). We get

M
A 3\ . - 0 O¢g %
/(P,CB—JFP)8 >¢ dsz:];az,k/@v wk—vxg— yg—mp)(p ds2.
2 = 2

(2.13)

Substituting Eq. (2.13) into expression (2.9), and applying integration by parts to the
domain integral of the resulting equation, one finally arrives at a boundary integral
equation of the form

[c,vf,k(é) DZ/¢>* W qr 4 p Z/[(— +—¢ )x/fkdrﬂ

N

—Zm[clm@)—DZﬂ Wi g+ /(—+ ¢)wkdf].
= =

(2.14)

Applying Eq.(2.14) to all boundary nodes using a collocation technique, taking
into account the previous functions, results in the following system of algebraic
equations:

Hp —Gqg=HY —Gnar () + HY —Gnaz (7). (2.15)
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In the above system, the same matrices H and G are used on both sides. Matrices
and n are also geometry-dependent square matrices (assuming, for simplicity, that
the number of terms in Eq. (2.5) is equal to the number of boundary nodes), and ¢,
q, and « are vectors of nodal values. The next step in the formulation is to find an
expression for the unknown vectors «. By applying expressions (2.5) and (2.11) to
all boundary nodes and inverting, one arrives at:

d
o] =F_18—¢;,

and

0 0
ay=F~! (Px (x,y) % + Py (x,) %) ,

which, substituted into (2.15) results in:

Calling:
C=(HYy—-GnF,
gives
H¢_Gq:c%_(f+c(”xg—f+l°y2—i>- (2.16)

Next, we shall explain how to deal with the convective terms in Eq. (2.16).

2.6 Handling Convective Terms

In the present section, emphasis will be placed on the treatment of the convective
terms. A mechanism must be established to relate the nodal values of ¢ to the nodal
values of its derivatives.

Let us assume that the function ¢ can be represented by

M
¢, ) =Y w(xy b 2.17)

k=1

where yx (x, y) are known functions and S; are constants. The upper bound M
stands for the total number of terms in the series, i.e. boundary and internal points.
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Now, by differentiating it with respect to x and y produces
M M
a9 Ik ¢ 9¥k
LN and 2N g (2.18)

Applying Eq.(2.17) at all M nodes, a set of equations is produced that can be
represented in matrix form by

¢p=v B
with corresponding matrix equations for expressions (2.18) given as

3 0
ylg and 29 1y (2.19)
dy  dy

d¢  dy
9x  Ox

Therefore, substituting Eq. (2.19) into Eq. (2.16), the new expression will be

(H—P)¢p—Gq = CZ—‘Z’ (2.20)

where

dy Y\ -1
P=C|P — P, — .
(x8x+ yay)y

The coefficients of the diagonal perturbation matrix P are all geometry-dependent
only. The differential algebraic system (2.20) has a form similar to the one obtained
using the finite element method (FEM) and hence, can be solved by any standard
time integration algorithm by incorporating suitable modifications to account for its
mixed nature. It should be stressed that the coefficients of matrices H, G and C
all depend on geometry only, thus they can be computed once and stored.

2.7 Time Marching Solution Scheme

This section will show how to handle the linear algebraic system (2.20) adopting
time marching schemes [PaEtA192, CaEtAl10, DiKa04]. A finite difference approx-
imation for the time derivative term is given by

ad) ¢l+l ¢l
a9 At
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Let us assume a linear variation of ¢ and g according to
¢ (1) = (1—0p) ¢ + 650",
q () =(1-6;)q" +0,q""",

where 0, and 0, are parameters which position the values of ¢ and g between time
levels m and m + 1, and take values in the interval 0 < 6y, 6, < 1. Next, employing
a general two-level time integration scheme for solution of Eq. (2.20), the following
discrete form is obtained:

1
[EC +0s{H — P }] " — 6, G g

1
= [EC —{(1—6) (H - P)}} ¢" +(1-6,)Gq",
(2.21)

where ¢"*! and ¢! represent the potential and flux at the (m + 1) th time step,
At is the time step, ¢™ and ¢™ are the potential and flux at the mth time step.
Several tests were done here to choose the best values for 6 and we decided to
select the backward-difference scheme 65 = 1 and 6, = 1. In the time marching
computation, the unknown quantities ¢™ are updated at each time step by the new
values obtained after solving Eq. (2.21). At the first time step, the concentration ¢
and heat flux g at all boundary and internal points are specified with initial values.
The computation ends when all time steps are fulfilled [Wr02] or a steady state
is reached. The right side of Eq.(2.21) is known at all times. Upon introducing
the boundary conditions at time (m + 1) At, the left side of the equation can be
rearranged and the resulting system solved by using standard direct procedures such
as Least Squares, Gauss elimination and LU decomposition. More details of the
element properties, interpolation functions, time integration and equation system
formulation used in this paper are described in Brebbia et al. [BrEtAI12].

2.8 The Choice of Radial Basis Functions

In recent years, the theory of radial basis functions (RBFs) has undergone intensive
research and enjoyed considerable success as a technique for interpolating multi-
variable data and functions. A radial basis function, ¥ (x —x;) = ¥ (|x — x;|).
depends upon the separation distances of a subset of data centres, (x j)jZL—N. The

distance, |x —x;|, is usually taken to be the Euclidean metric, although other
metrics are possible (for more details see Golberg and Chen [GoCh94]). The type
of RBF used in the interpolation of the unknown variables normally plays an
important role in determining the accuracy of the DRM [OoPol3]. Partridge et al.
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[PaEtAI92] have shown that a variety of functions can in principle be used as
global interpolation functions fi. The approach used by Wrobel and DeFigueiredo
[De90] was based on practical experience rather than formal mathematical analyses
and motivated by a previous successful experience with axisymmetric diffusion
problems in which a similar approach was used [Te87]. In the present work, decision
has been made to follow [De90] by starting with a simple form of the particular
solution ¥ and finding the related expression for function f by substitution directly
into Eq. (2.7). The resulting expressions are

v=r
n=3r [(X—Xk) ny + (O — yk) ny]y
f=9Dr — 3r [(x—xk) vy + (O — yr) vy]—kr3,

in which (xx, yx) and (x, y) are the coordinates of the kth boundary or internal
point and a general point, respectively. It is important to notice that the set of
functions f produced depend not only on the distance r but also on the diffusivity
D, velocity components v, and v, as well as the reaction rate k, therefore, it
will behave differently when diffusion or convection is the dominating process.
The most popular RBFs are labelled as: 72”2 log r (generalised thin-plate spline),

(r* + cz)m/ ? (generalised multiquadric) and e~#" (Gaussian) where m is an integer
number and r = ||x — Xj || Duchon [Du77] derived the thin-plate splines (TPS)
as an optimum solution to the interpolation problem in a certain Hilbert space via
the construction of a reproducing kernel. It is interesting to observe that Duchon’s
thin-plate splines function with m = 2 corresponds to the fundamental solution
commonly used in the BEM technique to solve biharmonic problems.

Another popular RBF for the DRM is the multiquadric (MQ). However, despite
MQ’s excellent performance, it contains a free parameter, ¢, often referred to as
the shape parameter that describes the relative ‘flatness’ of the RBFs about their
centres. When ¢ is small the resulting interpolating surface is pulled tightly to the
data points, forming a cone-like basis functions. As ¢ increases, the peak of the
cone gradually flattens. The Hardy multiquadric functions with values of m = 1
and ¢ = 0 are often referred to as conical functions and, with m = 3 and ¢ = O,
as Duchon cubic. Even though TPS have been considered optimal in interpolating
multivariate functions, they do only converge linearly, Powell [P0o94]. On the other
hand, the multiquadric (MQ) functions converge exponentially as shown by Madych
and Nelson [MaNe90]. The tuning of the free parameter ¢ can dramatically affect the
quality of the solution obtained. Increasing the value of ¢ will lead to a flatter RBF.
This will, in general, improve the rate of convergence at the expense of increased
numerical ill-conditioning of the resulting linear system [MaNe90]. Much effort
has been made to search for the ideal shape parameter ¢ when utilising the MQ-
RBF. This is due to the lack of information on choosing the best shape parameter
available in the literature, forcing the user having to make an ‘ad-hoc’ decision. It
should also be noted that, following the procedures discussed in this section, the
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Table 2.1 Radial basis

- Name Function
functions Multiquadric MQ 2+ )"
Thin-Plate Spline TPS | r2logr
Cubic RBF P

MQ-RBF is used to approximate the function i, not the function f. After a process
of investigation, the authors found the optimal value of the non-dimensional shape
parameter for the current problems to be ¢ = 75, and this value is used for all
simulations.

The RBFs presented in Table 2.1 have been examined in this paper. Thin-plate
splines and the multiquadric are conditionally positive definite functions (for more
details see [OrEtAll1]).

2.9 Numerical Results and Discussions

The present section is concerned with the numerical application of the DRBEM for
the solution of two-dimensional transient convection-diffusion-reaction problems
with variable velocity. We shall examine some test examples to assess the robustness
and accuracy of this new proposed formulations. For the validation and the
performance of the proposed procedure, two benchmark problems with known
analytical solution are considered.

2.9.1 Transient Convection-Diffusion-Reaction over a Square
Channel with Time-Dependent Dirichlet Boundary
Conditions and Tangential Velocity Field

In the first example, the domain is considered to be a unit square. We focus on
solutions predicted all over the domain by using 19 internal nodes and fixed values
of D =1 m?/s, k = 0, and variable velocity vy (x) and vy (y) (m/s) as follows:

vy (x) = tan (x) ,

vy (y) = tan(y).
The test results are obtained for Eq.(2.1) with the following initial and boundary
conditions. The initial condition is chosen as the analytical value of Eq. (2.22) for

t=0:

¢ (x,y,t =0) =sin(x) +sin(y).



34 S. A. Al-Bayati and L. C. Wrobel

Boundary conditions are chosen as:

¢(x=0,y,1)=(sin(y)e ¥, ¢(x=1,y,1) = (sin(1) +sin(y) e

d(x,y=0,1)=sin(x)) e ¥, ¢ (x,y=1,1) = (sin (x) + sin (1)) e~ .

The analytic solution for the present case can be obtained from the following
expression:

¢ (x,y, 1) = (sin (x) + sin (y)) e 2. (2.22)

Figure 2.2 shows the geometrical mesh of the BEM model over a square channel.
The boundary is discretised into 50 equally spaced constant elements per side.
The analytical and the numerical solutions of this problem are shown in Fig.2.3
at several time levels utilising the MQ-RBF and implementing a fully implicit
scheme when § = 1 and time step Ar = 0.05. The result is obtained for the
time evolution of the concentration profile along the centre line of the domain.
Comparison between the above analytical solution and the numerical results shows
an excellent agreement.

Figures 2.4 and 2.5 consider the results using the thin-plate spline TPS-RBF
and Cubic RBF also with time step Az = 0.05s. Similar results as for the MQ-
RBF have been obtained in both cases. Figure 2.6 shows the time evolution of the
concentration distribution in comparison with the analytical solution at the centre
points of the computational domain, i.e. x = y = 0.5 using the backward-difference

1k NN NI H—r—H— N H— NN i
0.8 € b
0.6 - 5 b
S K R K K K AR 2 2K 2R 2N JEE 2N 2ER JEE R S JEE BN 4
0.4 ¥ -
L : ——Domain B
0.2 b Boundary Node
P * Nodal Coordinate
p 4 Internal Point
or i
1 1 1 1 1 1

0 0.2 0.4 0.6 0.8 1

Fig. 2.2 Geometrical mesh of convection- diffusion problem with side length 1 m
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Fig. 2.3 Concentration profile for every 10 time steps using MQ-RBF: comparison between the
analytical (solid line) and numerical (star points) solutions
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Fig. 2.4 Concentration profile for every 10 time steps using TPS-RBF: comparison between the
analytical (solid line) and numerical (star points) solutions

procedure and TPS-RBF. Table 2.2 shows a comparison between the three different
RBFs with time step value Ar = 0.05s at time level + = 0.5. It can be seen
that the results obtained by the multiquadric, thin-plate spline and cubic RBFs are
reasonably similar. In order to estimate the simulation error, the root mean square
norm is utilised as shown in Table 2.3. It is based on the difference between the
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Fig. 2.5 Concentration profile for every 10 time steps using Cubic RBF: comparison between the
analytical (solid line) and numerical (star points) solutions
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Fig. 2.6 Concentration distribution with time using TPS-RBF: comparison of analytical (solid
line) and numerical solution (star points) forat x = y = 0.5
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Table 2('2 R.esult.s for . X Cubic | MQ TPS Analytical

convection-diffusion-reaction

at? = 0.5 for At — 0.05 0.055 [0.1962 | 0.1939 |0.2000 |0.1965
0.15 ]0.2304 | 0.2285 |0.2395 |0.2313
0.25 ]0.2662 | 0.2680 |0.2773 |0.2673
0.35 [0.3013 | 0.3020 |0.2951 |0.3025
0.50 |0.3515 |0.3490 |0.3601 |0.3527
0.60 |0.3829 | 0.3847 |0.3893 |0.3840
0.75 10.4259 |0.4258 |0.4287 |0.4271
0.85 |0.4517 | 0.4509 |0.4535 |0.4527
0.95 [0.4751 [ 0.4759 |0.4756 |0.4756

E?é%ﬁf’ RMSZefrror of 0=1,f= r2 log (r) , Problem 1
Vatt = 2 for At =0.1 | At =005 | Ar = 0.025
decreasing At
RMS errorin ¢ | 0.0091 0.0067 0.0058

Table 2.4 Results for convection-diffusion-reaction problem using MQ-RBF with different values
of the shape parameter ¢

X c=100 c=75 c=50 c=25 c=5 Analytical
0.055 0.1970 0.1939 0.1861 0.1852 0.3752 0.1965
0.25 0.2678 0.2680 0.2468 0.2284 1.4938 0.2673
0.50 0.3524 0.3490 0.3185 0.3025 —3.5933 0.3527
0.75 0.4268 0.4258 0.3984 0.3909 —7.3263 0.4271
0.95 0.4759 0.4759 0.4708 0.4662 —1.6469 0.4756

where i denotes a nodal value, ¢; .xqcr is the analytical solution, ¢; yumer 1S the
numerical solution and N is the total number of internal nodes. In Table 2.3 the
error is seen to reduce as At decreases, as expected. Table 2.4 shows a comparison
between five different values of the shape parameter ¢ for MQ-RBF with time step
value At = 0.05s at time level + = 0.5. It is clear that the results obtained are
reasonable and laying at same level of accuracy when the parameter ¢ = 75 or 100.
On the other hand, the results appear to lose their accuracy for smaller values of c.

From another point of view, taking a very high value of the shape parameter
c creates collocation matrices which are poorly conditioned and require high-
precision arithmetic to solve accurately. Using a relatively high non-dimensional
shape parameter of 75, the collocation matrices are sufficiently well conditioned to
be solved using quad-precision arithmetic (see [Ch12, StEtAl13, StPol5] for more
details on the shape parameter c).
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2.9.2 Transient Convection-Diffusion-Reaction Problem over
Rectangular Region with Mixed (Neumann-Dirichlet)
Boundary Conditions

As a final example, we investigate a convection-diffusion-reaction problem with
linear reaction term. The velocity field is considered to be along the longitudinal
direction and all the coefficients in the governing equation are constant. The
numerical and analytical solutions are compared for different time steps A¢ and
reaction coefficient k. The geometry is considered to be [0.7 m x 1 m] as shown in
Fig.2.7. Potential values are imposed at the ends of the cross-section, i.e., at x = 0,
¢ =300 and at x = 1, ¢ = 10. On the sides parallel to x, the lateral fluxes g = 0,
the problem thus having mixed Neumann-Dirichlet boundary conditions:

L) Lo
— (x,0,1) = — (x,0.7,1) =0, 0<x <1, t>0,
on on

¢ 0,y,1) =300, ¢(1l,y,t) =10, 0<y<0.7,t>0

and the initial conditions are ¢ (x, y, 0) = 0 at all points at t = 0. The values of the
reaction parameter k are assumed to be k = 1, 5, 10, 20 and 40 s~ vy = 0 while
v, is considered to vary according to the formula:

kx +1 10 k (2.23)
Vy = KX (0] —_— —_ —. .
x & 300/)" "2
0.7 [ FOHOHOHOHOHOHOHOHOHOHOHOHOHOHOHOHOHOHOHOH-OHOHOHOHOHOHEH-OHO* B
0.6 i
057 * 10 k £
v, =kx +log| — |z — =
9 ’ g (300) 2 |
04r > a
Ok K K oK Kk Kk Kk Kk Kk Kk Kk Kk Kk Kk ¥ *k ¥k *k ¥ #
0.3 | L
02 —Domain r
i Boundary Node |
01+t * Nodal Coordinate .
] * Internal Point
0 b O KOO WO H O KON O H O H O H O K- IO H- O KON NN KO KOO H-OH-CH-CH-OHOH-O I H-C N -

Fig. 2.7 Schematic representation of the rectangular channel model with side length 1 m
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The steady-state solution is given in [PaSe00]

¢ (x,y) =300exp |:]Ex2 + log <£) X — ]Ex]
’ 2 300 27|
In the numerical simulation with a fully implicit scheme, a diffusion coefficient
D = 1m?/s, a variable velocity v, as described in Eq. (2.23), and a time step At =
0.05 s were used with the results shown at t = 2 s, by which time the solution has
converged to a steady state. Comparison between the above analytical solution and
our numerical results are given in figures below, showing excellent agreement.

Case (1): k = 1 The first case is considered with the reaction value k = 1, which
is analysed with the computational domain discretised into 80 constant
elements and using 19 internal points. For the DRBEM model, only the
TPS-RBF has been applied in all cases. Figure 2.8 shows the exact and
numerical solutions, with 10 constant elements along the vertical sides
and 30 along each horizontal side.
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Fig. 2.8 Concentration profile ¢ distribution for bounded domain with different values of reaction
k: Comparison between the analytical (solid line) and numerical (star points) solutions, for every
5 time steps, Problem 2
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Case (ii)): &k = 5 In the second case, the contribution of the reactive term in
Eq.(2.1) is increased to k = 5. In Fig. 2.8, results are compared for
the same time-stepping scheme considered in the previous case. The
results are still very reasonable for the discretisation employed, which
is the same as for k = 1.

Case (iii): & = 10 For this case, the contribution of the reactive term in Eq. (2.1)
isincreased to k = 10. Figure 2.8 displays the results time for the same
time-stepping scheme considered in the previous case.

Case (iv): k = 20 To see the effect of further increasing the value of k, the
reaction coefficient is now k = 20. In this case, the maximum global
Péclet number is equal to 10 (see Fig. 2.9).

Case (v):  k = 40 The final test considers the reaction coefficient k = 40. A plot
of the variation of the concentration ¢ along the x-axis is presented in
Fig.2.9. In this case, the maximum global Péclet number is 20. It is
obvious that the agreement with the corresponding analytical solution
is still very good.
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Fig. 2.9 Comparison between the analytical (solid line) and numerical (star points) solutions, for
different values of the reaction k
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2.10 Concluding Remarks

In this paper, we present a novel formulation of the DRBEM for solving two-
dimensional transient convection-diffusion-reaction problems with spatial variable
velocity field. This new formulation for this type of problems has been implemented
to handle the time derivative part and the variable velocity field. The fundamental
solution of the corresponding steady-state equation with constant coefficients has
been utilised. The DRBEM is used to transform the domain integrals appearing
in the BEM formulations into equivalent boundary integrals, thus retaining the
boundary-only character of the standard BEM. Numerical applications for 2D
time-dependent problems are demonstrated to show the validity of the proposed
technique, and its accuracy was evaluated by applying it to two tests with different
velocity fields. Moreover, numerical results show that the DRBEM does not present
oscillations or damping of the wave front as may appear in other numerical
techniques.

The results presented in Sect.2.9 show the versatility of the method to solve
time-dependent convection-diffusion-reaction problems involving variable velocity
fields. We can note a distinct advantage of the present approach, which demonstrates
very good accuracy even for high reaction values which increase the Péclet number
for the cases studied. It is obvious that, as the velocity increases, the concentration
distribution becomes steeper and more difficult to reproduce with numerical models.
However, all BEM solutions are still in good agreement for moderate Péclet number
(Pé =10 and Pé = 20), but oscillations appear for high Péclet number; thus,
more refined discretisations are required for these cases. We have made an extensive
investigation for the last case studied by considering many different values of the
reaction coefficient k. For all these various values of k the backward time-stepping
scheme produces very good results in general. We have derived and implemented
three RBFs and tested them with different types of problems.
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Chapter 3

On a Parametric Representation of the oo
Angular Neutron Flux in the Energy

Range from 1eV to 10 MeV

Luiz F. F. Chaves Barcellos, Bardo E. J. Bodmann, and Marco T. Vilhena

3.1 Introduction

Neutron transport is relevant in a variety of applications, such as nuclear cancer
therapy (for instance, Boron Neutron Capture Therapy), design and characterisation
of new materials by the use of neutron scattering, energy production by nuclear
reactions and many others. From a theoretical point of view, the neutron trans-
port equation, i.e. the Boltzmann equation, and its solution is still a challenge
[FeEtAll7, Ga08, La06]. Because of difficulties in determining the solution in full
phase space with its seven variables (space, time, direction and energy) approaches
in the literature resort to simpler models based on the diffusion equation, where
the continuous energy dependence is approximated by multi-group models and
the directional information integrated out so that the solution is the scalar neutron
flux [OIEtAll17, OIEtAl19]. It is worth to mention also that works on the original
transport equation for a stationary case make use of a discretisation of the spatial,
the directional and the energy variable, known as the Lattice Boltzmann approach
[BiPal2, ErHel3, WaEtAll7, WaEtAl18, WaEtAl19, YaEtAll7].

Methods that maintain the spatial variable as a continuous quantity but discretis-
ing the angular variable are based on the so-called Sy approximation [LaEtAllS,
SeEtAl12, VaEtAl19]. There also exist approaches with continuous angular vari-
ables, the so-called Py approximation [GhEtAI19], where the angular dependency
is approximated by Legendre polynomials. None of these treats the transport
problem in full three spatial dimensions, nevertheless, there do exist numerical
transport codes that give up properties such as symmetries (geometrical as well
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as dynamical) of the original problem due to the approximation of the differential
operators in the transport equation.

The present work is an attempt to solve the transport problem using a physical
Monte Carlo method. Physical means that all the interaction terms present in the
Boltzmann equation such as scattering, capture and fission are considered in the
simulation [BaEtAl17].
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As a matter of fact, there do exist other simulators in the literature that solve the
transport equation, but they differ in their adopted philosophy, many of them solve
the problem by a mathematical Monte Carlo implementation, where the quantity of
interest (scalar or angular flux among others) is determined as a result of the Monte
Carlo simulation (see, for instance, [WeEtAl18]). Due to the fact that our method
mimics neutron physics in the microscopic scale, the generated data set by the
Monte Carlo simulation may be evaluated in a posterior analysis where the neutron
density important for kinetics, the scalar neutron flux important for diffusion models
or the angular neutron flux, solution of the transport equation may be obtained.

It is noteworthy that transport problems with dimension D > 2 need known
angular fluxes at the boundary, so that a unique solution may be determined. These
type of approaches usually use adhoc hypothesis for these angular fluxes, which
can be replaced when determined by Monte Carlo simulations such as the one
discussed in this contribution. Moreover, the resulting distributions of the simulation
are parameterised so that the quantity of interest is represented as a formula and thus
may be used directly in analytical approaches. Note that in the present approach,
all the variables are continuous so that symmetries of the physical problem are
preserved and no artefacts due to discretisations arise.

3.2 The Simulation

As a scenario we consider the following problem. The world of the simulation is
defined by a domain in the form of a cube with edges of 100 cm length, where
72.0% of the volume is occupied by water HO and the remaining part is filled
with uranium oxide with 0.895% U-235 enrichment and the medium is assumed
to be in thermal equilibrium with 7 = 568.9 K. The focus of this simulation is
the spectral neutron distribution as well as the spectral neutron flux. To this end we
simplify the data set by considering neutron tallies generated within a sphere with
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Fig. 3.1 Microscopic absorption cross section of Uranium-238

radius R = 50 cm in the centre of the cube and thus suppress influences of the cube
boundary, which otherwise might spoil isotropy.

By virtue of the energy range stretching from 10714 MeV to 10! MeV the
task of finding an acceptable parametrisation is significantly more difficult than
determining the spatial and angular distributions. Due to the restriction of the
volume where tallies are sampled from, the spatial distribution in the sphere is
approximately homogeneous and the angular distribution compatible with isotropy.
In the further focus is put on the energy dependence of the neutron flux in the
aforementioned energy range.

As reported in previous works, the microscopic interaction cross sections are
provided by a library of sectionally continuous functions [BaEtAll7, CaEtAll3].
An example is given in Fig.3.1, where the parameterised microscopic absorption
cross section for Uranium-238 is shown in the energy range between 10~ MeV
and 10! MeV. The initial neutron number at simulation start was 10° and the neutron
energies of the initial neutron population follows the Watts distribution [Re08, St07]
as shown in Fig. 3.2.

X(E) = 0.453¢ 1036 MVTIE Ginh /2 29 MeV -1 E.

After a transient of approximately 107> s to 10™* s the shape of the neutron
distribution stabilises and remains unaltered so that a steady state condition prevails.
The time evolution of the spectrum starting from a fission spectrum as initial
condition is shown in Fig. 3.3, where for approximately 10~* s the shape of the
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Fig. 3.3 Time evolution of the energy spectrum. The shown surface corresponds to the frequency
per second and MeV

spectrum apparently does no longer change. In this figure the initial condition
spreads over two orders in magnitude and the time and energy dependent surface
represents the time evolution of the energy spectrum, which corresponds to the
frequency per second and MeV for neutrons to appear in the intervals (¢, r + At] ®
(E, E 4 AE]. For large enough times, which allow to assume a steady state regime,
the shape of the neutron spectrum is the one shown in Fig. 3.4.
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Fig. 3.4 Spectral neutron distribution for a steady state regime

This time scale for the transient phase of the simulation until an approximate
steady state is attained is also in agreement with findings in the established literature
for light water moderated reactors (see, for instance, [Re08, SpEtA197, St07]). Two
regions of the energy distribution are physically understood, the low energy region
up to roughly 1 eV, which is dominated by a thermal equilibrium condition between
the neutrons and the surrounding medium and the high energy end beyond 0.1 MeV
where the fission distribution contributes to the observed shape. For the intermediate
energy region, so far there does not exist an analytical representation, which is the
principal issue of the present discussion.

For this reason, one of the tally information recorded in the created simulation
data set is a tag which identifies the distribution a specific neutron belongs to, the
thermal regime, the intermediate regime where down-scattering dominates and the
fission region beyond approximately 0.1 MeV as shown in Fig. 3.4. It is noteworthy,
that in the energy interval between 10~° MeV and 10° MeV the neutron spectrum
follows with considerable accuracy a power law, which is expected from the
dominating down-scattering interactions. Below roughly 1 eV up-scattering is to be
taken into account which is also in agreement with the cut between thermal and fast
neutrons in a two energy group approach where 1eV is considered the transition
energy [Re08, St07].

The evolution of the neutron population per Monte Carlo step for the total and
the three distributions (thermal, intermediate and fission) is shown in Fig. 3.5. From
the MC step 500 onward the ratios between two distributions remains constant until
the end of the simulation. Also the variation in the neutron population is sufficiently
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small so that the steady state hypothesis is a valid approximation, which is further
supported by the fact that the energy spectrum maintains its shape.

A further criterion to evaluate the regime of the simulation is criticality,
or equivalently the effective multiplication factor k.rr. Upon using the neutron
population balance definition for the multiplication factor, then the neutron life cycle
has to be identified. The fact that the simulation method is a physical Monte Carlo
implementation, allows for neutrons and their respective generation to be directly
tagged. The effective multiplication factor as extracted from the simulation data for
the sequence of generations is shown in Fig. 3.6, where up to the 50th generation
an approximate steady state regime holds, while changes in the multiplication
factor beyond generation 50 are due to the fact, that the simulation terminates
and new neutrons are no longer created. The numerical values for the effective
multiplication factor k¢ fluctuate around ~0.995, which shows that the simulated
system is close to critical, so that absorbed and leaked out neutrons are replaced by
neutrons produced by fission. These considerations indicate that the configuration
of the system is close to a true steady state and neutron data may be extracted for
data evaluation between Monte Carlo steps 500 and 3000 (see Fig.3.5). From one
generated data set a variety of physical information may be obtained in a post-
simulation analysis and it is also possible to extend the data set with additional
simulations, a clear advantage of having chosen the physical Monte Carlo method.
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3.3 Results

In the following we show some results that refer to analysing specific terms in the
Boltzmann equation, where for the further discussion scattering contributions were
considered especially interesting. Down-scattering of neutrons with initial energies
E’ to a specific final energy E is a substantial contribution in the integral term and
moreover crucial for the shaping of neutron or flux distributions in the intermediate
energy range (see Fig.3.4). A second contribution from scattering is hidden in the
total cross section X; which also contains absorption terms, however, the former is
more robust with respect to influences on the shape of the distributions since the
initial energy is E and all possible final energies E’ are integrated. Formally, the
integral term plays the role of a source term increasing the angular neutron flux in
the energy interval [E, E + d E), while the scattering contribution to the total cross
section has the effect of a drain reducing the angular flux.

Two scenarios were filtered from the simulation data set, scattering of neutrons
with Uranium-238 and with Hydrogen-1. As a Uranium target is very much heavier
than the neutron projectile, neutrons need an exorbitant number of collisions (more
than 2000) in order to reduce their initially high energy from fission in the average
~2 MeV to thermal energies below 1 eV. As a consequence one observes in Fig. 3.7
the sharp line from the initial to final energy correlation in this type of scattering
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Fig. 3.7 Probability distribution dependence of initial and final energy for down-scattering of
neutrons and the thermal regime for a target atom Uranium-238

reaction. At energies of approximately eV and below for both the initial and final
energy, the neutrons enter in thermal equilibrium with the surrounding medium.
As a consequence the spectral neutron distribution remains the same, since in the
average neutrons gain energy in collisions as much as they lose energy. This property
of the distribution is visible in the lower left part of Fig. 3.7, where for any initial
energy the final energy follows approximately the shape of a Maxwell-Boltzmann
distribution. The other extreme of a possible scattering scenario is the collision of
neutrons with Hydrogen. Since neutrons and protons have a relative mass difference
in the order of magnitude 1073, a collision has by far more possibilities for energy
and momentum transfer than Uranium. In the average already 15 collisions are
sufficient to bring neutrons down to thermal energies. Note, that for initial energies
above eV up to MeV there is a considerable spread in the distribution for final
energies after collision. The probability profile for down-scattering as well as
the thermal region is shown in Fig.3.8. The respective plots for the scattering
reactions Figs.3.7 and 3.8 may also be read in the reverse fashion. Considering
one specific final energy one may analyse, what are possible initial energies. For
Uranium-238, only in the thermal region a broad distribution relates the spectrum
for initial energies to one final one. This property allows to simplify considerably the
scattering integral for Uranium-238 since for higher energies than ~1 eV there exists
only a narrow peaked ridge, which makes it possible to approximate the integral
by a one to one relation between the initial and final energies. This is different for
Hydrogen-1, where the distribution for possible initial energies that lead to a specific
final energy is broad and independent of the specific energy scale considered, which
in our considerations spans from 10~ MeV up to 10 MeV.

As already mentioned in the introduction, many approaches discretize the energy
spectrum into a finite set of energy groups. Evidently, in such approaches average
values for each energy group are used, but these work out fine when the fluxes vary
only smoothly with energy. Though, in the energy regions, where the constituents
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Fig. 3.8 Probability distribution dependence of initial and final energy for down-scattering of
neutrons and the thermal regime for a target atom Hydrogen-1

of the medium have resonances, this property is hardly complied with. It is notable,
that many transport codes which are used in nuclear engineering tasks work with
energy groups so that the knowledge of the spectral angular flux could help to
improve the determination of the averaged nuclear parameters in these type of
approaches. Recalling, that the present Monte Carlo implementation mimics some
part of real micro physics, one may use the tags and filter the energy dependence
of the neutron flux, which may then be approximated by a parameterised formula.
The present configuration was chosen such that angular and spatial contributions do
not interfere in the energy distribution, for this reason only neutrons in the spherical
centre of the whole domain were sampled, which left the spatial and solid angle
distribution approximately homogeneous (not shown in this work). The comparison
of the spectral neutron flux resulting from the Monte Carlo simulation together with
its parametrisation is shown in Fig. 3.9. The parametric representation of the spectral
neutron flux was obtained first dividing the whole energy interval in four sub-
intervals (0 MeV, 10~ MeV], (10719 MeV, 107° MeV], (10~° MeV, 0.01 MeV]
and (0.01 MeV, o00). In each interval for log(E) the results of the Monte Carlo
simulation were fitted by four polynomial functions f;(E) (i € [1, 4] with degrees
1, 4, 1 and 6, respectively. The found coefficients are shown in Table 3.1. Since the
simulation data span an energy interval over 14 orders in magnitude, it is convenient
to represent the spectral neutron flux @ in a double logarithmic scale and further
as one formula instead of sectionally defined functions. To this end we define the
energy window functions w; for the four intervals and introduce the parameters
a and b, which define the smoothness or abruptness of the transition between the
intervals.

wi(log(E), a) = (—tanh(a log(E/10710)) + 1)

1
2



54

103

102

10!

100

Spectral neutron flux [1/(m? s MeV]

L. E F. Chaves Barcellos et al.

10—10

1078 1076

10—4

Energy [MeV]

1072 10°

Fig. 3.9 The spectral neutron flux in the energy range from 10~13 MeV up to 10 MeV

Table 3.1 Fit coefficients of the spectral neutron flux in log—log scale and in the respective sub-

domains

Function

S L 3 4

Intervals in [MeV]

(0,107 [ (107110761 | (10=°,0.01] | (0.01 , c0)
E® |12.4706 —228.186 —5.48732 | —1.32801 in log[MeV~m=2571]
E! 10565077 | —38.641 —0.477512 0.27156 in log[MeV =2m=257!]
E? |- —2.2306 - —0.353689 in log[MeV 3m=2s71]
E3 - —-0.0513524 - —0.130745 in log[MeV~*m2s71]
E* |- —0.000376707 |- —0.0363351  |in log[MeV S m=2s7!]
ES |- - - —0.00903293 | in log[MeV Sm=2s71]
ES |- - - —0.000867472 | in log[MeV~"m™2s71]

wa(log(E), a, b) =

w3(log(E), a,b) =

wi(log(E), a) =

N = = N

(tanh(a log(E/0.01)) + 1).

(tanh(a log(E/107'%)) — tanh(b 1og(E/10—6)))

(tanh(a log(E/10%)) — tanh(b 1og(E/o.01)))
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The spectral flux in a double linear scale is then given by

D(E) = 1ow1dog(E), ) frllog (E))+wa(log(E), 1,5) f2log (E))+ws3(log(E),5,100) f3(og (E))

% 1ow4(log(£),100) falog(E))

which may be directly used now for analytical approaches. In the further we analyse
this parametrisation as a possible solution of the Boltzmann equation.

Due to the fact that all terms of the Boltzmann equation are taken care of in the
physical Monte Carlo simulation one shall expect that apart from approximations
that were made the parameterised spectral neutron flux interpolated from the
result of the simulation data shall represent to a certain extent the solution of the
Boltzmann equation. The terms that were neglected in Eq. (3.2) were the explicit
time variation, the directional divergence and a possible external source. Then the
removal term is represented by the total reaction rate (last term on the left-hand
side of Eq. (3.2)), more explicitly the absorption rate and the scattering rate from an
initial energy E to any other energy E’ and the emission term is given by the fission
rate times the neutron multiplicity and spectral weight together with the scattering
rate from any initial energy E’ to a specific final energy E (first and second term on
the right-hand side of Eq. (3.2)).

Recalling that the simulation is not a perfect steady state and also isotropy is
only approximate and on the other hand the evaluation of the scattering integral
was done numerically using scattering probabilities (Uranium-235, Uranium-238,
Oxygen-16 and Hydrogen-1) which for Uranium-238 and Hydrogen-1 are shown
in Figs.3.7 and 3.8, respectively, one cannot expect a perfect match between the
left and right-hand side contributions presented in Fig.3.10. This is especially a
consequence of the huge energy interval that defines the limits on the integration
(1013 MeV and 10' MeV). As was to be expected, emission and removal are in
perfect coincidence at the high energy end where fission contributions dominate.
In the intermediate range emission has larger values in comparison to removal.
Nevertheless an encouraging detail is the identification of the resonance region of
Uranium-238 between roughly 10! eV and 10? eV, which is an essential feature
of the neutron life cycle. One of the possible discrepancies between the simulated
emission and removal part of the balance equation is the spectral flux and its
implication in the scattering integrals, since the latter was solved numerically and
thus is subject to inaccuracies.

The emission curve shows considerable fluctuations in the thermal region which
may be understood from the fact that the only way to get to these energies is from
down-scattering which suffers from limitations by not sufficiently high sampling.
On the contrary the removal curve is smooth because of the larger cross sections in
this energy range and thus higher reaction rates and consequently better statistics.
For lower energies the sampling of emission contributions is poorer manifest in
larger fluctuations. According to statistical standards one has to accept that values
from the removal curve are statistically compatible with the emission curve within
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Fig. 3.10 Comparison of the removal and emission terms in the Boltzmann equation

the fluctuations in this energy range. A larger sampling will certainly improve the
comparison in this range, which is a future work in progress.

In the intermediate energy range we face the problem of adequately approximat-
ing the scattering integral. Recalling, that the integral represents the balance for a
specific final energy after scattering but summing up all possible initial energies,
uncertainties in the initial energy contribution may influence significantly in the
reaction rates and thus the balance of the left- and right-hand side in the Boltzmann
equation, i.e. the comparison of the emission and removal contributions.

Another influence for inaccuracies in the obtained results was caused by the fact,
that a steady state was only attained approximately. The adopted philosophy for
the implementation of the physical Monte Carlo simulator has the disadvantage
that it is difficult to adjust the system configuration such as to obtain a specific
state, because this property appears as a result of the simulation as a consequence
of a specific system configuration. In the presented simulation the evolution of the
neutron population per Monte Carlo step showed a slightly sub-critical condition.
As a consequence, the variation of the neutron population and the divergence of
the fluxes change and may contribute to a discrepancy in the removal and emission
terms comparison. Also the spatial distribution is not perfectly homogeneous and
isotropic, which yields another contribution that may uneven the balance in the
Boltzmann equation. Another aspect that shall be taken into account is that in order
to adjust exact criticality one would need an iteration of Monte Carlo simulations,
where from variations of the geometric and physical parameters the desired state
could be matched for a specific case in consideration.
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3.4 Conclusion

With the stage of the development of the present physical Monte Carlo simulator
(built from scratch) and the generated results, we hopefully showed by our presented
results, how an implementation following the paradigm of power computing may
contribute to approach transport challenges such as the stationary Boltzmann
equation. Although, the implementation relevant for the present work operates as
a stand-alone program package, its C++ structure allows to integrate in a straight
forward manner the elaborated and tested code directly in the GEANT simulation
project. A return for our simulation intentions is that this insertion will open
pathways to make use of the GEANT geometry package and its efficient resources
to implement complex geometric domain setups, such as a reactor core with its fuels
elements, control rods and structural details.

A few computational highlights emphasise the simulation’s efficiency by the
variety of results presented. The interaction probabilities such as the scattering
probabilities exemplified in Fig.3.7 and 3.8 result from number-crunching with
standard computer architectures but attaining a simulation thread-time with 7.08 h x
thread, a subsequent data assessment thread-time with 6.25 h x thread and moreover
a reasonable memory administration with a maximum of 471 MB RAM per thread
and at a cost of 452.7GB stored simulation data for an ensemble of initially
10% neutrons with its subsequent neutrons generated from fission. The results,
here for the spectral neutron flux, were parameterised which may be used in
other approaches such as analytical ones or even for the more classical energy
group approximations. In the latter, averages need the fluxes before-hand in order
to compute reaction rates consistently, which are available from the simulations
reported. Nevertheless, the results represent a scientific contribution on its own right
as a novel approach to attack solving the Boltzmann transport equation by means of
a physical Monte Carlo approach.

Evidently, there is need for further improvements by virtue of the discrepancy
of the removal and emission terms when inserting the obtained spectral neutron
flux in the Boltzmann equation. The only term in the equation, that was evaluated
numerically was the scattering integral, which clearly needs a thorough revision.
However, other approaches also fail to satisfy the Boltzmann equation by orders in
magnitude comparable or even worse than our result. Very specific improvements
necessary are in the energy ranges where the statistics is poorer but where cross
sections are typically higher. Consequently, using more smooth distributions for
scattering to evaluate the integrals in the Boltzmann equation will likely reduce a
significant source for errors. Furthermore, simulations with importance sampling in
the low statistics regions may improve the precision and smooth this part of the total
distribution. Concluding, further simulations with better statistics and more accurate
parametrisations certainly will open pathways for new optimised simulations and
may also provide essential physical details for future (semi-)analytical models.
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Chapter 4 )
A Boundary Integral Equation Qe
Formulation for

Advection-Diffusion—Reaction

Problems with Point Sources

Luiz F. Bez, Rogério J. Marczak, Bardo E. J. Bodmann, and Marco T. Vilhena

4.1 Introduction

The advection—diffusion—reaction equation may be understood as an extension of
the continuity equation and thus represents the simplest model to describe dispersion
phenomena such as for particles, heat or more generally energy among others. Due
to its simplicity, in risk and safety analysis this model is usually the first one to
be employed to simulate and analyse consequences of events or even accidents in
the chemical or the nuclear industry, for instance. So far, comparisons of results
from the advection—diffusion—reaction model to experimental data, where they were
available, proved the usefulness of this idealization of the real world. Nevertheless,
there are some shortcomings, due to the difficulty with numerical representations
of realistic landscapes, which in general demands power computing resources to
produce acceptable solutions for the dispersion process. More specifically, problems
of this type if solved via traditional numerical domain methods, usually require fine
meshing, especially for problems with high velocity wind fields and large gradi-
ents, such as those from point sources, which demands significant computational
investments for numerical simulations [MeEtAll17, Ro72]. Another alternative are
analytical methods; however, so far they can be applied to problems with simple
regular domains but are hardly employed for realistic domains like the ones with
complex topography terrains [CuEtAll16]. One alternative is to employ analytical
solutions in order to analyse a simplified version of the problem. This, however, is
only practical for very specific circumstances and results in a loss in solution quality
when applied to realistic situations. Hence, the present contribution is a discussion in

L. F. Bez - R. J. Marczak - B. E. J. Bodmann (P<) - M. T. Vilhena
Federal University of Rio Grande do Sul, Porto Alegre, RS, Brazil
e-mail: rato@mecanica.ufrgs.br; bardo.bodmann @ufrgs.br

© Springer Nature Switzerland AG 2020 61
C. Constanda (ed.), Computational and Analytic Methods in Science
and Engineering, https://doi.org/10.1007/978-3-030-48186-5_4


http://crossmark.crossref.org/dialog/?doi=10.1007/978-3-030-48186-5_4&domain=pdf
mailto:rato@mecanica.ufrgs.br
mailto:bardo.bodmann@ufrgs.br
https://doi.org/10.1007/978-3-030-48186-5_4

62 L.FE Bezetal.

this line, where the boundary element method is presented as an efficient procedure
for computational simulations of the aforementioned issues.

Although, we consider a problem in a simple domain geometry, the forthcoming
discussion is to shed light on some highlights of the boundary element method and
its efficiency in numerically solving advection—diffusion—reaction type of problems.
Moreover, from the Green Function Theory, the solution of an arbitrary source
can readily be obtained from the knowledge of the solution for a point source.
Ikeuchi and Onishi [TkOn83] showed that the boundary element method (BEM)
can be used as an alternative for decreasing the problem size and maintaining
solution quality. Also, the upwind effect of the mean velocity field is accounted
for by the fundamental solution, allowing for the mesh which is being used to
be coarser while the solution remains numerically efficient and stable even for
very high local Peclet numbers [QiEtAl98]. In the further we present a BEM
formulation for a boundary integral equation applied to solve the advection—
diffusion—reaction problem for a point source in a rectangular domain. We also
report on the numerical performance of the method and its sensibility to changes
in the discretization, numerical integration quality and Peclet numbers, respectively.
The present formulation has potential to be extended and applied to other scenarios.

4.2 Mathematical Formulation

We consider an advection—diffusion—reaction problem with constant coefficients
and known source, as stated in Eq. (4.1).

V-V —dVip+ko = f 4.1)

Here ¢ is the concentration of a chemical substance, v is the advective velocity, d is
the diffusivity, & is the reaction coefficient, and f is the source term.

Associated with this differential formulation we have a fundamental solution,
which is of Green function type. In our case the fundamental solution ¢} is the
solution to the problem Eq. (4.2), associated with a point source located at x;, and
with asymptotic behaviour ¢* — 0 for increasing distance to the source.

V-VoF +d V3 —k¢F = —8(x) (4.2)

The fundamental solution and its derivative, for a 2D problem, are shown in
Egs.(4.3) and (4.4).

f(x) = b V' k 43
9700 = > exp (=5 ) Ko(ur) (43)

8¢;*(x)_ 1 v.r r-n _ v-n
0 = 3md exp (—g> (MKl(IU’)T + gKO(lﬂ”)> (4.4)
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Here r = x — Xx; is the distance vector relative to the source location, K, is the
modified Bessel function of the second kind of order v, and u is the coefficient
defined in Eq. (4.5).

e

We will solve numerically a type of an inverse problem, in a weighted residual
sense, as stated in Eq.(4.6). Combining the latter with Eq.(4.2) and using the
filtering property of the Dirac delta functional, we arrive at Eq. (4.7), the boundary
integral equation (BIE).

—/1¢QLV¢+dVﬂ¢—k¢)dQ—%/‘¢qu+vnﬁde (4.6)
2 r
r 2

avi+ [ o(ar+oer)ar = [aorar=[ roran @n
r r 2

Here ¢; is the concentration at location Xi, vy, ¢, and q;" are defined in Eqs. (4.8)
and n is a unit vector pointing outward and is normal to the boundary. The coefficient
¢; depends on the location of the source and is given by Eq. (4.9).

vy =V-n
qgn=V¢-n (4.8)
vp = V¢! -n
0 ifxid
ci=11 ifxje 4.9)
%o ifxierl

Let o be the internal angle of the boundary, then at a smooth point of the boundary,
in a Lipschitz sense, the internal angle equals &, whereas in a corner point X; the
internal angle of the corner is ;. In a well posed boundary value problem one must
either know ¢ or g, in any portion of the boundary, with at least in one portion ¢
shall be known.

If the source point is located outside of the domain, all the integrals in Eq. (4.7)
are regular. When the source point is on the boundary, the integrals containing
¢ have a weak integrable singularity, and the integrals containing g have a
strong singularity and must be interpreted using the Cauchy principal value. In this
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contribution we will work with point sources located at the nodes which are used to
interpolate the boundary’s geometry.

4.3 Numerical Implementation

This section presents the numerical implementation of the method, and is divided
into the boundary discretization, the numerical integration, and source term treat-
ment.

4.3.1 Discretization and Matrix System

The boundary is discretized using linear continuous elements everywhere, except
for the points where the boundary has a corner or even a possible discontinuity as
boundary condition. This is necessary since, in a corner, the outward normal vector
does not have a well defined direction—its limits differ when we approach from
either side of the corner. Likewise, g, may differ at either side of the corner, as will
become apparent in the benchmark study.

The solution for the corner treatment used in this study was to apply a
discontinuous formulation for the corner node. This effectively duplicates the node
and pushes it somewhere into the boundary elements forming the corner, by some
parametric form. Using the boundary elements defined by N nodes we can write
Eq. (4.7) in its discrete form, recalling that the shape functions ; referring to each
node j have compact support, while the fundamental solution ¢ for each source
point i does not.

N N
ci¢,-+2¢,-/r Uy (A + v 87) drj—an,-/F w,-¢;‘drj=/ﬂf¢;‘dfz
j=1 j j=1 j
(4.10)

Equations (4.11) and (4.12) define two matrices that will multiply the nodal
values of ¢ and g, respectively, and Eq. (4.13) will define the source vector.

Hij = dijci +f ¥ (dgf + va d}) dT; (4.11)
T
Gij =/ V;¢idr 4.12)
I

b = / ferds (4.13)
2
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Here §;; is the usual Kronecker delta. After having carried out all the integrations,
the following system of equations arises:

Hijp; — Gijqnj = bi (4.14)

Combining Egs. (4.10)—(4.13) by rearranging the columns of the matrices H;; and
G;j in such a way that all the boundary unknowns are collected in a vector x;, we
arrive at the final system of equations:

Ainj = a; (415)

The system defined in Eq. (4.15) is then solved numerically. Matrix A;; is a full and
asymmetric matrix [BrEtAI84].

4.3.2 Numerical Integration

The integrations performed to assemble H;; and G;; can be either regular, weakly
singular, or strongly singular. Each requires a different kind of numerical treatment.
When the source point is on the element to be integrated, then the integral may be
singular, otherwise it is regular.

Starting with the regular integrals, every integral, where the source point is
located outside of the element to be integrated, is treated in the same way. This
requires some care, since when the source point is close to the integrated domain—
close but not in it—the integral is quasi-singular and needs special treatment to
improve accuracy. Telles [Te87] showed that these problems arise when the source
is too close to the domain to be integrated. By setting the discontinuity parameter «
to be greater than 0.1 there is no need for special treatment in any boundary integral.
When calculating concentration values in internal points, the point cannot be placed
too close to the boundary; however, this critical distance value changes depending
on the direction of the velocity vector. All regular integrals are evaluated with the
Gauss—Legendre quadrature.

Qiu [QiEtAl98] showed the asymptotic behaviour of the singularities present in
the 2D advection—diffusion-reaction problem. The G;; matrix has weakly singular
kernels to be calculated in its diagonal, and the H;; matrix has a combination of
strongly and weakly singular terms in its diagonal. Weakly singular kernels were
integrated using the cubic coordinate transformation proposed by Telles [Te87].

Using the Gauss—Legendre quadrature and the Telles transformation, the entire G
matrix can be calculated. However, the H matrix has terms that are strongly singular
and cannot be handled by a coordinate transformation. In Eq. (4.17) the H matrix
terms are to be integrated, nevertheless, the strongly and weakly singular parts may
be treated separately.
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1 v-r
Hii = ci +L J (i€ + b;) exp (‘ﬁ) x (4.16)
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In Eq. (4.17) we have, from left to right, the Jacobian of the transformation into
normalized space, the shape function relating to the i-th node, the exponential term
representing the upwind effect, the terms with K, which are strongly singular, and
finally the terms with Ky which are weakly singular.

In problems modelled with the Laplace fundamental solution and in advection—
diffusion problems (without reaction) the diagonal term of the H matrix can be
calculated indirectly, as proposed by Brebbia and Dominguez [BrDo92]. This
technique calculates the diagonal term, including the free coefficient c;, by com-
bining the terms of the other columns in the matrix. In problems with a reaction
contribution this technique cannot be applied.

In our case the geometrical interpolation is linear and as a consequence the
radius r is always perpendicular to the boundary normal vector, making the term
multiplying K to be identically zero on the integration domain, thus leaving only
terms with K to be integrated. Those terms are weakly singular and are handled
with the Telles coordinate transformation.

Figure 4.1 shows that the weakly singular kernels are regularized if the shape
function in question tends to zero at the source point. This means that the only
G-matrix terms that need the Telles transformation are the diagonal terms. This
transformation can also be applied to the terms that are regularized by the shape
functions.

Figure 4.2 shows the relative error of the weakly singular integrals, for an
increasing number of quadrature points and using the Telles transformation. As
shown in the figure, 12 points are needed to evaluate the kernels with a relative
error of 107°, compared to a reference result obtained by the software Maple
[MoEtAll1].

4.3.3 Analytic Treatment of the Source Term

In the cases studied in this contribution, we are considering the source to be the
sum of M point sources. Modelling the point sources as Dirac delta distributions,
and using their filtering property, we can evaluate the domain integral in Eq. (4.13)
analytically. The source vector can then be evaluated as shown in Eq. (4.17).

M M
b= [ 3o sara2 = Y S0 ow (@17)
k=1 k=1

Here Sy is the source strength, and §y is a Dirac delta distribution at the point xi.
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4.4 Benchmark Case

In this section we will test our implementation for a classical benchmark case.
Figure 4.3 shows schematically a unity square domain, with a uniform velocity
field in the positive x-direction. The left and right boundaries have primal boundary
conditions, corresponding to concentrations of zero and one, respectively. The top
and bottom boundaries have dual boundary conditions, with null flux and in this
problem no reaction term was present.

This case has an analytical solution, given by Eq. (4.18). Note, that the higher
the velocity, the higher the gradient presented by this solution, and traditionally the
harder it is to solve this problem numerically.

€X
¢x,y) = (4.18)
€X

This problem needs only boundary discretization and has no source term. Apply-
ing the methods described in Sect. 4.3 we will now analyse the errors presented by
the method in this benchmark case. Figure 4.4 shows the boundary results, in a case
with v = 5, d = 1, element size of 0.025 (resulting in 160 elements), and with 8
quadrature points for the integrals. In the following subsections, we will analyse the
behaviour of the implemented method for a set of Peclet numbers, different mesh
sizes, and different number of quadrature points.

4.4.1 Concentration Profiles for Various Peclet Numbers

Qiu [QiEtAl98] showed that the boundary element method for a problem with
constant coefficients and using the advection—diffusion—reaction fundamental solu-
tion is stable for any Peclet number, independent of the used mesh size, given
that the integrals are correctly evaluated. It is noteworthy, that for high Peclet
numbers the evaluation of the fundamental solution may be problematic. When
the scalar product of the velocity by the distance from the source point is large

Fig. 4.3 Schematic
description of the benchmark
problem and its boundary
conditions

(0.1) gn =10 (1.1)

1

(0.0) (1.0}

Gn =10
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Fig. 4.4 Boundary results for the benchmark problem, with v = 5, d = 1, element size of 0.025,
and 8 quadrature points for the integrals

and negative, the argument of the exponential becomes too large (depending on
the floating point representation) and causes numerical overflow. At the same time,
the implementation of the Bessel function of the second kind will cause underflow,
while the product of the two should be a finite small number, but under these
conditions it becomes erroneous or simply cannot be evaluated numerically. This
shortcoming can be avoided by rewriting the fundamental solution as given in
Eq. (4.19). The product of the Bessel function of the second kind and the exponential
of the same argument in square brackets is called normalized Bessel function of the
second kind, and its evaluation can be accomplished without numerical underflow
or overflow. The same can be done for the derivatives of the fundamental solution.

* 1 v-r
¢ (%) = 3— exp(=— ) Ko(ur)
1 vV-r
= 57 &= — ur) [exp(ur) Ko(ur)] (4.19)

Figure 4.5 shows the results for concentration profiles at internal points of the
domain (y = 0.5) of the benchmark problem. The problem is solved with 160
elements, 8 quadrature points for the integrals, d = 1, and with varying velocity.
Along the x-direction a homogeneous mesh with element size 0.05 was used
resulting in 20 elements along this direction. The Peclet numbers ran from 1073
to 30 and the maximum relative error observed in these cases was of the order 1074,

4.4.2 Mesh Size Sensitivity

Table 4.1 shows the maximum relative error and the mean square error for boundary
nodes and internal points (at y = 0.5) when varying the mesh size while keeping the
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Fig. 4.5 Concentrations at internal points (y = 0.5), for various Peclet numbers

Table 4.1 Relative errors for varying element size on the benchmark problem withv = 5,d =1,

and 8 quadrature points

Error at boundary nodes

Element size Emax Esqre

0.100 6.38% 1.20%
0.050 3.17% 0.46%
0.025 1.57% 0.17%

Error at internal nodes

Emax Esqrt
0.55% 0.03%
0.13% 0.01%
0.03% 0.002%

velocity constant v = 5, the diffusivity d = 1, and the number of integration points
set to 8. One observes that with relatively coarse meshes low numerical errors were
attained. Results for internal points produced errors even smaller than the ones on

the boundary nodes.
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Table 4.2 Relative errors for varying number of quadrature points of the benchmark problem with
v =15,d = 1, and element size of 0.05

Error at boundary nodes Error at internal nodes

Quadrature points Enax Esgre Enax Esqrt
4 3.51% 0.51% 0.15% 0.01%
8 3.17% 0.46% 20.13% 0.01%
16 3.17% 0.46% 0.13% 0.01%

4.4.3 Sensitivity to the Quadrature Order

Table 4.2 shows absolute and relative errors for boundary and interior points (at
y = 0.5) for three different numbers of quadrature points. A fixed mesh of element
size 0.05 (20 elements for each size of the square) was used to solve a problem with
velocity v = 5 and the diffusivity d = 1. Any difference in the numerical values
in Table 4.2 is due to the quality of the numerical integration performed. As can
be seen, no significant difference can be observed between routines using 8 or 16
quadrature points.

4.5 Applications with Point Sources

Once the solution of the advection—diffusion problem for one point source is
obtained, one may extend the solution to in principle any source distribution by
the use of the Green function theory. In the Fig.4.6 the influence of the Peclet
number, i.e. the advective to the diffusive transport rate, for point source responses
is shown. The contour plots show in three different cases, with Peclet numbers of
2 (top), 20 (middle), and 200 (bottom) the increasing dominance of advection over
diffusion. In the three problems the diffusivity was set to d = 1, a non-zero velocity
was assumed for the x-direction only, no reactions were considered, and one point
source with magnitude 10 was taken into account. For the boundary conditions null
concentrations along the edge x = 0 and null diffusive fluxes on the remaining
boundaries was understood.
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Fig. 4.6 Concentration fields for one point source problems with varying Peclet numbers Pe = 2
(top), 20 (middle), and 200 (bottom) are shown. The source magnitude was set to 10 for all cases
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4.6 Conclusions

In this work we solved the advection—diffusion—reaction equation in a rectangular
domain considering a point source. We also showed that the method is stable
for a large range of Peclet numbers and maintains precision even with relatively
coarse meshes and relatively few integration points. All singular integrals were
regularized by a coordinate transformation [Te87], so that the standard Gauss—
Legendre quadrature integration was efficient.

It is well known that the solution of an arbitrary domain subjected to a single
known source point is a Green function of the problem. Therefore, the present
formulation offers a numerical alternative to other methods provided the Green
function method may be applied. The present results show stability, accuracy, and
ability to capture the singularities around point sources, and can be used in principle
for an arbitrary number of sources. The formulation presented, along with only the
boundary discretization, has potential to be used in complex problems like those
considering actual terrain topographies and can be extended to the three dimensional
case without changing the presently prescribed procedure.
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Chapter 5

Displacement Boundary Value Problem Qe
for a Thin Plate in an Unbounded

Domain

Christian Constanda and Dale Doty

5.1 Introduction

Many times, solutions of boundary value problems for a mathematical model cannot
be computed explicitly, but can be approximated to within acceptable tolerances
by means of expansions in a complete set of functions in a Hilbert space such as
L?. This method acquires additional interest and usefulness when the choice of the
functions in question is based on the structure of the layer potentials generated by
the problem.

An expansion of this type may encounter difficulties in the case of an infinite
domain, where the solution must fit a certain prescribed far-field pattern. Often, such
a pattern requires the a priori knowledge of what is known as a rigid displacement
in elasticity theory, which is not normally readily available.

In this chapter, we construct a generalized Fourier series method for the
approximation of the solution to the Dirichlet problem associated with the bending
of a thin elastic plate with transverse shear deformation that occupies a region
ST x [—ho/2, ho/2], ho = const, in R3, where S~ is the complement to R2 of a
finite domain S* bounded by a simple, closed, C?-curve 8. After the completion of
the analytic part that describes and justifies the procedure, we illustrate the method
by means of two numerical examples in the case of a homogeneous and isotropic
material, with S~ representing the outside of a circle.

The Dirichlet, Neumann, and Robin problems in § T for this model have been
investigated in [CoDol7a, CoDol7b, CoDol8, CoDol19a, CoDo19b, CoDol9c,
CoDo20].
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5.2 The Plate Equations

In what follows, x(x1, x2) and y(y;, y2) are generic points in R2, |[x — y| is the
Cartesian distance between x and y, C%%(3S) and C'*(3S), « € (0, 1), are
the spaces of Holder continuous functions and Hélder continuously differentiable
functions on 35, respectively, || - || is the norm on L2(3S), M®¥, M, and M T are
the columns, rows, and transpose of a matrix M, and [ is the identity operator or
matrix.

We denote by A and px the Lamé constants of the material, and by

T
(x3u1 (x1, x2), X3u2(x1, X2), U3(x1, X2))

the three-dimensional displacement of the points in the plate. Since our mathe-
matical model is set up by means of averaging all the quantities involved in its
description over the thickness % of the plate, the unknown object in our analysis is
the vector function

T
u= (uy,uz, us) .

The equilibrium system of partial differential equations when the body forces
and moments are negligible can be written as [Co16]

A(01, B2)u(x) =0, 5.1
where
A +h200+ p)di — p 2\ + )01, — o
A3, 8p) = h2(h + )01 0> R2pA +h2(00+w)d3 — p —puds |
WO o2 nA

h = ho/v12, 8y = 3/3xq, @ = 1,2, and A = 3? + 33 is the two-dimensional
Laplacian. _
It is easily verified [Co16] that the columns f @ of the matrix

1 00
F=| 0 1 0], xeR?
—x1 —xp 1

form a basis for the space .% of rigid displacements, so an arbitrary rigid displace-
ment can be written as

f = Fc,
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where ¢ = (cy, ¢2, C3)T is a constant vector. Also, the restrictions f (i)|3s, i=1,2,3
form a basis for the null space of the boundary operator 7.

The study of system (5.1) by means of the boundary integral equation method
requires the knowledge of a 3 x 3 matrix D(x, y) of fundamental solutions. Such a
matrix, constructed in [Co16], has the symmetry

D(x,y) = DT(y,x) (5.2)
and is accompanied by its associated matrix of singular solutions
T
P(x, y) = (T(3)D(y, ), (5.3)

where T is the boundary moment-force operator defined by

hz(k+2M)n181 +h2/Ln232 thmzal +h2kn132 0
T3, ) = h2An2d) +h2un1dy  hZunid; +h*(A+2u)n2d 0
uni una Uhg Oy

n = (n1, n2)" is the unit of the outward normal to 35, and 749, = 1n19; + 129,.

5.3 Dirichlet Boundary Value Problem

Adopting the notation x, (r, 6) for the point x in polar coordinates, we consider the
space <7 of vector functions in S~ that, as r — 00, admits an asymptotic expansion
of the form

ui(r,0) =r~! [mosin® + 2m | cos & — mg sin(30) + (ma2 — my) cos(36)]
+r72[(2m3 + mya) sin(20) + ms cos(20) — 2m3 sin(40) + 2me cos(49)
+r3 [2m7 sin(360) + 2mg cos(30) + 3(mg — m7) sin(560)
+3(mig — mg) cos(50)] + O (r™),
ur(r,0) = r~! [2m2 sin 6 + mg cos 6 + (my — my) sin(30) + mq cos(36)]
+ r72[(2me + ms) sin(20) — m4 cos(20) + 2mg sin(40) + 2m3 cos(49) ]
+r3 [2m10 sin(30) — 2mg cos(36) + 3(m 19 — mg) sin(56)

+3(m7 — mo) cos(50)] + O(r™),
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u3(r,0) = —(my +ma)Inr — [my +ma + mosin(20) + (m — my) cos(26)]
+ ! [(mg + my) sin@ + (ms5 + mg) cos 0 — m3 sin(36) + mg cos(30)]
+ r_z[m“ sin(260) + m 2 cos(20) + (mg — m7) sin(46)

+ (m1og — mg) cos(40)] + O (r ™),
5.4

where m1, ..., m1p are arbitrary real constants. We also consider the set
A =d ®F.

In what follows, we assume that the origin lies in S*. Direct calculation shows
that, for y fixed, matrix D(x, y) splits into the sum

D(xp, y) = D (x, y) + D®(xp, y); (5.5)

here, D is a matrix whose columns (D”Q{ Y@ are vector functions of class <7, and
the entries of the residual D are

2_ .2
X7 — X
DY (x,y) = —auz{ 12 3 +2 +1n(x12 +x§)},
Xy + x5
X1X2
D%)(xa)’)z_zaﬂz 2 P
1TX
X1
D (x,y) = af —4h°uOh+ 2p) —— + [+ InGf +x9)]1 4,
Xy + x5
X1X2
DS (x,y) = —2ap’* ——,
12 x%+x§
2., .2
—Xx7 +x
D35 (x,y) = —aMZ{% +2+1n(x12 +x§)},
Xy + x5
X2
D$(x,y) = ay —4h*pO + 20)——— + p’xall + In(xf + x)1 ¢,
X7 +x2

(=X} +x3)y1 — 2x1x2)2
x12 + x%

D3 (x,y) = —auz{

+ x1[1 4 In(x? + xD)] — y1[2 + In(x? + x%)]},
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(x? — x3)ys — 2x1x2y1
D%(X’Y):_(JMZ{ 1 22 2
X] +x2
+ x2[1 +In(x? + x3)] — y2[2 + In(x? + x%)]},

X + x
DX (x.y) = a{ AR+ 30) + AR O+ 2@%

XX
+ 102G+ x) InGxf + x3) — 2k (h + 2) In(xf + x3)

— w21y + xay2)[1 + In(xf + x%)]},

where
a=[87h*u* 0+ 21"
Obviously, in view of (5.5), matrix P also splits into a sum of two terms, P

and P*°, constructed from (5.3) with D and D®°, respectively.
It is easily verified that, for x # y,

AD® = ADY =0 inStuUS—

and

Using the expressions of Df? converted to polar coordinates, we find that for a
vector function ¢ on 9.5,

(D®(xp, MY (M),
= —ap®{[rQlnr + 1) cosO]y3
+ [2(nr 4 1) 4 cos(20)1(¥1 — y1¥3) + sin(20) (Y2 — y293)},
(DX (xp. MY (),
= —ap?{[21Inr 4 1) sinO]y3 + sin(20) (Y1 — y193)
+ [2(Inr + 1) = cos] (Y2 — y293)},
(D™ xp, MY ()4

= a{[p*r’Inr —4R2u(n + 2p) Inr — 4h%w(h + 3)1¥3
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+[WrrQlnr 4+ 1) — 4%+ 2)r 1
x [(cos 0) (Y1 — y1¥3) + (sin0) (Y2 — y233)]1}.

These formulas show that if

/ (F) Ty ds = f [Wa(y) — ya¥3s()1ds() =0, «=1,2,
N N

(5.6)
fu@fwu=/m@www=a
EN N
then
/ (D(xp, )Y (»)ds(y) =0,
N
which means that
t/DQGﬁw@ﬁ“@)Z/XD@Jﬁdw@ﬁ“@) (5.7)
EN S

The exterior Dirichlet problem consists in finding u € C2(S7™) N C!(S7) that
satisfies

Au=0 inS§S~,
u=9% onas, (5.8)
ued*
where 2 is a 3 x 1 vector function prescribed on 9.S.
The next two statements are proved in [Col6].

Theorem 1 (Somigliana Representation Formula) If u € < is a solution of
Au=0in S™, then

ux) = — f{D(x, WTu(y) — P(x. D2} ds(y), x €5,
0S

0=— /{D(x, WTu() = PG, )2} ds(y), x € ST
BN

Theorem 2 Problem (5.8) has a unique solution u for any 9 € C1%(35).
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Given the definition of .&7*, we have the decomposition

u:ud—i—Fc, u? e o (5.9

It is obvious that u?

problem

is the (unique) solution of the Dirichlet boundary value

Au? =0 inS™,

u? =9 — Fe onds,

u? e o,
so, by Theorem 1,
u? (x) = —/{D(x, NTu (y) — P(x, y)(Z — Fo)()}ds(y), x€ S8,
EN
0= —/{D(x, DTu” (y) = P, y)\(@ — FOM)ds(y), x € 5.
as

(5.10)
Since T Fc = 0, we have
Tu=Tu” +TFc=Tu”.

Also, since { = Tu is the Neumann boundary data of the solution, it follows that
(see [Col6])

/(f("))des=o, i=1,23, (5.11)
aS

which is (5.6). Consequently, using (5.7) and (5.9), and the equality [Co16]

—(Fo)(x), xeSt,
0, xesS,

f P(x, )(FO)(y)ds(y) = {

S

we bring (5.10) to the form

w? (x) = — /{Dd(x, WY () — Px,»)Z(}ds(y), x€S, (5.12)
as

0= —/{D’Q/(x, NV ) = Px, NZ(Mds(y) + (Fo)(x), xe St
aS

(5.13)
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5.4 Generalized Fourier Series Method

The computational algorithm is constructed by means of an auxiliary simple, closed,
C2—curve 3, lying strictly inside S*.
Let {x®, k =1,2, ...} be a set of points densely distributed on 35, and let
G =1p"™, i=1,23 k=012,..}
be the set of vector functions on 9.5 defined by
V) = O, i=123,
ey = (DD, x®), i=1,2,3, k=12,....

The functions (p(ik), k=1,2,..., can also be expressed in terms of the rows of
D . From the symmetry (5.2) we deduce that

DY (y,x) = (DY) (x, y),

where the left-hand side is the class <7 component of the asymptotic expansion with
respect to x after the points x and y have been interchanged in D. Then

(D7)D(y,x) = (D)) x, y) = (D)) (x, ),
which leads to
0™ (x) = (D7) (x, x®) = (D7), =P, x))". (5.14)

Theorem 3 < is linearly independent on 3§ and complete in L*(3S).

Proof Suppose that
3 N ‘
ZZO{ PYP(x)=0, xeds
Jj=1k=0

for some positive integer N and real numbers o, i = 1,2,3,k=0,1,2,..., N.
Then the function

3 N 3 3 N
g(x) = Z Y g @) =Y i f O+ Y and)Vx, x®)
i=1 k=0

i=1 i=1 k=1
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is the unique solution of the homogeneous Dirichlet problem

Ag=0 inS,
g=0 onas,
ge ",

sog =0in S~. This implies [Co16] that
aio=0, =123,

and
3 N -
SN an @)@, x®) =0, xes. (5.15)
i=1 k=1

According to the asymptotic expansion of D in [Col6], the entries Di“j (x, x®)
become infinite as |x| — oo. This contradicts (5.15) unless

ar=0, i=1,23, k=1,2,...,N,

which confirms the linear independence of the set 4.
Next, let g € L?(3S) be such that

f @) ds = / (FOYgds =0, i=123, (5.16)
N 0S

/(go(ik))qus=O, i=1,23 k=12,.... (5.17)
N

Using (5.14), we see that (5.17) is the same as

f(D”)o-)(x(k),y)q(y)ds(y)=o, i=1,23 k=12 ... (5.18)
EN

The rest of the argument in this proof makes use of the properties of layer
potentials with an Lz—density, discussed in [Col6]. Thus, by (5.17) and (5.7), the
single-layer potential

Vg)x) = (Vg)? (x) = / DY (x, y)g(y)ds(y), xeSTUS,
kN
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written in this form on the basis of (5.16), is continuous on 9. Given (5.18) and the
fact that the points x®, k = 1, 2, ..., are densely distributed on 35S, we deduce
that Vg is the unique solution of the Dirichlet problem

A(Vg)=0 inS},
Vg=0 onaS,,
which implies that
Vg=0 inS}.
The analyticity of Vg in ST U S~ now yields
Vg=0 inSt.
Hence,
(T(vg)" =0,
or, equivalently [Col6],
%q(x) + / T(0x)D(x, y)g(y)ds(y) =0 fora.a.x €98,
s

where the integral is understood as principal value. This leads to the conclusion
[Col6] thatg € C 0*"‘(8 S) and, therefore, it is continuous in R2 and satisfies

A(Vg)=0 inS™,

Vg=0 onas,
Vg e d.
By Theorem 1,
Vg=0 inS~,

SO
(T(Vg))” =0 onaS.

Combining the limiting values (T(Vq))i(x) of (T(Vq))(x) as x approaches 9§
from within ST and S~ (see [Co16]), we conclude that

q=0,

which shows that the set ¢ is complete in the Hilbert space L2(35). O
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The elements of ¢ are re-ordered as the sequence

a0 = ,@0 ;30,11 (p(21), (p(31), (,0(12), (p(22), G .

@ % 4 4 4

and re-indexed as
G ={p, 92, 9, oW, 9O, 9@, oD o® O},
where ¢/) in the new sequence is the same as ¢ in the original one with

j=i+3k i=123 k=01,2,.... (5.19)

5.5 Computational Procedure
Since the x®) are points in ST, from (5.13) it follows that
[ @060 0w dse = [ PP 020 dso + (o).
EN as
(5.20)

Given that ¢ is a complete set, we may consider an expansion of the form
o
v=> ™.
h=1

Replacing (5.20) and truncating after n = 3N + 3 terms, where N is the number of
points x*) on 35, we obtain the approximate equality

3N+3

> oi [ 070 P @ dso
h=1"" 35
3N+3
=3 / @) (@)™ () ds (x)
h=1 " 3¢

3
- / Piy(x®, 1) 2 (x) ds(x) + Zafi(l)(x(k)),

98 =1

i=1,23 k=12...,N, j=i+3k=4,5...,3N +3,
(5.21)
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which gives rise to the approximation

n

y® = Z oo™, n=3N+3, (5.22)
h=1
satisfying
lim ||y — ¥, = 0. (5.23)
n—oo

Taking the re-indexing (5.19) into account and making the notation

My = / (DT ()™ (x) ds (x),
ENY

Bj = / Piy(x®, ) 2(x) ds(x),

N
1
vir= "),
we re-write (5.21) in the form

3N+3 3
S Mjpn =Y vic=pBj. j=45....3N+3. (5.24)
h=1 =1

This is a linear system of 3N equations in 3N + 6 unknowns pj, and ¢.
Consequently, we need six additional equations.

Three of these equations are constructed by choosing a point X in ST, arbitrary
but distinct from the x® and the origin. Then (5.13) yields the system

3N+3

> / (D7) iy (%, )™ (x) ds (x)
BN

h=1

3
:fP(i)(i,x)g(x)ds(x)+Zc;fi1()€), i=1,23,
as I=1

or, with the notation

My = f (D)) (%, )™ (x) ds (x),
N
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Bi = f Py (%, x)2(x) ds(x),
BN
3
P =) S,

=1
the system

n 3
Y Minen =Y faar =B, i=1,23. (5.25)
h=1 =1

Since 1 = Tu satisfies (5.11), it is reasonable to ask the approximation (5.22) to
do the same. Obviously, this condition translates as

3N+3 '
> o @0 ds =0, i=1.2. (5.26)
h=1"" 35

Equations (5.24), (5.25), and (5.26) form a non-singular system for the compu-

tation of the 3N + 3 coefficients p;, and the three coefficients ¢;, which determine
¥ and the rigid displacement approximation

(FC) (BN+3) — FC(3N+3) .

Representation formula (5.12) indicates that we should now define

@?)"W(x) = — f D (x, Y™ (y) ds(y) + / P(x,)2(y)ds(y), x€S~,
N

as
(5.27)

and
U™ (x) = WM (x) + Fx)e™, xeS . (5.28)
In [Col6], the exact rigid displacement Fc¢ component of u is given by an
expression involving & and the null space properties of a specific boundary integral

operator. This suggests that we may consider an alternative definition of 1,
namely

u™(x) = (u” )(") )+ (FO)(x), xeS. (5.29)

Equality (5.29) is the form of choice in analytic arguments, and (5.28) in numerical
computation.
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Theorem 4 The vector function u™ defined by (5.29) is an approximation of the
solution u of problem (5.1) in the sense that u'™ — u uniformly on any closed and
bounded subdomain S’ of S~.

Proof By (5.9), (5.29), (5.12), and (5.27),
u(x) —u™(x) = u” (x) — (u"?{>(n) (x)

= —fD”(m)x/x(y)ds(y)+fD”(x,y>w<”>(y>ds<y)

as as
= [ D7 wn[pm - v ] ase). xes
as

SO

3
u@x) —u™ @) <D IO Y —y™), xes.

i=1

Since S’ is closed and bounded, the (D”‘J )(i) are uniformly bounded on it [Co16],
and the statement of the assertion now follows from (5.23). |

The numerical procedure described above is referred to as the row reduction
method.

5.6 Numerical and Graphical Illustration: Known Solution

Let ST be the disk of radius 1 centered at origin, let 3.5, be the circle concentric with
dS and of radius 1/2, and let the physical parameters of the elastic plate material,
after suitable rescaling and non-dimensionalization, be

Remark 1 Our choice for 95, is motivated by the fact that if this curve is too far
away from 9.5, then the sequence & becomes “less linearly independent”. On the
other hand, if it is too close to 9, then & develops increasing sensitivity to the
singularities of matrices D and P on the boundary.
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Remark 2 The approximation accuracy depends on the selection of the points
{x®}. In the interest of computational symmetry, we decided to space these points
uniformly around 9 S,; specifically, for N = 1,2, ...,

2wk

(x®k=1,2,..., Nlcartesian = {GT) :k:1,2,...,N} )
Polar

It is clear that {x(k)},fil is the set of all points on S, whose polar angle is of the
form 2w a, where a is any rational number such that 0 < a < 1.

Remark 3 We have performed floating-point computation with machine precision
of approximately 16 digits. The most sensitive part of the process is the evaluation
of integrals in the inner products, for which we set a target of 11 significant digits.

We prescribe the boundary condition (in polar coordinates on 9.5)

2+ 2cosf + 3sinf — sin(20) + 2 cos(36) — 7 sin(360)
+ 2 cos(49) 4 4sin(40)
Dxy) = —4 +3cosf + 2sinf — 3 cos(26) + 2sin(26) + 7 cos(36) ’
+ 2sin(30) — 4 cos(46) + 2 sin(460)
—1 —cosf + 5sin 6 + cos(20) — 14 sin(20) + 7 cos(36)

+ 14 sin(36)

which generates the exact solution (in S™)

24 (¢} +x3)71(2x +3x2)
+ (x12 + x%)_z(—lexg — 9x12x2 + 3x§)
+ ()cl2 + xzz)_3(2xf — 12x12x2 — 6x1x% + 4x§’ + 2xi¥
+ 16x]3x2 — 12x12x% — 16x1x§ + 2x§)
—4+ (x? +x3)713x1 + 2x2)
u(x) = + (7 +x3)72(=3x7 + 4xyx2 + 3x3 + 3x] — 9xyx3) ,
+ ()cl2 + x§)73(4x13 + 6x12x2 — 12x1x§ — 2xé5 — 4x;L
+ 8xfx2 + 24x12x§ — 8x1x§ — 4x§)
—1—1In(x] + x3) — 2x1 +4x2 + (x] + x3) 71 (x1 + x2 — 6x1x2)
+ (xf + x%)’z(xl2 — 22x1xp — x% + xl3 + 6x12x2 — 3x1x% — 2x§)

+ (¢ +x3)73(6x7 + 36x7x7 — 18x1x7 — 12x3)
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or, in polar coordinates,

2+ r~![2cos@ + 3sinH — 3sin(36)]
+ 72— sin(26) + 2 cos(46) + 4sin(40)]
+ r73[2cos(30) — 45in(36)]
—4+r~'[3cos 6 + 2sin6 + 3 cos(36)]
+ r’z[—3 cos(20) + 2sin(20) — 4 cos(40) + 2sin(46)]
+ r~3[4 cos(30) + 25in(36)]
r(—2cosf +4sinf) —2Inr — 1
+ r~cosO + sin6 + cos(360) + 2sin(36)]
+ r~2[cos(20) — 11in(26)]
+ r73[6cos(30) + 12sin(36)]

“(xp) =

This solution contains the class < vertical translation (0,0, —2)T and the
additional rigid displacement

f)=QfV —4f@ 4 fOx) = (2, -4, 1 — 2x1 +4x2)".
If f is eliminated, then

2cosf + 3sinf — sin(20) + 2 cos(36) — 7 sin(30)
+ 2 cos(40) + 4sin(46)
(P — f)xp) = 3cos6 + 2sinf — 3cos(20) + 2sin(20) + 7 cos(36)
4+ 25in(30) — 4 cos(40) + 2 sin(40)
—2 +cos O + sinf + cos(20) — 14sin(20) + 7 cos(30)
+ 14 sin(36)

and

r~'[2cos + 3sinf — 3sin(30)]
+ r2[— sin(20) + 2 cos(46) + 4 sin(46)]
+r~3[2cos(360) — 4sin(30)]
r~'[3cos@ + 2sin6 + 3 cos(30)]
u"?’/(xp) = + r72[—3cos(260) + 2sin(20) — 4 cos(46) + 2 sin(46)]
+ r 3[4 cos(30) + 2sin(36)]
—2Inr —2 4 r~'[cos O + sin@ + cos(30) + 2sin(36)]
+ r2[cos(20) — 115sin(26)]
+ r3[6cos(36) + 125sin(360)]
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Using the polar form of the solution, we can verify that u” = u — Fe fits the
far-field pattern (5.4) with the coefficients

mo=3, mi=1, my=1, m3=-2, my=3, ms=0, mg=1,

mi=-2, mg=1, m9o=-2, mpo=1, myp=-11, mp=1.

The entries of the approximation u?)6D computed from 7 (with N = 18
points x® on 9S,) forr > 1.01, 0 < 6 < 2, and those of Z — f on 9§ are
graphed in Fig. 5.1.

We took r > 1.01 to avoid the influence of the singularities of D(x, y) and
P(x,y) for x € S~ very close to y € 9S. This problem can be mitigated by
increasing the floating-point accuracy in the vicinity of the boundary, but can never
be completely eliminated.

The graphs of the entries of w?)GD computed from 7 for 1.01 < r < 100,
0 < 6 < 2m, in Fig. 5.2, illustrate the class .7 behavior of the solution away from
the boundary. These graphs have been truncated for better visualization.

Figure 5.3 exhibits the graphs of the entries of the actual error WD — 7
Their approximation is 3-5 digits of accuracy near 95, but improves significantly
away from the boundary.

Figure 5.4 shows the boundary data function & in polar coordinates.

The components of a typical vector function @) are graphed (in polar coordi-
nates) in Fig. 5.5.

The entries of 1 ©7) as functions of the polar angle € are displayed in Fig. 5.6.

Figure 5.7 shows the graphs of the error 7 — Ty in terms of 6.

Finally, the relative L2%-error

Iy OV — Tu|
ITul

as a function of N is shown with the best least square linear fit in Fig. 5.8, where
the vertical axis is displayed logarithmically to base 10. This plot indicates that the
relative error decreases exponentially as N increases. For this example, the relative
error is

1488.36 x 1070-301277N

Figure 5.9 exhibits the relative error in the computation of the vector ¢ that
characterizes the rigid displacement in the solution.



92 C. Constanda and D. Doty

Fig. 5.1 Components of
@)D and 9 — f




5 Generalized Fourier Series

Fig. 5.2 Components of
w<)6GD away from the
origin

93



94 C. Constanda and D. Doty

Fig. 5.3 Components of the
error (u‘”)(57) —u“

Fig. 5.4 Components of 2 in 30F
polar coordinates

0

-30L.
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Fig. 5.5 Components of a
typical ¢¥) in polar
coordinates

Fig. 5.6 Components of
¥ 7 in polar coordinates

Fig. 5.7 Components of
%07 — Ty in polar
coordinates

Fig. 5.8 Relative error
9 O+ — Tu|l /|| Tu] as a
function of N

Fig. 5.9 Relative error
BN+ —cll/llc] as a
function of N

95

0.1}
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5.7 Numerical and Graphical Illustration: Unknown
Solution

With the same choice of auxiliary curve and plate geometric and physical parameters
as in Sect.5.6, we consider problem (5.8) with the boundary condition vector
function

1.73 + cos® — 4sinf — 7 cos(360)

+ 14 sin(360) — 4 sin(460)
2.51 —4cos6 — sinf + 4 cos(20)

— 14 cos(30) — 7sin(30) + 4 cos(46)
—0.43 —1.73cosf —4.51sinb

— 7cos(26) + 21sin(26) — 14 sin(360)

D(xp) =

The exact solution of the problem is not known in this case.

The comments made in Remark 1 remain valid here as well.

Applying the row reduction method described in Sect.5.5, we find that the
approximation of the rigid displacement computed with N = 20 points on 95,
is

£63 =1.73205 £V 42.50999 £ — 0.430001 f®. (5.30)

Our procedure requires f©3 to be subtracted from 2 when we approximate u .

Figure 5.10 shows the graphs of the components of (u?)©3 obtained from ¥ (63
forr > 1.01,0 < 6 < 27, those of the components of ¥ — f(63), the points x(k),
and the auxiliary point X = (1/4, 1/4) used in the calculation.

In Fig. 5.11, we have plotted the components of W) for 1.01 < r < 100 and
0 < 6 < 2, to illustrate the class @7 behavior of the approximation of the solution
away from the boundary. The graphs have been truncated for better visualization.

The graphs (in polar coordinates) of the entries of & are shown in Fig. 5.12.

Figure 5.13 exhibits the graphs (in polar coordinates) of the approximation

Since the exact solution is not known in this example, we cannot perform a proper
error analysis. Instead, we try to validate our method indirectly by using ¢ as
the boundary condition for a Neumann problem and computing the approximate
boundary trace 93 of the latter. Adding £©3 from (5.30) to 963 we expect to
get close to Z. The sum of these two functions and the difference between that sum
and & are shown in Figs. 5.14 and 5.15, respectively. The plots in Fig. 5.15 confirm
the robust nature of the generalized Fourier series method. This conclusion is further
strengthened by the fact that, when applying the scheme with N = 200, we obtain
the much smaller relative error

(63)

”92(603) + f(603) _ @”

=2.11107 x 1077,
121
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Fig. 5.10 Components of
(ud)(63) and 9 — f(63)
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Fig. 5.11 Components of ~100
(w)©3 away from the =
origin
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Fig. 5.12 Components of 2 35F

=35t

Fig. 5.13 Components of 50F
¥ 3 in polar coordinates /@ M

~50¢

é
|

‘
%

Fig. 5.14 Components of
9© 4+ £ in polar
coordinates

Fig. 5.15 Components of
93 4 f© _ 7 in polar
coordinates

References

[Col6] Constanda, C.: Mathematical Methods for Elastic Plates. Springer, London (2016)
[CoDol7a]  Constanda, C., Doty, D.: Bending of elastic plates: generalized Fourier series
method. In: Integral Methods in Science and Engineering: Theoretical Techniques,
pp- 71-81. Birkhéuser, New York (2017)
[CoDol7b]  Constanda, C., Doty, D.: The Neumann problem for bending of elastic plates.
In: Proceedings of the 17th International Conference on Computational and
Mathematical Methods in Science and Engineering CMMSE 2017, Cadiz, Spain,
vol. II, pp. 619-622 (2017)

[CoDol18]  Constanda, C., Doty, D.: Bending of elastic plates with transverse shear defor-
mation: the Neumann problem. Math. Methods Appl. Sci. 41, 7130-7140 (2018).
https://doi.org/10.1002/mma.4704

[CoDol19a]  Constanda, C., Doty, D.: The Robin problem for bending of elastic plates. Math.
Methods Appl. Sci. 42, 5639-5648 (2019). https://doi.org/10.1002/mma.5286


https://doi.org/10.1002/mma.4704
https://doi.org/10.1002/mma.5286

100

[CoDol19b]

[CoDo19c]

[CoDo20]

C. Constanda and D. Doty

Constanda, C., Doty, D.: Bending of plates with transverse shear deformation: the
Robin problem. Comput. Math. Methods 1, e1015 (2019). https://doi.org/10.1002/
cmm4.1015

Constanda, C., Doty, D.: Bending of elastic plates: generalized Fourier series
method for the Robin problem. In: Integral Methods in Science and Engineering:
Analytic Treatment and Numerical Approximations. Birkhduser, New York, pp.
97-110 (2019)

Constanda, C., Doty, D.: Analytic and numerical solutions in the theory of elastic
plates. Complex Var. Elliptic Equ. 65, 40-56 (2020). https://doi.org/10.1080/
17476933.20191636789


https://doi.org/10.1002/cmm4.1015
https://doi.org/10.1002/cmm4.1015
https://doi.org/10.1080/17476933.2019 1636789
https://doi.org/10.1080/17476933.2019 1636789

Chapter 6 )
A Dirichlet Spectral Problem in Domains i
Surrounded by Thin Stiff and Heavy

Bands

Delfina Gomez, Sergey A. Nazarov, and Maria—Eugenia Pérez-Martinez

6.1 Introduction and Statement of the Problem

Let £2 be a bounded simply connected domain of the plane R? with a smooth
boundary I and let (v, t) be the natural orthogonal curvilinear coordinates in a
neighborhood of I': t is the arc length and v the distance along the normal vector
to I'; v < O inside §2. Let £ denote the length of the contour I" and x(7) its
curvature at the point 7. We assume that the domain £2 is surrounded by the thin
band w, = {x : 0 < v < ¢h} where ¢ > 0 is a small parameter and / is a positive
constant. Let £2, be the domain 2, = QL Uw, U T and I, = {x : v = gh} the
boundary of £2; (see Fig.6.1).

We consider the spectral Dirichlet problem in §2; for a second order differential
operator with piecewise constant coefficients:

—AAU® = 2°U° in £2, (6.1a)
—ae 'Au® = AfeTITMyS in wg, (6.1b)
U =u’ onTl, (6.1¢)
' A, U® = ad,u’ on (6.1d)
u®* =0 on I. (6.1¢e)
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Fig. 6.1 Possible geometry r
of £2; s

Here, A and a are two positive constants, while d,, denotes the derivative along the
outward normal vectors v to the curve I"; t and m are two positive parameters.

The weak formulation of problem (6.1) reads: to find A® and {U?%, u®} €
Hj (£2:) \ {{0, 0}}, satisfying

A/ VoUS - ViGdx+— | Veu® - Vygdx
Q &

We

1 I
=A£(/QUEde+W/%u8ng> V{G. g} € Hy (82).
(6.2)

Here, and in what follows, we identify a function in L2(.Q£) with the pair of
functions {G, g}, where G stands for the restriction of the function to §2 and g
for the restriction of the function to w,. In particular, the eigenpairs formed by the
eigenvalues A® and the corresponding eigenfunctions read (A%, {U?, u®}).

For each ¢ > 0, problem (6.2) is a standard spectral problem in the couple of
spaces HO1 (£2,) C L3(£2,), with a positive and discrete spectrum. Let us consider

0<A85A85...5k85...’H—°°>oo (6.3)
1 2 k

the sequence of eigenvalues repeated according to their multiplicity.
For each fixed k € N and a small ¢, we have

C <A =<Ci whenm < 2,

6.4
Ce"2 < Af < Cre™~2 whenm > 2, ©.4)

where the positive constants C and Cy do not depend on &, but C; — oo as k — oo
(see [GoEtAI20] for the proof based on the minimax principle and the Poincaré
inequality). Relations in (6.4) indicate the order of magnitude of the eigenvalues of
problem (6.2) for fixed k, the so-called low frequencies.
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We study the asymptotic behavior, as ¢ — 0, of the eigenvalues A® of (6.2)
and the corresponding eigenfunctions {U?, u®}. This problem is of interest, for
instance, in the study of reinforcement problems for solid media and in vibrations
for a two-phase system in fluid mechanics. Here, the band w, is both stiffer and
heavier. Parameters ¢ and m deal with the physical characteristic of the medium and
it seems natural to have a different asymptotic behavior as ¢ — 0 for the eigenpairs
(A%, {U?, u®}) of (6.2) depending on their value.

This problem has been considered for the first time in [GoEtAl20] where the low
and high frequencies are studied when # > 1 and m > 2 which are of order &” >
and 1, respectively. There localization effects for the eigenfunctions corresponding
to low frequencies of (6.2) are shown around points 7y of the boundary where the
curvature of " has a local extremum. These localization effects differ strongly in
previous papers (see below).

The aim of this paper is to study, for t = 1 and m > 2, the asymptotic behavior,
as ¢ — 0, of the eigenvalues A® of (6.2) and the corresponding eigenfunctions
{U?, u®} in case the curvature of I' is constant; that is, when the domain §2 is a disk.
Here, explicit computations for the eigenpairs of (6.1) can be done by means of the
Bessel functions and the eigenvalues of (6.1) are the roots of certain transcendental
equation (cf. Sect. 6.2). In order to describe their asymptotic behavior as ¢ — 0, we
also provide the asymptotic expansions for the low and high frequencies when r = 1
and m > 2. In contrast with the case where the curvature is not constant (considered
in [GoEtAI20]), the corresponding eigenfunctions are now significant over the
whole domain £2,, and no localization effects arise at points of the boundary.

Let us recall the results in [GoEtAlO6a, GoEtAlO6b, GoEtAll1] which are close
papers to the problem under consideration. There, the spectral Neumann problem is
considered for different values of ¢ and m; that is, (6.1a)—(6.1d) and

huf® =0 only;

also it is assumed that w, = {x : 0 > v > —eh(t)} where & is a strictly positive
function of the t variable ¢-periodic, h € C*°(S,;) where S, stands for the circle
of length ¢. Note that w, may vary with the arc length. A characterization of the
limiting problems for the eigenpairs of the Neumann problem for the different values
of ¢ and m has been obtained in [GoEtAl06a] by means of asymptotic expansions.
Sharp bounds for convergence rates of the eigenpairs (A%, {U?, u®}) in the case
where t = 1 and m = 0 are also given by using the so-called inverse-direct reduction
method (cf. [Na02, Na03, LoEtAlO5]). A different approach for the eigenpairs is
provided in [GoEtAlO6b] for the case where ¢+ > 1 and m = 0 where, in addition
to the convergence, a complete asymptotic expansion for the eigenpairs has been
obtained, and a connection of this problem with Wentzell problems with small
parameters has been shown. Also, both papers [GoEtAl06a, GoEtAl06b] describe
precise bounds for convergence rates for the low frequencies and the corresponding
eigenfunctions in the cases mentioned above m = 0 and t > 1. We refer to
[GoEtAlO6a, GoEtAlO6b] for further references.
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Paper [GoEtAll1] deals with the Neumann problem in the case where r = 1 and
m > 0, and considers the low and high frequencies which are now of order ¢” and
1, respectively. The limiting problems associated with both kinds of frequencies are
obtained and information on the structure of the corresponding eigenfunctions is
also provided. These problems appear independently of the geometry of the band
s, but for m > 2 there are other limiting problems associated with the intermediate
frequencies, namely eigenvalues of order £”~2, which strongly depend on this
geometry: more precisely whether the function /4 is constant or not. Moreover, only
in the case where # is not constant, the eigenfunctions corresponding to the middle
frequencies are localized asymptotically in small neighborhoods of points 7¢ of the
boundary where the function % presents a local maximum.

It should be pointed out that this paper contains two very different parts. These
parts are in Sects. 6.2 and 6.3-6.5, respectively. In Sect. 6.2, for fixed ¢, we obtain
explicit formulas for the eigenelements of (6.1) when the domain £2 is a disk. In this
case, using separation of variables and the Bessel functions, we obtain some explicit
formulas for the eigenfunctions of (6.1) (cf. (6.11), (6.12), (6.14), (6.15)), whereas
the eigenvalues of (6.1) are described by means of the roots of a certain equation
(cf. (6.9)). This is valid for all # and m. But it does not provide much information on
the asymptotic behavior of the eigenvalues and the eigenfunctions when ¢ — 0.

In Sects. 6.3-6.5, by means of asymptotic expansions, we describe the behavior,
as ¢ — 0, of the eigenvalues of (6.1) and the corresponding eigenfunctions
{U?, u®}. Since the curvature of I" is constant, these asymptotics are not provided
in [GoEtAl20] and here we complement the results in [GoEtAl120]. We consider
the low and high frequencies in the case where t = 1 and m > 2 which are of
order £~ and 1, respectively. More precisely, in Sect. 6.3, we construct three-term
asymptotic expansions of eigenvalues of (6.1) of order £” 2,

A8 =™ 2(ho + ery + €200 + 0(6)),

and for the corresponding eigenfunctions, while the justification for these asymp-
totic expansions is given in Sect. 6.4. In particular, we provide estimates for the
convergence rate of the eigenvalues of (6.1) of order O(¢™~2) and also of the
corresponding eigenfunctions as stated in Theorem 1. Finally, the eigenvalues of
order 1, that is, the high frequencies, are considered in Sect. 6.5.

6.2 Some Explicit Computations

When the domain £2 is a disk, explicit computations for the eigenpairs of (6.1)
can be performed by means of the Bessel functions. In this section, for ¢ > 0
fixed, we obtain some explicit formulas for the eigenfunctions of (6.1) (cf. (6.11),
(6.12), (6.14), (6.15)), whereas the eigenvalues of (6.1) are described by means of
roots of a certain transcendental equation (cf. (6.9)). We refer to [GoEtAl19] for
some explicit computations for a stiff problem posed in a rectangle composed of
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Fig. 6.2 Geometry for £2,
when the curvature of I” is
constant

two parts in which the stiffness constants are of different orders of magnitude. For
further dimensions and explicit computations, we also refer to [Pe95], [LoPe97],
and [LoEtAlO3] for a stiff problem, [GoEtAl98], [GoEtAl199a], [GoEtA199b], and
[CaEtAlOS] for vibrating systems with concentrated masses, and [Pe03] dealing
with whispering gallery eigenmodes along interfaces.

We assume that the domain 2 is the disk with radius R > 0 centered at the
origin, namely 2 = B(O, R) = {x : ||x]| < R}. Thus, I" and I are the circles
centered at the origin with radii R and R + ¢h, respectively, and the band is the
annulus w, = {x : R < ||lx|| < R+ ¢h} (see Fig. 6.2). To simplify, we also assume
that the constant A and « in (6.1) are equal to 1.

We introduce the polar coordinates x; = r cos6, xo = rsinf withr € [0, R +
eh) and 6 € [0, 2r) in problem (6.1) and we get

—32U°¢ —r~19,U® —r7202U¢ = A*U*¢ for (r,0) € [0, R) x [0, 27),
—02u® — r19u® — r7292u® = Ae™"u® for (r,0) € (R, R + ¢h) x [0, 27),

U(R,0) = u®(R,0) for 6 € [0, 27),
£'0,U*(R,0) = 0,u®(R,0) for 6 € [0, 27),
u*(R+¢h,0)=0 for 6 € [0, 2m).

(6.5)

Using separation of variables, we look for the eigenelements (A%, {U?, u®}) of
(6.5) in the form

Ut(r,0) = RE(r)T*(9)

ut(r,0) =ré(r)t°(9), 66)
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for certain functions R®, T¢, r®, and ¢®. Replacing (6.6) in (6.5) we have

PR AR o, THO)
: Re0) +Are = — 0 =ut for (r,0)€[0, R)x[0, 27),
2" (r)y + rrf’ (r) e —m 1€7(0) e
T—f—}» ree __tS(G) = [f for (r,0) € (R, R + ch) x [0, 27),
T€(0) = T¢(2n), T¢(0) = T¢' (2n),
t£(0) = t£ (27), t£7(0) = &' (2m),
RE(R)TE(9) = ré(R)t°(9) for 6 € [0, 27),
&' RE(R)TE () = r¢ (R)t% (9) for 6 € [0, 27)
rE(R+eh)if(0) =0 for 6 € [0, 27),

6.7)

where % and [1° are constants to be determined. It is easy to check that the only
values u® and [1° satisfying (6.7) with U¢(r, 0) = Ré(r)T¢(0) # 0 and u®(r, 0) =
ré(r)t (@) # 0 are

ne =t = k*, with k € Ng = NU {0},
and, consequently,

T (0) =t (0) = sin(k@) for 0 € [0,2m), k € N,
T () =t (0) = cos(kB) for 0 € [0, 2m), k € Np.

Thus, for k € Ny fixed, (A%, {R®, r¢}) verifies

PR (r) + rR (r) + O r2 —k)R(r) =0 forr € [0, R), (6.82)
P2 () 4 () + OErle ™ —kHrf(r) =0 forr € (R, R +¢h),  (6.8b)
R*(R) = r(R), e'R¥(R) = r¥’(R), (6.8¢)
r®(R +¢eh) = 0. (6.8d)

For ¢ > 0 and k € N fixed, the solutions of (6.8a)—(6.8b) that have no singularity
at the origin are given by

RE(r) = a® Ju(VA%r) for r € [0, R),
re(r) = bE i (NAfe=Mr) 4+ bE Yy (N Afer) for r € (R, R + h),

where Ji(s) and Yi(s) Qenote the Bessel functions of the first and second kind,
respectively, and a®, b®, b® are some constants. Using the conditions (6.8c)—(6.8d),
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it can be proved that only the values A which are roots of the equation
(Yk (VAe=" (R + eh)) J{ (v xe = R) = Jj (v xe = (R + eh)) Y] (/ae—™ R)) Je(VAR)
_ (Yk (Vae= (R + 1)) eV Ae = R)— Ji (Vae ™ (R + eh)) Y (/A" R))

" TM/2 1] (VAR)
(6.9)

verify (6.8) with R # 0 or r® # 0. Moreover, in this case, namely when A is a root
of (6.9), and if Ji (v/AR) # 0, it follows that

Rp(r) = (Yk(\/ A&~ (R + €h)) Jx(V/Ae "™ R)
—Je(Vre (R + eh))Yk(«/ks—’"R))(Jk(ﬁR))_ljk(ﬁr)

re(r) = Yi(Vie ™ (R + eh) e (VaeTr) — Ji (Vae T (R + h)) Y (Vre ")
(6.10)

Thus, any root A of (6.9) is an eigenvalue of (6.5) and the corresponding eigenfunc-
tions are

Ui (r,0) = a® R (r) sin(k0) for (r,0) € [0, R) x [0, 27),

. (6.11)
up(r,0) = a®ri(r)sin(k0) for (r,0) € [R, R + eh) x [0, 27)
with k € N, and
& — E p&
Ui (r,0) = a® Ri (r) cos(k8) for (r, 0) € [0, R) x [0, 27) 6.12)

ui(r,0) = a’r;(r)cos(kf) for (r,0) € [R, R +¢h) x [0, 2m)

with k € No, where o is a constant, R} and r; are given by (6.10); see Figs. 6.3,
6.4, 6.5, and 6.6 for some examples of eigenfunctions of (6.5) with R = 1, h = 2,
& = 0.1 and different values of ¢, m, and k.

We observe that the eigenfunctions of (6.8) corresponding to the possible
eigenvalues A = A® (roots of (6.9)) such that Jj (\/FR) = 0 with £k € Ny fixed,
are not included in (6.10). Each one of these values, A = 77,%’jR_2 with {nk,j}?il
zeros of the Bessel functions Ji(s), is eigenvalue of (6.8) (and, consequently, of
(6.5)) only for certain values of ¢; those ¢ that satisfy the transcendental equation

i j& ") Vi (ni je ™" (1 + ehR™1))

— Yk(nk,je_m/z)Jk(nk,je_m/z(l + EhR_l)) =0.
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Fig. 6.3 Eigenfunction (6.12) corresponding to A* ~ 0.02for R = 1,h =2,t = 1,m = 3.5,
& = 0.1, and k = 1, and its projection on the plane xx2

In this case, J,é(\/ AR) = J,é(nk, i) # 0 and the corresponding eigenfunctions of
(6.8) are

R j(r) = (Yk(ﬂk,jg_m/z(l +ehR™1)J} (e je /%)
i (nk, je "2 (1 + shR—l))Y,é(nk,jg—m/z))
#(JL (e, )~ e T2 T (i j R ) (6.13)

) = Yi(ne,je~">(1 + ehR™Y)) Je(n, je "> R~r)
_Jk(nk,je—m/z(l + ShR_l))Yk(rIk,jS_m/zR_lr)

and, consequently, the eigenfunctions of (6.5) are

Ui ;(r,0) = a® Ry (r) sin(k®) for (r,0) € [0, R) x [0, 27), 6.14)
ui’j(r, 0) = agr,f’j(r) sin(k@) for (r,0) € [R, R + ch) x [0, 2) ’
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0.1~
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-0.05
-0.02

-0.04
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— -0.02
-0.04

-0.06

Fig. 6.4 Eigenfunction (6.12) corresponding to A° ~ 0.072for R = 1, h =2,t = 1,m = 3,
& = 0.1, and k = 2, and its projection on the plane xx,

with k € N, and

U,f’j(r, 0) = aSR,aj(r) cos(k9) for (r,0) € [0, R) x [0, 2) 6.15)
ui,j(r, 0) = agr,ij(r) cos(k@) for (r,0) € [R, R + ¢h) x [0, 2m) ’

with k € Ny, where «® is any constant, and R,i’ j and r,f’ ; are given by (6.13); see,
for example, Figs. 6.7 and 6.8.

Remark 1 Note that with the explicit formulas we do not determine the eigenvalues
ordered as in the sequence (6.3).

Remark 2 Note that Figs.6.7 and 6.8 show the graphic of some eigenfunctions
associated with high frequencies and, further specifying, with eigenvalues A® which
coincide with eigenvalues of the Dirichlet problem in £2

—AxU = AU in £2,
U=0 on 082
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01+ 0.04

0.05 -

-0.05 -

Fig. 6.5 Eigenfunction (6.12) corresponding to A° ~ 0.079 for R = 1, h =2,t = 1,m = 3,
& = 0.1, and k = 3, and its projection on the plane xjx2

This is in good agreement with the results obtained in Sect. 6.5 for the high frequen-
cies. In this case, for certain sequences of ¢, the corresponding eigenfunctions are
close to zero in w,.

6.3 Asymptotic Expansions for Low Frequencies

In this section, we study the asymptotic behavior of the eigenvalues of (6.1) of
order 0(8’”_2) when m > 2 and ¢t = 1, the so-called low frequencies, and their
corresponding eigenfunctions. Different limit behaviors appear for these frequencies
depending on whether the curvature » of I", the boundary of the fixed domain §2,
is constant or not. Here, we provide asymptotic expansions for the case where the
curvature is constant, namely x(t) = xg for all T € Sy, while the justification for
these asymptotic expansions is given in Sect. 6.4. The asymptotic expansions and
the justification for the case where x is not a constant are provided in [GoEtAI20].
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Fig. 6.6 Eigenfunction (6.12) corresponding to A* ~ 7438 for R = 1, h =2,t = 1,m = 3,
& = 0.1, and k = 3, and its projection on the plane xx,

Let us recall that in [GoEtAI20] new localization effects for the eigenfunctions of
(6.2) are shown around points 7y of the boundary where the curvature of I" has a
local extremum. However, when the curvature is constant, we state here that the
corresponding eigenfunctions are significant over the whole domain £2,, and no
localization effects arise at points of the boundary.

Without loss of generality, we assume again that the domain 2 is the disk with
radius R > O centered at the origin, namely £2 = B(O, R) = {x : ||x|| < R}, and
the band w; is the annulus w, = {x : R < ||x|| < R + ¢h}.

In a neighborhood of I', the circle centered at the origin with radius R, let
(v, 7) be the natural orthogonal curvilinear coordinates: t is the arc length and v
the distance along the normal vector to I'; v < 0 inside §2 (cf. Sect.6.1). Now,
the length of the curve I" is given by ¢ = 27 R and its curvature is the constant
%y =1/R.
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Fig. 6.7 Eigenfunction (6.15) corresponding to A* ~ 49.2186 for R =1, h =2, 1t =1,m = 2,
& =0.078, and k = 1, and its projection on the plane xj x>

Also in a neighborhood of I", we introduce some local variables defined by
v
(;7 T)’ { = ;7 (616)

that transform the thin domain w, into a band of length £ and width O (1); namely,
{(v,t) : ve(0,eh), T €Se}into{(¢,T) : ¢ €(0,h), T €Sy}

Since a boundary layer phenomenon appears in a neighborhood of I, it proves
necessary to consider outer expansions for the eigenfunctions in §2 and inner
expansions in a neighborhood of I in the local coordinates (6.16). Thus, we write
the Laplace operator in curvilinear coordinates

Ave =KW, )70, (KW, 1)dy) + K, 1) 1o, (K (v, ©)7'8,), (6.17)

being K (v, 7) = 1 + vxp, and introduce the local variable (6.16). Gathering the
coefficients at the different powers of ¢, we write

Acr =6 207+ & wode — n3ed + 07+ ; (6.18)
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Fig. 6.8 Eigenfunction (6.15) corresponding to A° =~ 135.0198 forR =1, h =2, t =1,m =2,
& = 0.075, and k = 2, and its projection on the plane xjx2

here and in the sequel the dots denote further asymptotic terms of different powers
of ¢ of no use in the present analysis.

We consider an asymptotic expansion for the eigenvalues A® and for the
corresponding eigenfunctions {U?, u®} in £2 and w, of the form:

A=""2o+ er + 2+ --0), (6.19)
Ut(x) = V(x)+eVi(x) + e2Va(x)+-- -, x €2, (6.20)

uf(£, 1) = vo(¢, 1) + evi (6, 1) + 20 (¢, )+, ¢ €[0,h), T €Sy,
(6.21)

respectively, where v; are {—periodic functions in 7. Besides, we assume that at
least one of the functions V or vg in (6.20)—(6.21) are different from zero (see
normalization in (6.43) and convergence (6.45)).
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By replacing expansions (6.19)—(6.21) in problem (6.1), after considering equa-
tions (6.18), we collect coefficients of the same powers of ¢. In a first step, we see
that the leading terms in (6.19)—(6.21) satisfy the following problem:

—AA, V=0 in§2, (6.22)

—aagvo =ovo, ¢ €(0,h), T €Sy, (6.23)
V=v onl, (6.24)
adrvp(0,7) =0, T €S, (6.25)
vo(h,7) =0, 1 €S, (6.26)

From (6.23), (6.25), and (6.26), we deduce that Ag is an eigenvalue of

—ayy =hoyo ¢ € (0, h), 6.27
{y()(O) = yo(h) =0 o

and

vo(¢, 7) = yo(Qv(r), ¢ €(0,h), T €Sy, (6.28)

where yo(¢) is an eigenfunction of (6.27) corresponding to Ag and v(t), at this stage,
is an arbitrary function of t. Obviously, by assumption, v(t) does not vanish on Sy
(see (6.22), (6.24), and (6.28)). It is clear that the eigenvalues of (6.27) are given by

a2k — 1)2x?

2 fork=1,2,... (6.29)

A0k =

and the corresponding eigenfunctions can be chosen to be

2k — )m
Yo,k(¢) = cos T§ fork=1,2,..., (6.30)
while v(7) in (6.28) has to be determined.
In a second step, we obtain the problem
—aagul — axo dcvo = Aov1 + Avo, ¢ € (0,h), T €Sy, (6.31)
ad;v1(0,7) =0, 7 €Sy, (6.32)

Ul(h,l') =0, = ES@. (6.33)
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Since vo(¢, T) = yo(¢)v(r) verifies (6.23), (6.25), and (6.26), the compatibility
condition for the non-homogeneous problem (6.31)—(6.33) in the {—variable reads

h h
—a}fov(f)/o Yo(§)yo(6) d¢ =)»1v(f)/O Y()?ds, T eSy.

h h
Moreover, by (6.30), f, y3 d¢ = % and [y yoyod¢ = %(yo(h)Z — y0(0)?) = _%,
and consequently we have

axo
A =—. 6.34
1 A (6.34)

In addition, the functions v; satisfying (6.31) and (6.32) can be written in the form

v1(¢, 1) = %ov(T)y1(¢), ¢ €(0,h), T €Sy,

where y;(¢) is a solution of

a
—ay{ = hoyi =ayg+ 730 & € (0, h),
¥} (0) = yi(h) =0.

(6.35)

In fact, for each fixed eigenpair (Ao, yo) of (6.27), we can choose the solution y;(¢)
above to be the unique solution which satisfies foh ¥1(¢)yo(¢)d¢ = 0, and then, for
(X0, y0) = (Ao, Yo.x) verifying (6.29) and (6.30), we have v1(¢, 7) = v14(, T)
defined by

V1k(§, T) = %0v(T) y1,£($) (6.36)
where
(¢ B=(k—D*rH)h 2k — Hr
Y1k(€) =— <§ + 10k — 122 )cos < > ;)
. (Q2k— D
_(2k—1)n(§_h)sm( 20 C)’
fork=1,2....

Following the process, in the next step, we have the problem for v;:

—a8§v2 —axp d; v + axg £0rvg — aa$v0
= Aov2 + A1v1 + A2v0, ¢ € (0,h), T €Sy, (6.37)
ad;v2(0,7) = A9, V(0,7), TES, (6.38)
va(h, ) =0, TE€S,. (6.39)
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Since v verifies (6.23), (6.25), and (6.26), the compatibility condition for the non-
homogeneous problem (6.37)—(6.39) reads

h
A3,V (0, 7)y0(0) —a fo (30 8 v1(L, T) — %5 £ vo(E, T) + 82v0(, 7)) Yo (L) dE

h h
— /0 V1(C, DY0(8) dE + Ao /0 w0(¢. T)y0(¢) de.

Now, by virtue of (6.28), (6.30), (6.34), and (6.36) we get
h h
A,V (0, 7) + axddiv(t) — v”(r)a7 = Jv(0)3.

where d denotes the constant

_h(4+ 2k - 12r?)

dr =
k 8(2k — 1)272

(6.40)

The last compatibility condition gives a boundary condition for the function V
in Eq. (6.22). Thus, due to (6.24), (A2, V) in (6.19)—(6.20) is an eigenpair of the
spectral problem

—AAV =0 in 2,
ah _, 5 h (6.41)
ABV = 02V —axgdV + a5V on T

Note that the spectral parameter and the second order tangential derivatives appear
in the boundary condition on I" (cf. [GoEtAlO6a]).

We consider the weak formulation (which does not depend on X¢): to find © and
V e 11 (82, ') \ {0}, such that

h h
A/ VXV-Vdox+a—/BTV8,Wdr:Mf/ VWdr YW e #"\(@,r),

2 2 Jr 2J)r
(6.42)

where the functional space .1 (£2, I') is defined as the completion of C*°(£2)
with respect to the norm

5 2 1/2
Wi,y = (W13 + W1 )

Since adding the term % / VW dr to the left hand side of (6.42) one gets a scalar
product in 7#-1(£2, I') and the embeddings of this space in L2(§2) and L2(I") are
compact, we can write an eigenvalue problem for a non-negative, symmetric, and
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compact operator .7 on s 1(§2, I') defined by

h
(AU, W) = 5/ UWdt YU, W e#"'(2,I),
r

whose eigenvalues are 0, with the corresponding eigenspace {U € 1 (2, T) -
U =0on I'}, and (u + 1)~ with finite multiplicity and  an eigenvalue of (6.42).
Therefore, (6.42) has a discrete spectrum which we denote by {u p}‘,’f’: 1- Thus, (6.41)
also has a discrete spectrum given by u, + Za}fgdk / h with dj defined by (6.40),
which depends on Ag.

Hence, we have found the double sequences for the low frequencies

2k — 1)27? 2ax2d,
A8~£m_2%+8m_1%+8m (Mp-‘r 0 1, kp=12...

for which the corresponding eigenfunctions {U?, u®} have asymptotics in £2, given
by

Ué(x) ~ VP(x) x € 82,
and

£ p /Y p Y
u (v, )~ vO,k(g’f)+gvl,k(g’ 7), X € we

where V7 is an eigenfunction of problem (6.42) corresponding to i, vg (6,1 =
Y0.x(C)VP(0, T), yox is an eigenfunction of problem (6.27) corresponding to the
eigenvalue a(2k — 1)>72h =247 (cf. (6.30)), and v/, is given by (6.36) for v(7) =
VP, 7).

6.4 On Convergence for Low Frequencies

In this section, we justify the asymptotic expansions in Sect.6.3 up to a certain
degree which can be improved by constructing higher order terms in (6.19)—(6.21).
In particular, we provide estimates which establish the closeness of the eigenvalues
of (6.1) and

ax
Ao + 870 + 220,

where (Lo, A7) are pairs of eigenvalues of (6.27) and (6.41) (see (6.19) and (6.44)).
When justifying asymptotics (6.20) and (6.21) for the eigenfunctions {U?, u®},
we deal with groups of eigenfunctions corresponding to eigenvalues A® of (6.1)
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verifying (6.44) and the approaches hold in the topology of H!(£2,) given by the
scalar product (6.43), in the way stated by the Theorem 1 (see (6.54)). Throughout
the section we assume that = 1 and m > 2.

Let us note that choosing a suitable normalization for the eigenfunctions (cf.
(6.43)) is essential in order to obtain the results throughout the section.

We first introduce some notations and results for further use. For each ¢ > 0, let
us denote by 7 the space H& (£2¢) with the scalar product

({U,u},{V,v})jfs=82A/QVXU~VXde+8a/ Viu - Vivdx (6.43)
Wg

for all {U, u}, {V,v} € HOl (£2¢). Let @7¢ be a positive, compact, and symmetric
operator on ¢ defined by

(U, ub, (G, gD e = 8’”/ Ude—i—é/ ugdx Y{U,u},{G,g} € H(%(.QE).
2 ,

e

It is clear that the eigenvalues of &/¢ are {sm_z/ki},fil where {A{}2, are the
eigenvalues of (6.1).

In order to prove convergence results, we use a classical result on “almost eigen-
values and eigenvectors” from the spectral perturbation theory, namely Lemma 1
(see [ViLy57] and Chapter 6 in [BiSo87] for the proof).

Lemmal Let A : H — H be a linear, self-adjoint, positive, and compact
operator on a separable Hilbert space H. Let u € H, with ||u||g = land A, r > 0
such that ||Au — Aullg < r. Then, there exists an eigenvalue A; of the operator A
satisfying the inequality |, — A;j| < r. Moreover, for any r* > r there is u* € H,
with ||u*| g = 1, u™ belonging to the eigenspace associated with all the eigenvalues
of the operator A lying on the segment [ — r*, A + r*] and such that

2r
lu =l < =
,

Theorem 1 Let (Ao, yo) be an eigenpair of (6.27) such that ||yo||%2(0 = h/2. Let

y1 be the solution of (6.35) such that foh yiyod¢ = 0. Let (A, V) be an eigenpair

of (6.41) where
h h
di = yo(0) ™! (/0 cypyodg —/0 y{yod;“),

(cf. (6.40)) and such that || V||222(F) = h/2. Let us consider vo(¢, T) = yo(£)V (0, 1)
for (¢, T) € w. Then, if t = 1 and m > 2, there are eigenvalues )»i(g) of problem
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(6.1) such that

)‘i(s)

8m—2

g — eahﬂ — Bl < C@E +emh (6.44)

where C is a constant independent of €. Moreover, there is a linear combination of
eigenfunctions (U, i} € H'(82;), {U®, i®} corresponding to eigenvalues Ai(s) of
(6.1) which satisfy Af e € [ho — K", o + K" with K > 0and 0 < ¥ <
min(2, m — 2), |{U?, a€}|| e = 1, such that

10° = o Vigi(g) + 10° = e voll g,y < Ce™nC0m=2700, (6.45)

where U8 (¢, T) = a°(x) for (£, 1) € w, and of is a well determined constant (see
(6.46) and (6.55), a® — Aal/z, as ¢ — 0. As a consequence, U® (U, respectively)
converge towards o'V (av, respectively) in H L2) (H Lw), respectively) as ¢ — 0,
the constant o being o = A, 12

Proof Let iy, A2, Y0, y1,V, and vg be as the theorem states. Let us define
v1(¢, T) = %y1(2)V(0, 1) for (¢, 7) € w. Note that v; € H'(w) verifies (6.31)—
(6.33) for A1 = % Let us consider v; € H!(w) satisfying periodic conditions
on 7 = 0 and T = ¢ and verifying problem (6.37)-(6.39); vy, v> are determined
uniquely by prescribing the orthogonality conditions

h
/Ui(f,f)yo(é“)afzo fori =1, 2.
0

Note that vg, vy, v2, and V are smooth functions, in particular, vg, vi, v2 € H 2(w)
and V € H*(2).
For sufficiently small &, we consider the function {W¢, w®} defined by

Weé(x) = V(x) + ePvi(x) + 2 Pvy(x) ifx € 2,
wf (v, 7) = vo(v/e, T) + v (v/e, T) + 2o (v/e, T) if0<v <eh,T €Sy,
(6.46)

where P : H?(w) — H?*(£2) is the continuous operator such that, for any v €

H?(w), Pv is a harmonic function and (Pv)|r = v(0, 7). Itis clear that {W?¢, w®} €
HO1 (£2¢). In order to apply Lemma 1 we first prove the estimate

1

AEHWE, ) — ————————
Ao+ er1 + &2X0

(We, 0}, (W, w}>

e (6.47)

=C (e ) W, whlpe VW, w) € 27,

where (W, 0} = {W¢, we}|{W¢, w£}||;;g and C is a constant independent of ¢.
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Considering definitions of .27 and the scalar product (-, -) 5= in (6.43), we write

1

A A ) W - —m ————
(Ao +er1+¢ ﬁ( (W, w} o F e

{(We, w, (W, w})
HE

1
=(Ao + i1 + 82A2)<8mf WEW dx + —/ wfw dx)
2 3 We
—82A/ Ve We .V Wdx — ea/ Vew® - Vewdx. (6.48)
2 We

For the integrals in w,, we perform the change of variables (6.16), and we denote
by w the band (0, ) x S;. Let K. (¢, t) be the Jacobian of the transformation from
(x1,x2) to (v, ) in the (¢, T) variables, namely K.(¢, 7) = 1 + €¢xp. Thus, the
integrals

1
—/ wfwdx and 8/ V,w?® - Vywdx (6.49)
€ Wg We

in (6.48) read

/wgw K.d¢dt and /B;weagwl{gdg“dr +82/81w€8,w1(;1d§dt
w w w
(6.50)

respectively, where now w® and w are written in the variables (¢, 7).
Now, taking into account the definition (6.46) of {W?*, w®}, the change (6.16),
and the formulas above (6.49) and (6.50), we consider the decomposition

1

A A o) W vy - ——————
(Mo +er +e ﬁ( {(W*, w} o T eht £

WﬂWHWwO
=h+h+LB+L+I5+ 1

where

I =AO/ vowdg“dr—a/ dcvgdwdidr,
w

w

L =c¢ (AO/ vowlxodidt + kof viwd¢dr —i—)q/ vowd¢dt
w w w

—a Bgvoagngodgdr—a/ agvlagwdg“dr),
w

w
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13:82 <AO/ vlwg){od(dt+)\0-/ vywdidr —i—M/ vow{xod§d1>
w w w
+)»1/ vlwd{dt—}—kz/ vowdg'dr—A/ VV . VWdx
w %) 2

—a/ 0rvgd;wdidr —a/ Ocv10;wexngdidr —a/ Bgvzagwdfdr>,
w w w

I4=83<A0/ vzwfzodgdr+klf vlwg“%od{dr+)»2/ vowsxodidt
w w (6]

+A1/ vwK.dedt +r| (vi+ev)wkK, d{dr—a/ 8§U23§w§%0d§'dt),
w w

w

Is = —aezf d,v00, w(K, ' — 1) dedr — a83/ 3; (v1 + ev2)d, wK ' dedr,
w w

Is = (Ao + €A1 + ezxz)sm/ WEW dx —Ae3/ V. (Pvi 4+ ePvy) - Vo Wdx.
2 2

Then, we prove the estimate (6.47) for each I; above.

Indeed, the fact that vy, vy, v, V satisfy (6.23)—(6.26), (6.31)—(6.33), (6.37)-
(6.39), and (6.41), respectively, leads us to I1 = I = I3 = 0. In addition, on
account of (6.43), the change of variables (6.16) (see (6.49) and (6.50)) and the
boundary condition on I, we have

[Ls] < C>{W, w|| e

As regards Is, integrating by parts in @ and taking into account the smoothness of
v, V1, and vy and the definition of K, and of the scalar product (6.43) yields

|I5] < Ce3 10200l 120y 101|120 + 18201l 20 1011 20y + 19201120 10 20y F
18: 11120 1011 20y + 1320211 200y 132 Wl 20y ] < CEXNW, w)] e

In order to obtain bounds for /g, we take into account the fact that W = w on I”
and w = 0 on I, and the trace inequalities

h 2
W13y = (/F/O vadvdr) < Cel|Vxwli7s, , < CIHW, w}%pe

V(W, w} € Hy($2:).
(6.51)
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and
18,Ull 2y < ClU N g2y YU € HX(82). (6.52)

Then, integrating by parts in £2 and using definition of the operator P, the fact that
W = w on I', the definition (6.43), formula (6.51) and (6.52), we obtain

6] < CLe™ IWell 2@y IW 22y + €180 (POl 2y I W Il 2
+eH Ve (Pu2)ll 20 I Ve Wl 12(2)]
< CE" "+ W, wlpe.

Finally, considering the local coordinates (6.16), we verify that ||[{W?¢, w8}||2%p5
— ||0¢ vo||2L2 @ = Ao as € — 0, and we have proved that the estimate (6.47) holds
for sufficiently small ¢.

Now, we apply Lemma 1 for H = A = N = (hg + er + €20p) 7L

and u = {W?, @¢} and r = C(g® 4+ ") which provides, for sufficiently small
e, at least one eigenvalue )Li(g) of (6.1) verifying |()\,€((£)62_’”)_l — (M +er +

szkg)_1| < C(3 + e, and consequently, we deduce (6.44). Moreover, if we
take, for instance, r* = ¢’ with 0 < ¢ < min(2, m — 2), Lemma 1 also provides
a function {U¢, i°} € 2%, with |{U?, i}l = = 1, {U®, i*} belonging to the
eigenspace associated with all the eigenvalues (A ( 8)82_"1)_1 of o7¢ contained in

[(ho +er1 4+ e222) "' — &7, (o + er1 +e2h2) " + €1, (6.53)
such that
HO®, @) — o« {We, wiY | < C(&7 477177 (6.54)
is satisfied where
af = [[{We, w5 (6.55)
Now, from (6.46) and (6.43) and (6.16), we conclude that, for m > 2,
10° — & voll 2 + 13 (0° — @ v0) | 2y < Ce™nEP =17
and
182 (0 — &®v0) | 20 + IV (TF — @ V)| 2y < Ce™nE=0m=2=0.1)

Finally, since U¢|r = U°(0,7) and V| = vo(0, 7), Friedrichs’ inequality for
U? in 2 and the trace inequality for U° in w lead us to assert estimate (6.45) and
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U® (U, respectively) converge towards aV (avg, respectively) in H!(2) (H!(w),

respectively) as ¢ — O being @ = A, 12 Therefore, the theorem is proved.

6.5 High Frequencies

As occurs in many singularly perturbed problems (see, for instance, [LoPe97,
GoEtA199a, GoEtAl04, LoEtAlOS, GoEtAlll, GoEtAl20]), there are sequences of
eigenvalues of (6.1), A = Ai(g) with k(¢) — o0, of order ¢f for some B <
m — 2, whose corresponding eigenfunctions suitably normalized do not vanish
asymptotically. Here, we focus our attention on the eigenvalues of (6.1) of order
1, the so-called high frequencies.

Throughout this section we consider the case where m > 0. We first obtain the
limiting problem associated with the eigenvalues A® of (6.1) of order 1 by means
of asymptotic expansions. Later on, we show that the eigenvalues ¢ asymptotically
close to eigenvalues of the Dirichlet problem in £2 give rise to global vibrations in
the way stated by Theorem 2. It should be noted that convergence results hold for
all m > 0, while some restrictions and extensions for the asymptotic expansions for
certain values of m are in Remark 3.

For m > 2 (see Remark 3 for m € (0, 2]), we assume an asymptotic expansion
for the eigenvalues A° and for the corresponding eigenfunctions {U?, u®} in £2 and
w, of the form:

A =ro+er +2h+ - (6.56)
Us(x) = V(x) +eVi(x) + Va(x)+- - -, x €2, (6.57)

Ut (¢, 7) = v0(¢, ) +evi(§, )+, )+, Cel0h),TeSy,
(6.58)

respectively, where (¢, ) are the local coordinates given by (6.16), and v; are £—
periodic functions in 7. Besides, we suppose that at least one of the functions V or
vo in (6.57) and (6.58) is different from zero.

By replacing (6.56), (6.57), and (6.58) in (6.1), on account of (6.18), we have
that the leading terms in the asymptotic expansions satisfy the equations

—AALV =1V in £2,
0="Aiovp, ¢ €(0,h),T€Sy,
V=vg onl.

Hence, g = 0 or v9p = 0. Since we are dealing with the eigenvalues of order 1,
we consider the case where Ao # 0, and consequently we have that (A9, V) is an
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eigenpair of the Dirichlet problem
—AAV =XV in £2,
{ V=0 on . (6.59)

As is known, problem (6.59) has a discrete spectrum, which can be computed
in case the domain §2 is the disk with radius R centered at the origin using polar
coordinates and separation of variables. Indeed, the eigenvalues are given by Ao =
An,%, J.R’2 where {n, j}?il zeros of the Bessel functions Ji(s) of first kind with
k € Np. The corresponding eigenfunctions are

V(r,0) = adi (VA= hg r) sin(k6) = aJy (i ;R™'r) sinkd), k €N,

V(r,0) = adi(v A" ko r) cos(kb) = oth(nk,jR_lr) cos(kf), k € No,

for (r, 0) € [0, R) x [0, 27), o being any constant (compare these expressions with
formulae (6.14) and (6.15), respectively, in the fixed domain [0, R) x [0, 27)).

As outlined for the asymptotics of the eigenfunctions corresponding to the low
frequencies, an appropriate normalization for the eigenfunctions must be prescribed
to obtain convergence for the high frequencies. We denote by $¢ the space HO1 (£2¢)
with the scalar product

AW, w}, {G,g})ﬁszA/vaW-vaderj—tf Vow-Vigdx  (6.60)
Wg

for all (W, w}, {G, g} € Hj (£2).

Next, we state the convergence of sequences of eigenvalues of (6.1) towards
those of (6.59) and give bounds for the convergence rates for the eigenvalues and
eigenfunctions (cf. (6.61) and (6.62), respectively). The proof of this result can be
found in [GoEtAI20] in a much more general framework.

Theorem 2 Let (Lo, V) be an eigenpair of the Dirichlet problem (6.59) such that
IVIlL2(oy = 1. Then, form > 0 and t > 1, there are eigenvalues )\i(g) of problem
(6.1) such that

|k,i(£) — Aol < Ce, (6.61)
where C is a constant independent of ¢. In addition, there is a linear combination
of eigenfunctions {U®,u*} € Hé (820), {U?®, u®} corresponding to the eigenvalues
Ai(g) of (6.1) in the segment [Ag — KeP o+ Ke?1with K > 0and0 < ¥ < 1,
{U®, &} 56 = 1, such that

1T =2y Vil o) < Ce' 7. (6.62)
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Remark 3 1t should be noted that the technique of asymptotic expansions through-
out this section also applies in the case where m € (0, 2) and we obtain the same
limit problem (6.59). In this case we need to use further terms of the asymptotic
expansions of u® in w,. As a matter of fact, for m # 1 the expansion (6.21) must
be suitably modified by introducing other terms for different powers of e, namely of
the order ¢?, with p > 0, p ¢ N, depending on the particular value of m. Moreover,
for m € (0, 2), the convergence of the kth eigenvalue of (6.2), when ¢ — 0, towards
the kth eigenvalue of (6.59) holds following the technique in [GoEtAll1] (see also
[GoEtAl04]).

In the case where m = 2, the asymptotic expansions (6.56)—(6.58) and (6.19)—
(6.21) provide two possibilities for 1 that we state here without a proof. One is A to
be an eigenvalue of (6.59) and the other is A to be an eigenvalue of (6.27). However,
it remains to identify the eigenfunctions in (6.57), (6.58) and (6.20), (6.21) which
involve different normalization (see norms (6.43) and (6.60) to compare). This case
remains as an open problem.
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Chapter 7 )
Spectral Homogenization Problems in Qe
Linear Elasticity with Large Reaction

Terms Concentrated in Small Regions

of the Boundary

Delfina Gomez, Sergey A. Nazarov, and Maria-Eugenia Pérez-Martinez

7.1 Introduction

In this paper, we study the asymptotic behavior of the vibrations of an elastic
body which has very large surface reaction terms concentrated in small regions.
We assume that the elastic material fills the domain £2 of the upper half-space R3*,
and a part X of its surface lies on the plane {x3 = 0} and contains small regions 7°
of size rg, at a distance ¢ between them (cf. Fig. 7.1). The boundary conditions are
of Winkler—Robin type on 7¢. Outside, the surface X is traction-free while the rest
of the surface 02 \ ¥ is assumed to be fixed. Here ¢ and r, are two small parameters
re Le <Ll

As is well known, from the mechanical viewpoint, the small regions behave
as “springs” and the elastic coefficients of these springs are defined through the
so-called Robin reaction matrix, which we denote by B(e)M (x). Matrix M (x)
depends on the point where the reaction regions T are placed, while the parameter
B(e), which is referred to as the reaction parameter, can range from very small
to very large. The reaction regions 7¢ are assumed to be domains of the plane R?
homothetics of a fixed domain 7', with a Lipschitz boundary. Analyzing the different
relations between the three parameters of the problem, ¢, r, and 8(¢), is crucial to
detect several behaviors of the vibrations of the structure. We consider the associated
spectral problem and we address the asymptotic behavior of the eigenvalues and
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[2v

Fig. 7.1 Geometrical configuration of the problem

eigenfunctions when ¢ — 0. Namely, we obtain spectral homogenized problems
depending on the relations between ¢, r; and 8(¢).

The stationary problem, for an isotropic homogeneous media, cf. (7.54), and a
surface X which is stuck to the plane along the regions T¢, has been studied in
[LoPe87, LoPe88] and [BrEtAl90], where a critical size 0(82) of the stuck regions
appears (cf.(7.1) with ro > 0), which is somehow classical in the literature of
the applied mathematics. For this size, the asymptotic behavior of the solution is
intermediate between the extreme cases. Namely, for r, > &2 the stuck regions are
large enough and the body behaves as if the whole X' is stuck to the plane; for r, <«
&2 the stuck regions are very small and the surface behaves as if it would be free,
while for r, = O(g?) a spring/Robin boundary condition is asymptotically imposed
as an intermediate condition between Dirichlet and Neumann. It contains the so-
called strange term and links stresses and displacements, the elastic coefficients of
this spring being given by a constant matrix, the so-called capacity matrix (cf. (7.20)
and (7.21) for Wi+ = w! independent of x).

Here, we deal with a different problem, and obtain the above-mentioned homog-
enized problems for a particular relation between the parameters. As a matter
of fact, in addition to the critical size, a critical relation for parameters appears
(cf. (7.3) with 8* > 0) which also provides the asymptotic behavior of solutions
different from extreme cases. Now, several kinds of capacity matrices arise, which
are obtained from the microstructure of the problem and depend on the macroscopic
variable. This dependence is due to both the nonhomogeneous media §2 and the
non-constant Robin matrix M (x).

Notice that other different boundary homogenization problems in linear elasticity
have been addressed in the literature. Let us mention [NgSa85] and [GrMiOr15],
which consider stationary homogenization problems for the elasticity system in a
perforated media along a plane, the size r, of the perforations in the plane being
re = O(¢). Also, [BrLoPe90, LoPe92] and [JaAdBr00] consider cylindrical bodies,
the regions where the displacements vanish being thin bands rolled around the body;
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a different critical size and capacity matrix appear on account of the geometrical
configuration of the domain. For the case of a certain non-periodical distribution
of the regions T¢, for extreme cases, let us mention [OICh93] and [OICh96]. For
a strongly oscillating boundary, see [Na0O8]. For the Stokes fluid problem in a
perforated domain along a plane, let us mention the works [Al83, Br92, BrEtAl16]
and [GoEtAll18] where, also, a so-called Stokes capacity matrix appears on the
transmission condition on X whenr, = O (82); see also [SaSa82] for various effects
on the perforated wall. We mention [Sa85] and [Co87] for fluids flow in media
with perforated walls when r, = O (¢). For critical relations between parameters in
several fluid homogenization problems, see, e.g., [Co85] and [CiDoEn96]; also, see
[GoEtAl18] and [GoLoPe19] for further references in this connection.

Other papers addressing homogenization problems for the elasticity operator,
with the same geometrical configuration here considered, are [IoOnVel05] when
re < € and [GoNaPel8] for r, = O(¢). Both consider spectral problems with
alternating boundary conditions of Steklov type and, consequently, they differ
greatly from the problem here considered, the results also being very different.

All these works belong to a large class of boundary homogenization problems
studied for a long time in the literature of applied mathematics for several
operators. We mention a few related to scalar problems such as [Sa82, Mu§5,
De87, Pi87, CiMu97, LoEtAl197, MaKh06, GoPeSh12] and [GoEtAl19], some of
which have introduced keywords such as critical sizes and strange terms (see
[CiMu97, MaKh06] and [GoEtAl119, GoPeSh12] for further references, in this con-
nection). [GoPeSh12, GoPeSh13] and [GoEtAll13] also address spectral problems
for the Laplacian with large parameters on the boundary of the perforations. See
[GoPeSh12, GoEtAll8, GoLoPel9] and [GoEtAl19] for an extensive bibliography
on homogenization for perforated domains along manifolds and large adsorption
parameters.

Let us introduce parameters o, 8° and g* which play an important role in the
description of the homogenized problems. They are defined by three limits:

lim % = 7.1
e 7D
lim r.B(e) = B°, (7.2)
e—0
and
. Bler? *
lim =B~ (7.3)
e—0 82

In the case where ro > 0, we deal with the classical critical size of the reaction
regions 7¢ mentioned above. Equation (7.2) provides a relation between sizes of
reaction regions and the reaction parameter which is important to determine the
local problems. The case where B* > 0 is referred to as critical relation between
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the parameters. It occurs when the total area of the reaction regions 0(8—2,,82)
multiplied by the parameter of reaction B(e) is of order 1.

The most critical situation happens when ro > 0 and 8° > 0 which also
amounts to rg > 0 and B* > 0. In this case, the strange term has a character
which is completely different from that obtained in the literature. It contains a
so-called extended capacity matrix €°(x), cf.(7.16), which depends on the Robin
matrix M (x) in a non-trivial way. To have an idea of this dependence, one may
compare with the scalar case: although the homogenized problem remains linear, the
dependence on M (x) would be nonlinear (cf., e.g., [GoPeSh12] and [GoEtAl18]).
Matrix ¢ (x) also depends on the parameter BY, cf. (7.16), and (7.17).

The rest of the critical relations between parameters, for which a spring type
boundary condition intermediate between Dirichlet and Neumann is obtained, deal
with ro > 0 and B° = +oo or B* > 0 and rp = +o0. The first one, ry > 0
and B0 = +oo (also f* = +00), asymptotically amounts to regions 7¢ stuck
to the plane because of the large reaction parameter and, consequently, the spring
boundary condition ignores M (x). It contains a new capacity matrix € (x), which
depends on the macroscopic variable x, but it is independent of M (x). When the
media in the original problem (7.8) is isotropic and homogeneous, cf.(7.53), this
matrix coincides with that obtained in [LoPe87] and [LoPe88]. The second relation
B* > 0 and ro = 400, always keeping r. = O(B(¢)~'/?¢), provides an averaged
spring type condition on X~ where the Robin reaction matrix is M (x) multiplied
by the averaged constant 8*|T|, cf.(7.22). Let us refer to [NaSoSp10] for other
extended capacity matrices in very different problems.

Finally, the structure of the paper is as follows. Section 7.2 contains the setting of
the spectral homogenization problem and some a priori estimates for the eigenvalues
which are useful for the asymptotic analysis. Section 7.3 contains the list of
spectral homogenized problems with the corresponding stationary local problems
(cf. Fig.7.2); the macroscopic variable appears as a parameter in these local
problems. We obtain all these problems in Sect. 7.4 using asymptotic expansions
and matching principles. Section 7.5 addresses the setting of the homogenized and
local problems, in the suitable Sobolev spaces, when the media is isotropic (see
Remark 7.1, in this connection).

'

Fig. 7.2 The domains of setting for homogenized and local problems
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7.2 Setting of the Problem

Let £2 be an open bounded domain of R situated in the upper half-space R3* =
{x € R3: x3 > 0}, with a Lipschitz boundary 8£2. Let X be the part of the boundary
in contact with the plane {x3 = 0} which is assumed to be non-empty and let I';
be the rest of the boundary of £2: 32 = I'g U X. Let T denote an open bounded
domain of the plane {x3 = 0} with a Lipschitz boundary. Without any restriction,
we can assume that both X' and T contain the origin of coordinates.

Let ¢ be a small parameter ¢ < 1. Let r, be an order function such that r, <
. For k = (ki, kp) € 72, we denote by f]f the point of the plane {x3 = 0} of
coordinates X = (ki¢, k2¢, 0), and by T;fk the homothetic domain of T of ratio r,
after translation to the point X :

£ ~E
T;k =x, +r.T.

If there is no ambiguity, we shall write Xy instead of x|, and 7¢ instead of T: and
Xy, is referred to as the center of T;fk .

In this way, for a fixed ¢, we have constructed a grid of squares in the plane
{x3 = 0} whose vertices are the centers of the regions 7°. Let _#° denote #° =
(keZ?: T;fk C X'}, while N, denotes the number of elements of #°:

N N|2|_0 -2
528—2— (8 )

Finally, if no confusion arises, we denote by | J 7' the union of all the T* contained
in ¥, namely,

UTEE U TE .

ke 7¢

Also, in what follows x = (xi, xp, x3) denotes the usual Cartesian coordinates,
while by £ = (x1, x2) we refer to the two first components of x € R3.

The geometrical configuration in the plane is analogous to that in [Sa82, Mu85]
for scalar problems and that in [LoPe87, LoPe88, BrEtAl90, IoOnVel05] and
[GoNaPel8] for the elasticity system.

Under the basis that the domain §2 is filled by an elastic material, for i, j, k, [ =
1,2,3, we denote by a;ji(x) the elastic coefficients of the material, which are
assumed to be continuous functions defined in 2 and satisfy the standard symmetry
and coercivity properties (cf., e.g., [O1ShY092] and [Te79])

aijki(x) = ajip (x) = apij(x), i, j.k,1=1,2,3, Vxe £,
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and

Jay > 0 ¢ ajji ()& = néijij, VE 3 x 3 —matrix : & = §ji,

i,j=1,2,3, Vxef. (7.4)

Also, for a given displacement vector u(x) = (u1(x), uz(x), u3(x)) we use the
standard notations for stress and strain tensors o (#) and e(u«); namely, we denote by
(0ij());, j=1,2,3 the stress tensor which is related to the strain tensor (e;; (1));, j=1,2,3
by the Hooke’s law

0ij(u) = ajjr(x)ep (1), (7.5)
where
1, 0uy ou;
— (S Ty 7.6
ek (1) 2(8x1 8xk) (7.6)

Above, and in what follows, we use the convention of summation convention over
repeated indexes.

In connection with the reaction coefficients in the small regions T°¢, let us
introduce a symmetric and positive definite 3 x 3-matrix, M;; € C ):

Jaz > 0 0 Mij(x1,x2,0)EE; > ant?, VEER?, VY(x,x,00eX.  (1.7)

Let us consider the spectral problem

9ot

——”:Aguf in 2,

ij
ut =0 on g, i=1,23 (7.8)
ofinj =0 on X\ [JT¢,

ofinj+ BEe)Mijus =0 on JT°,

where A° denotes the spectral parameter, and u® = (uf, u5, u5) the corresponding
eigenvector. u® is related to stress and strain tensors by (7.5) and (7.6), respectively.
In particular, in (7.8) we have denoted by

of; = 0ij (") = ajjren u®),

while n stands for the unit outer normal to £2 along X', namely, n = (0, 0, —1). The
parameter S(¢) arising in the equations on 7%, linking stresses and displacements, is
a positive parameter which is referred to as the Robin/Winkler coefficient of reaction
(the reaction parameter, in short). It can range from very large to very small or it can
be of order 1.
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Above, we represent a spectral problem associated with a Winkler bed (the
foundation) composed by a block of an elastic material, which has a part of
its boundary I'; clamped to a rigid support, while the part in contact with the
plane {x3 = 0} lies partially on a series of “springs” with the elastic coefficients
B(e)M (x). Outside these springs, the reaction regions | J T*, the surface is traction-
free, cf., e.g., [At84] for scalar models in the framework of variational inequalities.

Throughout the paper, based on asymptotic expansions, we address the asymp-
totic behavior of (A%, u®) as ¢ — 0, depending on the different values of rg, ,30 and
B* in (7.1), (7.2) and (7.3), respectively.

7.2.1 The Spectrum and the Estimates for Eigenvalues

Let us denote by V the space {v € (Hl(.Q))3 : v = Oon I'p} with the norm
generated by the scalar product

(u,v)y = /eij (w)e;jj(v)dx . (7.9)

2

On account of the Korn’s inequality, (7.9) defines a norm in V.
For fixed ¢ > 0, the weak formulation of problem (7.8) reads: find A® € R,
uf € V,u® # 0, satisfying

/U[j(us)eij(v)dx+,3(s) / Mijufvjd)? :)\,S/I/t;?vl‘ dx, YveV. (7.10)
2 Jre 2

On account of (7.4) and (7.7), the left-hand side of (7.10) defines a bilinear,
symmetric continuous and coercive form on V C (L?(£2))>. Consequently, (7.10)
has the discrete spectrum:

<. 7% 1, (7.11)

O<Af <A <---<A
where we have adopted the convention of repeated eigenvalues according to their
multiplicities. The corresponding eigenfunctions form a basis in V and (L?(£2))3,
and we assume that they are subject to the orthonormalization condition

(un,s un,s)

(LZ(Q))3 = 811,m~ (712)

The following lemma gives bounds for the eigenvalues of (7.8).
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Lemma 7.1 For each fixed n € N, there exist C and C,, constants independent of ¢
such that

0<C <Al <Gy, Ve > 0. (7.13)
Proof The left-hand side of the inequality holds since

fUij(ul,a)eij(ul,E) dx + B(e) f Mijug‘gu}’s di
Ay = M) = ? yre >C
ne lLe 1, > C,
[ u; u;" dx
2

1

where u'¢ denotes an eigenvector corresponding to the first eigenvalue A, and
the last inequality is a consequence of the Poincaré and Korn inequalities along
with (7.4) and (7.7).

On the other hand, according to the minimax principle,

[oij(eijw)dx + Be) [ Mijviv;di
)“g . 2 UTs
n T N ey , (7.14)
E,CV veE,,v£0 fvividx
2

where the minimum is taken over the set of all the subspaces E, of V of
dimension n. Let us take the particular space E; generated by the eigenvectors
(w0, w20, ... ™0 of the Dirichlet problem in £2 (cf. (7.24)), namely the eigen-
vectors associated with the eigenvalues corresponding with {A?, Ag, . ~A2} in the
series (7.58). In (7.14) we write

faij(v)eij(v) dx
& 2 0
A, £ max ———— =21,
veE} v#0 fvl-v,-dx
2

and the right-hand side of (7.13) is proved.

7.3 The Spectral Homogenized Problems

In order to make the reading of the paper easier, in this section, we state all the
spectral homogenized problems which depend on the different relations between
parameters. We also state the local problems that allow us to describe the strange
terms in the homogenized problems. We obtain all these problems in Sect. 7.4, by
using the technique of matched asymptotic expansions.
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(P1) In the most critical situation where 8 > 0 and ry > 0, the homogenized
problem reads

0
——8“”8""(” A
x,~ .
’ =1,2 .1
MOZO on FQ ) l ’ 537 (7 5)
Oijx (uo)nj + ro%lju? =0onX
where the matrix ¢¢ = (4}));,1=1,2,3 is defined as
(%) = /agy(W’»Mﬁ)dy, (7.16)

T
wiM.x being the solution of the M (x)-dependent local problem

¢ M
o (W M3y _

- in R3*

Yj

O_lf;’y(Wl,M,x)nj =0 on{y;=0}\T ,i=1,2,3.
o (WM 50y — BOMi (®) (e — Wit =0 on T

WEME(y) 5 0 as [y| > o0, y3 >0

(7.17)

Above, and in what follows, variable y is an auxiliary variable in R3 ,cf. (7.28),
and lower indexes x or y in the components of the stress and strain tensors
mean the variable for derivation. The upper index X is a parameter which refers
to the elastic homogeneous media with constant elastic coefficients a;;x (x).
Namely, in (7.16) and (7.17),

01y (V) = aiju®ei,y (V). (7.18)

Also, ¢! stands for the unitary vector in the y;-direction, while / = 1, 2, 3.
(P2) For the critical size ro > 0, when 8° = +o0, the homogenized problem reads

0
_w =200 in Q
Xj c_
WO =0 onlg i=1,2,3, (7.19)
oij,x(uo)nj + ro%-ju(} =0onXY
where the matrix ¢ = (%j;)i,1=1,2.3 is defined as
%l()%) = _(0i3,)'(wl’£)v 1>H’1/2(T)><H1/2(T) (720)
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whi being the solution of the X-dependent local problem

x 1%
J29s WD e

ay, .
”y(W“)n/_o on{ys;=0}\T . i=1,2,3. (721
whi(y) = ¢ onT

W[’)?(y)—>0 as |yl > oo, y3 >0

y and ¢! in (7.20) and (7.21) are defined as in the preV1ous item (cf. (7.18)).
P3) For the critical relation where 8* > 0 with rp = +o00, the homogenized
problem reads

_ 90 ?) _ 2040 in 2
8x, - .
=1.2.3. 22
O =0 on o’ i ,2,3 (7.22)

01 @nj + B*|T|Miju) = 0 on ¥

Note that, in this case, to each reaction parameter B8(¢g) corresponds a new
critical size of the reaction regions r, = O(gf(¢)~'/?), while to each size
re corresponds a critical reaction parameter B(e) = 0(82}’5_ 2), The reaction
matrix 8*|T|M which appears in the boundary condition on X' is referred to
as averaged reaction matrix.

(P4) For the extreme cases where 8* = 0 or rg = 0, the homogenized problem is

M )\'0 Oln.Q
0x; - .
=1,2,3. 7.23
40 =0 on I'o s 4 5 &y ( )
a,-j,x(uo)nj =0 on X

(P5) For the extreme case where rg = +00 and, 8% > 0, or 8° = 400, or 8% =

0 and B* = 400, the homogenized problem is the Dirichlet eigenvalue
problem:
——aaij'x @?) =2%Y%in 0
ax; ! , i=1,2,3. (7.24)
u’ =0 on 92

The discreteness of the spectrum of problems (7.23) and (7.24) is well known
in the literature, that of problem (7.22) follows as that of (7.8), with minor
modifications, while that of (7.15) and (7.19) is a consequence of the properties
of matrices (7.16) and (7.20), respectively. That is, the discreteness of these spectra
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is linked to the setting of problems (7.17) and (7.21) as well as to the properties of
their respective solutions. This is addressed in Sect. 7.5.

7.4 Asymptotic Expansions

Taking into account (7.13) and (7.12), for each n = 1,2,--- we consider
the asymptotic expansions for the eigenvalue A* = A; and the corresponding
eigenvector u® = u™* of (7.8) as follows.

Assume

A=204..., (7.25)

and an outer expansion for the eigenfunction
us(x)=u0(x)+~~ , In2N{x3>d} Vd >0, (7.26)
which in fact, is supposed to be valid for x “far” from regions the T;C‘“?k, namely, at a

distance p >> r, from the center Xi. In addition, we assume a local expansion in a
neighborhood of each reaction region T;fk

uf(x) =Vo(y)+--- forye R+, (7.27)
Above, and in what follows, we denote by

y=I1"%k (7.28)

Te

the local variable in a neighborhood of each center Xk, k € ¢, and by dots we
denote regular terms in the asymptotic series containing lower order functions of ¢
that we are not using in our analysis.

By matching the local and outer expansions for u?, at the first order, we can write

lim VO(y) = im u®(x). (7.29)
k

[y|—o00
By replacing (7.25) and (7.26) in (7.8) we obtain the following equations for u°:

doi; x(”o) 00 -
—————— = )\u; in §2,
ox; i (7.30)
=0 on I,

plus some boundary condition on X' to be determined. In order to do this, we first
determine Vo(y) in the local expansion (7.27). Taking derivatives in (7.8) with
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respect to y, cf. (7.28), we replace (7.25) and (7.27) in (7.8), and take into account
the continuity of the elastic coefficients a;jx;(x) and M;;(x), and (7.29). Then, we
obtain that VO satisfies

k 0
LV) =0 in R3*,
0y
af ,(VOn; =0 on{y;=0}\T, (731)

zjy(vo)n +13(8)Ml/(xk)v =0 onT,

Vo(y) — u0®) as |y| = oo, y3 > 0.

Above, and in what follows, for simplicity, we write the upper index k in the
strain tensor (7.18) when X = Xk, namely,

a5 (V) = aiju e,y (V). (7.32)

We also note that the solution of (7.31) strongly depends on ¢ both because of the
condition at infinity and because of the Robin boundary condition

,j S(VOn; + reBle) M; (xk)VO =0 onT. (7.33)
Therefore, considering the three possible limits in (7.2), ﬂo = 0, ,30 = 400,
or 8% > 0, asymptotically, we obtain three different boundary conditions on T for
vO:
(a) If B° = 0, then, a); y
Yy € R3T,
(b) If B = +o0, then, VO(y) 0 onT,

(c) If % > 0, then, a); y(Vo)n] + B Ml](xk)V]Q ~0 onT.

(VOn; ~ 0 on T, which implies V°(y) ~ u®(%),

We observe that only in the case where ,30 > 0, the dependence on the centers
of the reaction regions cannot be avoided. However, VO can be written as a
linear combination of solutions of three linear elasticity problems in the half-space
R3*. These local problems avoid the dependence on the first term of the outer
expansion (7.26), and are considered in Sect. 7.4.1.

7.4.1 The Stationary Local Problems

We decompose V0 as follows:

Vo) ~ ud G — W (y)), (7.34)
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where, for I = 1,2,3, W! is the solution of different problems depending on the
values of 8% in (7.2):

(a) W!=0when g% =0.
(b) When B9 = +o0, then, W! = W s the solution of

_ ll; y (Wl Xk) =0 in R3+ ,
dy;
(W’ ;=0 on{y;=0}\T, (7.35)
W“‘k(y)—e onT,
Wlxk(y)—>0 as |y| - oo, y3 > 0.

Notice that for a homogeneous media in (7.8), problem (7.35) does not depend
on the parameter Xy.
(c) When B° > 0, then, W! = W' M. i the solution of

_—'13 LW =0 in R3*,
dyj
,’jy<WlMXk>n =0 . on{ys=0}\T,
o (WEMTyn — BOM;; (R — Wi =0 on T,
WEM-T(y) — 0 as |y| — oo, y3 > 0.

(7.36)

In (7.36) there is a nonhomogeneous Robin condition on 7" which depends on
the center of the regions Tfk . Here, even if the media in (7.8) is homogeneous,
we obtain a parametric family of three local problems, the parameter of
dependence being Xx. More specifically, in (7.36) the elastic constants of
the medium and those of the spring depend on Xi: a;jx (Xk) and M;;(¥Xy),
respectively.

7.4.2 The Boundary Condition on X

Considering (7.30), in order to obtain the boundary condition on X for u®, we
perform an integration by parts over the equilibrium equations in coin-like domains,
neglecting the stresses across the lateral surface. We define one of these domains
as follows. Let us consider X'; an open domain contained in X' such that d X'; does
not touch any region Tfk. Let §(e) be positive, r, <K §(e) < 1. We consider the
coin-like domain

9“8) 20N (2 x (0,8())). (7.37)
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Let I'5() denote the lateral boundary of .Qaz(f) in such a way that
023 =Ty U XY UT, (7.38)

where Z‘f(g) denotes the set {x : (x1,x2,0) € X, x3 = é(¢)}. On Ef(‘s), we are
“far” from the reaction regions Tfk and (7.26) hold. “Near” each region 7%, we need
to use the local expansion, which in terms of the macroscopic variable reads

ut (x) = VO((x —=Xors ) + -

In particular, on each reaction region T)ka we have (cf. (7.28) and (7.32))

¢ 0 ~. 1 0 L o
0i3xW") = 0i3x(V () ~ aiskh(Xk)r—ekh,y(V o) +---= r—6,~3,y(V ) +---
(7.39)

Now, we multiply the divergence vector in (7.8) by e’ and apply the Green
formula over 23" (cf. (7.37) and (7.38)) to obtain

/ 0i3.x(u®)dx = / )\gufdx+/6ij,x(u8)njdfa+ f 0i3.x (u®)dx.

ZNYTE (e) I 3(e)
INUTE 25 be) =

(7.40)

We observe that, by construction (cf. (7.13) and (7.12)), the two first integrals on the
right-hand side of (7.40) converge toward zero as ¢ — 0. For the other integral, we
use the approximation (7.26), namely

R

0
= 0i3.x (U
i3,x 3=0

3
O u
z3,x( ) x3=8(e)

Therefore, introducing this and (7.39) in (7.40), and performing the change of
variable (7.28), we write

/013,x(u0)d)? = hrn Z /0,3x VO al _xk))df

) xk€21 Tg Fe
. k 0 A
= limre 7 f o5y (V' ())d3. (7.41)
XrE€X T

Considering the case where ,30 > 0 or ,80 = +o00, cf.(7.2), in order to introduce
the decomposition (7.34), we notice that from the Green formula, the integrals on T
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(similarly on Tfk) in (7.41) are in fact the duality products

(05, VO Vyanerymin

which is suitable, taking into account that o,.k3 ),(Wl)’m:o} is a distribution of

compact support on T
Consequently, (7.34) and (7.41) lead us to

/ 013, (W)di = limre 3 ul@los € = WD 1)yingryin
b5 XrEX)

= —limre Y Bu@Eou] (), (7.42)

Xr€X

where, W! = W!M-% i the solution of (7.36) when 8° > 0 and W! = W' g
the solution of (7.35) when 8 = +o00. In addition, we have introduced the matrix
BRx) = (Bi1(3)); _, 5 ; Which is defined as follows:

B () = — / ofs (e — WHHRydg = / ofy , (WM )5, when g0 > 0,

T T
(7.43)

and

PG = —(o33 (' = Wi, D12yt

= (085 W™ 1) iy iy when 80 = +o0. (7.44)
That is, Z(Xy) = €°(%) when B > 0, cf. (7.16), while Z(X) = € (Xk) when
B = +o0, cf. (7.20).

In both cases, assuming a continuous dependence of % on the parameter x € X
(cf. [GoNaPe20]), and under the assumption that r9p > 0 in (7.1) we obtain
that (7.42) reads

/ i3 (u)dx = —rp / B (Rl (x,0)d3. (7.45)
X 2

Here, it is self-evident that the definition that we use for %;;(x) for x € X, is that
in (7.43) and (7.44) by replacing Xk by x in all the involved functions.
Obviously, when 8° > 0 or 8° = +00 and ry = 0, the condition

/ 013 )dz =0 (7.46)
2
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is asymptotically imposed.

The reasoning above must be slightly modified in the case where 8% > 0 or
B° = 400 and ry = 400 as follows. When ry = oo, we multiply both sides
of the equality in (7.40) by szr; I, Since szr; ' - 0as e — 0, the reasoning
in (7.41)—(7.45) gives

e—>0 _
XreX TS

0= lim Z / 13)(V0(y))dy = /@lz(x)ul (x,0)dx, (7.47)

and by the properties of matrix %;; (cf. Sect.7.5), we deduce that / u?d)? =0.

2
Finally, in the case where rg = +00 and 80 = 0, we can distinguish between
the cases when 8* > 0 or 8* = 0 in (7.3). Indeed, recalling the relation (7.33), we
rewrite (7.41) as follows:

/ 0i3,x (u")di = lim > / reofs (VO (y)d$

) xkézl T

= - timper? 3 [ MGV s,

XreX T

Then, on account of item (a) below (7.33) and (7.34), we get

/ 030 (u)di = — lim Blerte™ Y &My (Fou) (%) / d3. (7.48)

bl XX

Now, when * = 0in (7.3), (7.48) gives (7.46), while, when 8* > 0in (7.3), (7.48)
gives

/ i3, (u®)dx = —B*|T| / My (R)ul (%, 0)dz . (7.49)

2 2

Obviously, in the two last cases A% must be B = 0 to somehow compensate ro =
+00. Also, when 8% = 0, rg = 400 and 8* = 400, we follow the idea of (7.47).

Gathering all the possible limit behavior for parameters, cf.(7.1)—(7.3), on
account of the somewhat arbitrary choice of X; C X, from (7.45)—(7.47) and (7.49)
we obtain the following boundary conditions on X' to be added to (7.30) in order to
determine the first terms of the asymptotic expansions (7.25) and (7.26), namely the
pair ()»O, uo).

(P1) If B° > 0 and ry > O, then we have o;; x (u®)n; + rg%5u? = 0 on X. This
gives that (A2, u®) is an eigenpair of problem (7.15).
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(P2) If B = +ooand rg > 0, then we have o;; « (u®)n ; + ro%;u = 0 on X. This
gives that (1%, u®) is an eigenpair of problem (7.19).

(P3) If B* > 0 and ro = +o0o0, then, oy;  ®)n; + B*|T|Myu) = 0 on X. Here,
obviously, 8% = 0. This gives that (A?, «°) is an eigenpair of problem (7.22).

(P4) If B* = 0 or rg = O, then 0;; ,(u”)n; = 0 on X. Note that f* = 0 also
contains the case where 8% = 0 and ro > 0. This gives that (1°, 4°) is an
eigenpair of problem (7.23).

P5) If B% > 0 or B = +o0, and rg = 400, then, u® = 0 on X. This gives that
(A%, u%) is an eigenpair of problem (7.24). The same holds when 8° = 0,
ro = +o0 and B* = +o0.

7.5 Abstract Framework for Local and Homogenized
Problems

In this section, we provide the variational formulations for local and homogenized
problems. When dealing with problems (7.15) and (7.19) that contain the capacity
matrix, we need to restrict ourselves to the case of isotropic media, cf. (7.54). The
reason is that, in order to show the symmetry and positivity of the capacity matrices,
we need a thorough study of the behavior at infinity of the solutions W’ M-+
and W' of the corresponding local problems. This is performed in Sect.7.5.1
for isotropic media, leaving the study of anisotropic media for a forthcoming
publication, cf. [Na99, GoNaPe20].

As regards the local problem (7.35), in the general case of a nonhomogeneous
and anisotropic material, cf. (7.5), the centers Xx become parameters arising in the
stress tensor (7.32), and we have a parametric family of local problems (7.35) whose
solutions satisfy the equilibrium equations for a homogeneous media filling the half-
space R3*. The same applies to (7.21) and £ € X. The proof of the existence and
uniqueness of solution of (7.21) follows the scheme in [LoPe88]. For the sake of
completeness, we introduce the result here below.

Let Z2(IR37) be the space of functions that are restrictions to R3* of the elements
of 2(R?), and let 27 (R3T) be the space of functions of Z(R3+) such that they
vanish in a neighborhood of 7. Let us define the functional spaces # and % as the

completion of (Z(R31))3 and (27 (R3%1))3 respectively, with the norm
p P Y

3 2,3 2 1/2
(D lewa @ L2@5F) (7.50)

ij=1

For each [ = 1;2’ 3, we take a function ¥'! € (9(R3T))3 such that ¢! = elina
neighborhood of 7. Then, there is a unique solution W'-* e W/ + % satisfying

[ o e, iay =0 vy e, 730

R3+
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This is a weak formulation of problem (7.21);—(7.21)3. The precise behavior at
infinity of Wi for the isotropic media (7.54)) is a consequence of (7.57) (cf.
Lemma 7.2).

As regards the setting of the local problems (7.17), in the suitable Sobolev spaces,
this follows the scheme below. _

Consider the space ¥ completion of (Z(R3+))? with respect to the norm

1/2

3 3
WUl = | Y lleijy(U): L2@¥>+ Y ||1Uis LAT)|
i,j=1 i=1

Due to the Korn’s inequality over bounded domains, the continuous embedding ¥ C

(H} .(R3%))3 holds.
Let us define the bilinear, symmetric, continuous, and coercive form on ¥:

a;(U,V) = / ai’;y(U)e,-j,y(V) dy —i—ﬂOM,‘j()?) / Ui V; dy YU,VeV,
R3+ T

which, on account of (7.4) and (7.7), defines a norm in ¥ equivalent to ||-||y; X € X
being a parameter, cf. (7.18). Also, for/ = 1,2, 3, and x € X, let us consider the
linear continuous functional on 7:

Fre(U) = My (3) / Uids U e 7.
T

Then, the Riesz theorem ensures that there exists a unique function WhM.E ¢y
satisfying

a,?(Wl’M‘)E, VY=F (V) YVeV, (7.52)
which is a weak formulation of the problem (7.17);—(7.17)3, I = 1,2,3. The

condition at infinity in (7.17)4 is provided below, in Sect.7.5.1, when the original
media is isotropic, cf. (7.54).

7.5.1 The Case of an Isotropic Medium

The existence and uniqueness of solution of (7.21) as well as its precise behavior at
infinity, has been considered in [LoPe88] when the medium filling the domain 2 is
isotropic and homogeneous; that is, when (7.5) reads

Oijx () = Adjjerk x (1) + 2ueijx (), (7.53)
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A and p being the Lamé coefficients. In this case, the three local problems (7.21),
[ = 1,2, 3, are independent of X. However, the technique in [LoPe88], which uses
the Green tensor for an isotropic and homogeneous medium filling the half-space,
also can be applied to the case of an isotropic media (7.54), as we do below. Indeed,
we note that for

0ijx () = M(x)dijerk,x (u) + 2 (x)eij x (), (7.54)
the Lamé coefficients appearing in (7.21) are also constants:
o J(U) = A@)ijerk.y(U) + 2 (E)eijy (U). (7.55)

In addition, the Lamé coefficients, the Young modulus E, and the Poisson coefficient

¢ are related by:

- E®)s®) PSS 1C))
(I+c@E)NA—26(x)° 21+ ¢(x))

cf., e.g., [LaLi90] and [Te83]. R
First, let us introduce the Green tensor G* (see Section 1.8 of [LaLi90]):

A(R)

; (200 —c@Np+8  EQp(cR)p + &) +EF)
11 =8x) 3 3 s
p(p +&3) p>(p + &3)

21— cE)p+E&  EQp(cE)p +8)+ 532))

2 :g(x)( p(p+6) P3(p +83)°

P [ E1682p(s(R)p + &3) + £3) 2 . (slsg (1 —2¢(®)& )
G, = , GY, = ELEL it A A cals
2= ( p3(p+83)° ) b T e

£& (1 -2¢(E)&

Gy = g(®) (—3 - 7> . Gh=3g(®) ( +

o3 P

& 20-c@)
o p(p + &) ’

where

L 1+c® L=ct
=g =gt et eRY G =Gl

Then, we consider the solution W/¥ X e of (7.52), and the normal component
of the associated stress tensor on the plane {y3; = 0}, o!'*, which has a compact
support on 7T':

Lx _Lx _Lx\. X 1,M,x X I,M,x X I,M,x
(Ul 50.2 ’03 ): (0])(3));(W x)50—;3’y(W x)5o—§3,y(W x))’
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and, according to Section 4 in [LoPe88], we can write WEME — G 4 6% whose
components are

LM, _ ~% X I,M,% -
Wit = G xoly (WIS i =123,

Further specifying, for each (yi, y2, y3) € R3t, we write

W ME (31 va, y3) = f ol (€1, 8)GE (1 — E1. 32 — &2, ya)dErdEy. (1.56)
T

In the case of an isotropic media and W' ¥ the solution of (7.51), the representa-
tion above reads

X

13 I ;
W (1, y2. y3) = (Uj’ . GO — ;= y3)>H*1/2(T)><H1/2(T)’ (1.57)

see Theorem 4.1 in [LoPe88] for the result.
Finally, using (7.56), (7.57) and the reasoning of Proposition 4.1 in [LoPe88], we
state the following lemma.

Lemma 7.2 For fixed X € X and the isotropic media in (7.55), there is a positive
constant C; such that for any y € R¥* 1 =1,2,3 and W = WHM2 o Wi =
WEME the following estimates hold

1 1
W 50( _ + _ ) i=1,23.
Wil =G0 Yo e
8Wil()<C< + ! > i 1,2, 3
- y = X — — 3 ly,]: 9 Ly I
dy; "\d(y, T)  d(y,T)?

7.5.2 Setting of the Homogenized Problems

As it has been outlined in Sect. 7.3, the variational formulation in terms of bilinear,
continuous, and coercive forms on a couple of Hilbert spaces with a compact and
dense embedding V C H is classical for problems (7.23) and (7.24) (cf., e.g.,
[SaSa89]). The variational formulation for (7.22) holds as that for (7.8), on account
of (7.4) and (7.7). Let us show that it is also classical for problems (7.15) and (7.19)
when the media is isotropic, cf. (7.54).

For each fixed * € X, the fact that matrix € (X), cf.(7.20), is symmetric and
positive definite has been shown in [LoPe88], as a consequence of the equality

i (X) = (Uij,y”j(Wl’i)’ 1>H*1/2(T)><H1/2(T) = / UP./,y(Wl’i)epj,y(Wi’i)dy-
R3+
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We show that the matrix ¢(x), cf. (7.16), is a symmetric and positive definite
matrix by performing an integration by parts as follows: For each fixed [, we
multiply the divergence vector in (7.17) by WM *_ Then, taking integrals over a
half-ball B(0, R) N R3*, we apply the Green formula and take limits as R — o0;
because of Lemma 7.2, we obtain the chain of equalities

/ O,;Aj’y(WI,M,XA)epj,y(Wl‘,M,JCA) dy+ﬂ0ij ()’c‘.) /(el _ WZM,Je)j(el _ Wi,M,xA)p dj}
R3+ T
= —p"M;; (%) / (e — w5 a5 = — / o (WM d5 = 46 (%),
T T
In this way, the symmetry of ¢ comes from the symmetry of the coefficients

a;jjr and M;;, while the positiveness of € is due to (7.4) and (7.7). Indeed, it is
simple to verify that, Va € R3*,

ata = fo;j’y(alwl’M’x)epj)y(alWI’M’X)dy

R3+

—i—ﬂOij()?)/al(el — WMy (el — WEMEY g,
T

Consequently, @éa' > 0 and @%¢a' = 0 implies @ = 0 as a consequence of
the behavior at the infinity for the functions wiM.x Here, @ = (1, a2, @3) and T
stands for transposition.

Finally, we state the weak formulation of each homogenized problem.

* For problem (7.15): find A € R, u® € V, u® # 0, satisfying
. 0y, .. e N, 0.0 g8 40 0.
/‘a,j,x(u Yeij x(v) dx +r0/‘5ij(x)ui vidx = A /ui vidx, VYveV.
2 b 2
* For problem (7.19): find WeR ulev,u # 0, satisfying
. 0y,.. (N, 0. g8 40 0...
/olj’x(u Yeijx(v)dx +r0/<€”(x)ui vidx = A /ui vidx, VYveV.
2 x 2
* For problem (7.22): find WeR ulev,ul # 0, satisfying

/‘oij’x(uo)e,-j,x(v)dx—i—,3*|T|/Mij()€)u?vj dx =A0/u?vi dx, YveV.
2 z 2
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¢ For problem (7.23): find WeR ulev,ul # 0, satisfying

/‘oij’x(uo)eij,x(v) dx = AO/u?vi dx, VYveV.
Q Q

* For problem (7.24): find A e R, u® e (HOl (£2))3, u® # 0, satisfying

[ 0. e (v) dx = 20 f udvidx, Vv e (H}(2)).
2 2

On account of the Korn’s inequality all these problems have a discrete spectrum:

O<K?§Ag§"'§)\2§"'%+oo’ (7.58)

while we can chose the corresponding eigenfunctions {u”*o};':o:1 to form an orthonor-
mal basis in (L2(£2))3.

Remark 7.1 In order to show the convergence of the eigenvalues in (7.11) and of
the corresponding eigenfunctions, as ¢ — 0, toward those of the homogenized
problems, we need to show that the constant C; arising in Lemma 7.2 is independent
of x. This will be proved in a forthcoming publication (cf. [Na99] and [GoNaPe20]),
as a consequence of certain smooth dependence of the solutions WM + and W
on the parameter x. Obviously, this result holds true when the initial media in (7.8)
is isotropic and homogeneous, cf. (7.53), and also the Robin matrix M is constant.
Indeed, for a homogeneous and isotropic media W' * = w! does not depend on %.
In addition, if M is a constant matrix, wiM.% = WM ig also independent of x.

Similarly, in [GoNaPe20] we provide the precise decay of the solution of the local
problems (7.21) and (7.17) when the original medium is anisotropic. This ends the
correct setting of problems (7.15) and (7.19) in nonhomogeneous and anisotropic
media.
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Chapter 8 )
The Mathematical Modelling Qe
of the Motion of Biological Cells
in Response to Chemical Signals

Paul J. Harris

8.1 Introduction

The motion of biological cells in response to chemical signals in the medium in
which they are immersed has been observed in many experiments, such as those
reported in [MaEtAlOO, HoKa07, NiEtAIO7, Lal6] for example. It is thought that
the cells can sense and move in the direction in which the concentration of the
chemical is increasing. This process is known as chemotaxis. In many cases the
cells themselves secrete the chemical signal, often in the form of a protein, in order
to signal and attract other cells that are nearby. The cells then come together to form
clusters and ultimately form organs and other large structures.

Over the years a number of mathematical models for simulating how cells
cluster together by following chemical signals have been proposed. The most
common type of model used to solve this problem is the Keller—Segel model which
calculates the relative concentrations of both the cells and the signalling chemical
and simulates how the concentration of the cells changes in response to changes
in the concentrations of the chemical signal (see [ChEtAll2, GaZa98, KeSe71,
LaSc74] and the references therein). The concentrations of both the cells and
the chemical signal are modelled using coupled diffusion-reaction equations (see
[DeEtAll6, IsZal6, RiEtAl16] and the references therein). The advantage of such
models is that it is relatively cheap to implement a numerical method for finding
the solution of the governing equations. However, these models are not capable of
simulating the motion and behaviour of individual cells.

Alternative models which consider the motion of the individual cells have also
been developed. Harris [Hal7] proposed a simple method which models the motion
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of each individual cell by treating each cell as a rigid particle. The spread of the
chemical signal is modelled using a closed-form solution to the diffusion equation.
The gradient of the concentration of the chemical is treated as a force acting on
the cells and causing them to move in the direction in which the concentrations are
increasing. This model is discussed in Sect. 8.3.

A more sophisticated model which uses a combined boundary element and finite
element method to simulate both the fluid motion and the spread of the chemical
signal has been presented in [Hal9] and is discussed in Sect. 8.4. However, this
method is very computationally expensive and a new method that uses just the
boundary element method to model the motion, based on the model introduced in
[Hal8], is discussed in Sect. 8.5.

8.2 Description of the Problem

A complete mathematical model of the motion of a biological cell in response
to a chemical signal has to address a number of processes that are taking place
simultaneously. However each of these processes can potentially require a sophis-
ticated mathematical model to fully describe what is happening. In order to reduce
the complexity of the problem, the models considered here will make simplifying
assumptions about some of the stages.

1. The process by which the cell manufactures the chemical signal.
How a cell manufactures the chemical will not be considered in any detail in
this work as a complicated mathematical model would be needed to simulate
the process. Instead, it will be assumed that either a cell produces the chemical
over a very short time period so that it appears to manufacture it spontaneously,
or it will be treated as a source term in the differential equation that models
how the chemical spreads from the cells. Mathematically the former is easier to
model as it is only necessary to model the spread of a fixed mass of the chemical
from the secreting cell. However, the latter is more realistic as it simulates the
cell manufacturing the chemical over a time interval rather than producing the
chemical instantaneously.

2. The process by which the chemical signal spreads out from the cell which is
manufacturing it.
In cases where the cells are not moving, the spread of the chemical signal can be
modelled using the linear diffusion equation. The linear diffusion was also used
in the simple model proposed in Harris [Hal8] (and described in Sect. 8.3 below)
where it was assumed that the motion of the fluid can be neglected. However, the
cells are usually located in a fluid which is moving due to the motion of the
cells themselves. In this case the spread of the chemical signal can be modelled
using the convection-diffusion equation. Since the velocity term in the equation
is not constant in either space or time the convection-diffusion equation needs
to be solved numerically. Harris [Hal9] showed that it is possible to model the
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spread in moving fluid using finite element method. However this method, which
is discussed in Sect. 8.4 below, is computationally expensive. An alternative is
to use a simple linear diffusion model that moves with the emitting cell and this
will be discussed in Sect. 8.5.

3. How a separate cell detects and reacts to the chemical.
The cells detect the presence and concentration of the chemical through receptors
in their outer membrane, with the membrane moving towards regions of higher
concentration. This can be modelled as a loading term similar to a pressure term
acting on the boundary of the cell. This is the method used in the model described
in Sect. 8.5. In the combined finite element and boundary element model given
in Sect. 8.4 it is assumed that the cell has receptors throughout its interior, whilst
for the simple model in Sect. 8.3 the force is simply taken as proportional to the
gradient of the chemical concentrations as the centre of the cell.

4. The exact mechanism by which a cell moves in response to the chemical.
A finite element model of how a cell moves has been developed in [EIEtAl12] but
the use of this model here would be computationally expensive. In addition, there
is some experimental evidence that on the time-scale of their overall motion, the
cells essentially move as rigid bodies (see the images in [NiEtA107] for example).
Therefore, in all the models presented here the cells are treated as rigid bodies
moving in response to the external forces acting on them. In addition, there may
be a stochastic element to the processes by which a cell detects the chemical
signal and so a cell may not follow the chemical gradient precisely. However, the
stochastic element of the cell motion has not been considered here.

5. The motion of the surrounding fluid due to the motion of the cells.
In the simple model (see Sect. 8.3) the motion of the fluid is neglected. In the
other models considered here, a Stokes flow model is used for the fluid motion
and the governing equations are solved using the boundary integral method.

6. What happens when two (or more) cells collide.
When two cells (or clusters of cells) collide, they usually combine to form a larger
cluster. In the simple model where the cells are modelled as rigid particles, when
the cells collide they simply stick together to form larger clusters. Quantities such
as the velocity of the new cluster are calculated using appropriate conservation
laws. In reality, the cells deform and change shape when they collide and such
effects need to be included in the more sophisticated models. This has not
been considered in the boundary integral type models presented here and the
simulation simply stops when two cells (or clusters) collide. A complete model
of cell collisions will be developed in the future.

In the models presented in this paper it is assumed that the layer of fluid containing
the cells is thin enough that the vertical variations of both the fluid motion and
concentrations of the chemical signal can be neglected so that the problem is two-
dimensional. This corresponds to a typical experimental situation where the motion
of the cells is observed through a microscope.
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8.3 A Simple Mathematical Model

This section presents a simple mathematical model for simulating how a number
of small clusters of biological cells can use chemical signals to attract other nearby
clusters to combine to form larger clusters. In this model the cells are assumed to
be rigid particles which have a simple geometric shape such as a circle. Further, the
motion of the fluid is not modelled it is assumed that the effect of the fluid on the
motion of a cell can be treated as a linear damping terms in the governing equations.

8.3.1 Description of the Model

Assume that the geometric shape of every cell is the same so that they can be
modelled as circles of radius r. Let (x;, y;) denote the coordinates of the centre of
the ith cell. If the cell is part of a cluster of cells, it is assumed that its position within
the cluster does not change and that its velocity and acceleration are the same as the
velocity and acceleration of the cluster. It is also assumed that all the cells have the
same density and hence they must all have the same mass as they are assumed to all
have the same radius.

The spread of the chemical signal through the fluid in which the cells are
immersed can be modelled using the linear diffusion equation

— = DV? 8.1

ot ¢ ®.1)
where D is the diffusion constant. In the problem under consideration here the
chemical signal is being manufactured and emitted by the cells, so let ¢; denote
the concentration of the chemical emitted by the ith cell and let

N
cx.1) =Y ci(x,1)

i=1

where N is the total number of cells present. If the ith cell spontaneously
manufactures and emits an amount A; of the chemical signal at time ¢;, then the
concentration which satisfies (8.1) is given by

A; (x =%+ (y —3)?
)ep(_ )tz” (8.2)

———€X
i =13 D(t—t+t 4Dt —t; + t¢)
0 t<t

where (X;, y;) is the location of the cell when ¢ = #; and ¢, is a small time parameter
used to avoid computational problems if t = ;.
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All of the cells can sense the direction in which the concentration of the chemical
is increasing. This can be modelled as a force proportional to the gradient of the
concentrations acting on the cell. Therefore the force acting on the jth cell due to
the chemical signal is given by

N
fj =kVexj,0) =k Y Vei(xj, 1)

i=1

where k is a parameter to control how strongly a cell reacts to the gradient of
chemical concentrations. The total force due the chemical signal acting on a cluster
of cells is given by the sum of the force acting on each individual cell in the cluster.
Hence, if cluster C; contains N cells, then the force acting on the cluster is

Nj /N
Fi=) fi=ky_ ( Ve (xi, r)) ) (8.3)
=1

i=1 i=1

=

Using Newton’s second law, the acceleration a; of the cluster is given by

de _ 1

Nima; =F; —\v; = =
J J J J dt N;m

(Fj —av))

where v; is the velocity of the jth cluster, A is a constant which simulates the viscous
damping of the fluid and m is the mass of a single cell. If 6x; is the displacement of
the cluster, then the equations of motion of the cluster are

d(sx;)

TN,

dv; 1 (8.4)
— = (F,’ — )\VJ') .

dr Nj m ’

Hence if the ith cell is contained in the jth cluster, its displacement is given by 8x;.

Equations (8.2)—(8.4) give a system of differential equations in time that can
be solved to give the locations of the cells at different times. This system of
differential equations can be solved using any suitable numerical method, and an
adaptive fourth-order Runge—Kutta scheme (as described in Harris [Hal7]) has been
used here. Further details of this method, and other methods that could be used
to integrate the system through time, are given in one of the many text books on
numerical methods, such as [At89].

The only other aspect that needs to be considered is what happens when two
clusters collide. Let C; and C; denote the sets of cells which are contained in clusters
i and j, respectively. The two clusters will have collided if there exist a cell in C;,
with its centre located at x;, and cell in C;, with its centre located at x; such that

X; —X;i| <2r.
Ixi — Xl
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Once two clusters have collided they combine to form a single, larger cluster. Using
the conservation of momentum, the velocity vpew of the new cluster is given by

1

Vnew = NZTN] (NiVi + vaj)

where N; denotes the number of cells in cluster i and v; is the velocity of cluster i.

8.3.2 Numerical Results with the Simple Model

The simple model described above has been used to model how cells and small
clusters of cells combine to form larger clusters. Here the values of parameters used
are D = 1, A = 50 and k = 1. The distances are scaled so that the cells have
radius 1, the mass of each cell is 1 unit and the values given for the times are non-
dimensional.

Figure 8.1 shows a typical example with 497 cells which are initially in 200
small clusters, and where the initial locations of the cells and clusters were randomly
chosen. The result presented in Fig. 8.1 show that this model can be used to simulate
how cells can cluster together due to chemotaxis. Further examples which explore
how changing the physical parameters such as the D and X affects how the cells
behave can be found in Harris [Hal7]. In addition, an example with a much larger
number of cells and an example in three space dimensions can also be found in
[Hal7].

Whilst the model is relatively simple to implement, and can rapidly simulate
the motion of a large number of cells, it does not model the motion of the fluid
in which the cells are immersed. The fluid effects need to be included as there is
some evidence from the results of using the more sophisticated models discussed in
Sects. 8.4 and 8.5 that as one cell moves the resulting fluid motion can push other
nearby cells causing them to move. Further, the simple model can only be used to
simulate the motion of circular cells, and most cells and clusters of cells are not
circular.

More sophisticated models which can simulate the motion of the fluid due to
the cell motion and more accurately portray the hydrodynamic forces on a cell are
considered in the following sections. However, the computational cost of using such
models means that they cannot be used with as many cells or clusters as this simple
model.
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Fig. 8.1 The locations of the cells showing how they can cluster together due to chemotaxis using
the simple model. (a) = 0. (b) = 100. (c¢) t = 200. (d) t+ = 300. (e) r = 400. (f) t = 500
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8.4 Combined Finite Element and Boundary Element
Methods

The model presented in Sect. 8.3 above has the advantage of being relatively simple
to implement and can simulate the motion of a large number of cells. However, it
is only appropriate to use this model with cells that have simple geometrical shapes
(such as circles or spheres) and it does not include the motion of the fluid which
surrounds the cells.

An alternative method that fully models the fluid flow as a Stokes flow has been
described in Harris [Hal8] which considered the motion of cells (and clusters of
cells) in response to an external chemical signal. This method was further developed
in Harris [Hal9] which uses the convection-diffusion equation to model the spread
of the chemical through the moving fluid. In [Hal9] the convection-diffusion is
solved using the finite element method and it is this model that is described in this
section. It is noted that the model presented here can be used for either simulating
the motion of individual cells or for simulating the motion of clusters of cells as a
cluster can be treated as being the same as a single large irregularly shaped cell.

8.4.1 Fluid Motion

Let £2 denote the region containing the cells and the surrounding fluid. Further, let
£2; and I denote the interior and boundary of the ith cell, respectively. Finally, let
I denote the exterior boundary of the fluid region (which is needed to avoid the
well-known problems with Stokes’ paradox when considering a two-dimensional
Stokes flow, see [Li86]) and §2 denote the fluid filled region inside Iy and exterior

N N
to all of the cells. For convenience let I' = | J I; and 2¢ = | §2; where N is the
i=0 i=1

total number of cells.

Since the size of a cell is very small (the radius of a typical cell is of the order of
107> m) and the velocity slow (typically a cell will take minutes or hours to move
a single diameter) then the Reynolds number of the flow is very small and at any
instant the fluid velocity u can be represented as a Stokes flow

—Vp+uva=0

V.u—o (8.5)

where p denotes the pressure in the fluid and p is the dynamic viscosity. The
boundary conditions for this problem are

ll(X)=V,'—a),'](X—X,-) XEI—}

ux) =0 xelp (8.6)
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where x;, v; and w; denote the location of the centre of mass, the velocity and
angular velocity of the ith cell, respectively, and

01
J = .
1ol
The Stokes flow problem (8.5) subject to the boundary conditions (8.6) can be
solved using the boundary integral method. It is shown in [P092] that

u(xo) Xo € 2r
7{ T (x, xp)u(x) dI — §£ G(x,x0)F(x) dIx = { fu(xg) xo € I" (8.7)
r r 0 xe$2¢

where F is the boundary force,
r-n 1 Tirj
T (x, X0) = ——rir; Gis (s x0) = 3 (<o ) + =)

r = X — Xg, ¥ = |r|, nis the unit normal to I" directed onto the fluid domain
£2F and §;; is the Kronecker delta function. Equation (8.7) for xo € I" yields a
Fredholm integral equation of the first kind for the surface forces F on the whole of
the boundary I". Once F has been found on I”, (8.7) for xg € £2F can be used to
find the velocity at any point in the fluid.

The boundary integral equation (8.7) for xo € I' can be solved using the
boundary element method. In the work presented here a simple piecewise constant
boundary element formulation has been used. Further details are not given here as
a complete description of the boundary element method can be found in one of the
many texts on the subject, such as [BeEtAl09].

8.4.2 Spread of the Chemical Signal

The concentration of a substance spreading through a moving fluid can be modelled
using the convection-diffusion equation

0

a—j =V.-(DX,t)Vec)— V- (cux,t)+ f(x,1) (8.8)
where D(x,t) is the diffusion parameter, f(x,?) is a source term and u(x, ?) is
the fluid velocity. In the application under consideration here (8.8) is solved on the
whole of £2, with D (X, t) taking different values depending on whether that at time
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t the point x is in the fluid or inside a cell. Hence

DF XG.QF
Dc xe ¢’

D(x,t) = {

The source term in (8.8) can be used to simulate a cell manufacturing the chemical
signal. For example, choosing

1l xef2andr <y
0 otherwise

f(X,t)={

simulates the ith cell manufacturing them chemical at a unit rate over its two-
dimensional area for ¢+ < t;. This is the source term that has been used in the results
presented here.

The differential equation (8.8) can be solved using the finite element method.
However, the domain §2 is large compared to the size of a typical cell, and it is not
computationally feasible to apply the finite element method to the whole domain.
Therefore §2 is approximated by a smaller domain £2,. Generally, this is sufficient
provided this approximate domain is chosen to be large enough that the chemical
has not spread to its boundary when the end time of the simulation has been reached.

In Harris [Ha19] it is shown that the finite element approximation to (8.8) can be
expressed in matrix form as

Me=K(t)e+1(1) (8.9)

where

M;; = /Q ¢i (x) ¢ (x) dx

Kij(t) = —/ [D(x, 1) V§;(x) = ¢;(x) u(x,n)] - Vg (x) dx

Qa

fi =/ f(x. 1) ¢i(x) dx
24

and {¢; (x)} denotes the set of finite element basis functions. Linear triangular basis
functions have been used in this work and the full details of the finite element
method, including other choices of basis functions, can be found in [ZiTa89] for
example. The fluid velocity term u(x,¢) can be computed using the boundary
integral equation (8.7) for X9 € $£2F if the point x is in the fluid, or is taken to
be the velocity of the cell if the point is inside one of the cells.



8 Motion of Biological Cells 161
8.4.3 Time Integration

The total force acting on each cell is the sum of the fluid forces on the surface of the
cell, and the reaction of the cell in the direction in which the concentration of the
chemical signal is increasing over the interior of the cell. Hence the force acting on
the ith cell is

/ ki Ve(x, t) dS2 +¢ Fx,t) dI’
Qi ;

I

where, as before, k; is a parameter which controls how strongly the cell reacts to the
gradient of the chemical concentration. However, this may not be a realistic model
of how a cell detects the gradient of the concentration of the chemical as generally
it is thought that cells only have chemical receptors in their outer membranes. A
more realistic way of determining the force due to the gradient of the chemical
concentration is discussed and used in the next section.

Using Newton’s second law the acceleration of the cell can be expressed as

dV,‘ 1 [
a()=—=— / ki Ve(x,t) d§2 +¢‘ F(x,1) dl“:|
£2; I;

dr m;

i

where m; is the mass of the cell. Similarly, the angular acceleration of the cell can
be expressed as

da),- 1 T T
o= — = — / kix —x;)" J Ve(x,t) d§2 +¢. x—x;)" JF(Xx,t) dI"
dr I; 2 I

where I; is the moment of inertial of the ith cell, and recall that

01
J = .
The location and velocity of each of the cells can be updated using

Vi(t+h) =v;(t) + hat)
wi(t +h) =w;i(t) +ha )

xi(t 4 h) = xi(0) + 2 i)+ vit + )] i=L....,N

Oi(t +h) =06;(t) + > [wi(t) + wi(t + h)]

where 6; is the rotation of the ith cell about its centre of mass.
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8.4.4 Numerical Results Using the Combined Model

The results presented here are for some typical examples which can be used to study
how the chemical concentrations spread out from the cells and moves with the cells.
A more complete set of results which also consider the accuracy of the method can
be found in Harris [Ha19].

Figure 8.2 shows the results of using the combined finite element and boundary
integral method for modelling the motion of two circular cells in a viscous fluid
where the source term in the convection-diffusion equation (8.8) is

Ixe 2 andr <3
0 otherwise.

f(x,t):{

In Fig. 8.2 the cell on the left is £21 and the cell on the right is §2;. Here regions
with high concentrations of the chemical signal a coloured red, and regions with
low concentrations coloured blue. The corresponding results for two elongated cells
are shown in Fig. 8.3. It is noted that Fig. 8.3 shows that if the emitting cell is not
circular, then the chemical does not spread out from the cell in a circular pattern.

In the examples shown in Figs. 8.2 and 8.3 the chemical spreads out from the
emitting cell, as expected. The results also show that as the second cell starts to
move in response to the chemical signal, it causes the fluid to start moving and
in turn this causes the first cell also to move. Hence these results show that the
hydrodynamic effects of the cell motion are important and need to be included.
These effects are not included in the simple model discussed in Sect. 8.3 which is a
major disadvantage of the simple model.

The results also show that as the cell secreting the chemical moves and causes the
fluid around it to move, the chemical signal moves with cell and the fluid. Hence,
from the perspective of a point in the cell, the chemical seems to simply spread out
according to the linear diffusion equation as the concentrations are moving with the
cell. It might be possible to exploit this to avoid having to solve the convection-
diffusion equation. This would remove the need for using the finite element method
which, in turn, would greatly reduce the computational cost of the model. This
approach to simulating the cell motion is discussed in Sect. 8.5 below.

8.5 Simplified Boundary Integral Model

A version of the boundary integral method was used in Harris [Hal8] to model the
motion of cells due to a chemical signal which was simply present in the surrounding
fluid. The results presented in [Hal8] compared well to the motion of clusters
observed in experiments, although it is likely that the chemical signal was secreted
by a cell (or cluster of cells) that was outside the field of view in the experiments
rather than the chemical just being present in the fluid.
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(@) (b)

(©) (d)

(®) ®

Fig. 8.2 The simulated motion of two circular cells and the concentrations of the chemical using
the combined finite element and boundary integral method. (a) r = 0.0. (b) t = 1.6. (¢) t = 3.2.
dr=48.(e)r=64.(Ht =8.0
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(@) (b)

(c) (d)

(© ®

Fig. 8.3 The simulated motion of two elongated cells and the concentrations of the chemical using
the combined finite element and boundary integral method. (a) r = 0.0. (b) t = 1.6. (¢) t = 3.2.
dr=48.(e)t =64.(Ht =8.0
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The main drawback of the combined finite element and boundary element model
introduced in Sect. 8.4 is the computational cost. Since the finite element stiffness
matrix appearing in (8.9) depends on the current locations of the cells it needs to
be calculated at each time step. This cost is further increased as the fluid velocity is
needed at every quadrature point used to find the stiffness matrix and this is found
by using (8.7) for xo € §2F which requires the evaluation of the boundary integral
terms. From a computational perspective, it would be better if this could be avoided.

The results presented in Sect. 8.4.4 above show that when a moving cell secretes
the chemical signal the concentration of the spreading chemical moves with the cell.
Hence the concentrations of the spreading chemical can be expressed in terms of a
solution to the diffusion equation which moves with the cell.

In the case of a circular cell emitting the chemical, the concentration at the point
(x, ) can be expressed as

(8.10)

oy 2 . 2
c(x,y, 1) = x4+ y,<t>)>

e
—¢€X
Dt +1) P AD( + 1)

where A is the magnitude of the chemical signal and #; is a small time that is
used to avoid computational problems when ¢ = 0. Recall that D is the diffusion
parameter. However, if the cell is not circular, then the results in Fig. 8.3 above
show that the chemical will not spread out in a circular pattern and so for cells
which are not circular (8.10) is not the most appropriate way of representing the
chemical concentrations. An alternative method that can be used with cells that are
not circular is currently being developed.

Since the velocities of the cells are known at each time step, the same boundary
integral methods as described in Sect. 8.4.1 can be used to calculate the hydrody-
namic forces acting on the boundary of cell.

Since it is thought that cells only have receptors for the chemical in their outer
membrane, it is more realistic to calculate the force due to the chemical signal by
integrating over the boundary of the cell rather than over the interior of the cell.
Hence in this case the acceleration and angular acceleration of the cell are given by

a;(t) = mi [ﬁ kVe(x,t) dI' + .(ﬁr F(x, t) dF]

and

o = L [?g k(x—x;)T J Ve, 1) dI’ +f (x—x;) J F(x,1) dF]
Ii Un Iy
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respectively. Here the required gradient of the chemical concentrations can be found
by differentiating (8.10). Hence the equations of motion for the cells are

dV,‘ Xm‘

— =a — =V
dr dr

dw; do;

_— = ; _— = wi
dr dr

which can be integrated through time using a fourth-order Runge—Kutta scheme.
The full details of the Runge—Kutta scheme are not given here and can be found in
any text on numerical methods, such as [At89].

8.5.1 Numerical Results with the Boundary Integral Method

A test problem of five cells arranged in a cross pattern is used to validate the method.
The initial configuration of the cells can be seen in Fig. 8.4a, where each of the
outer cells are located the same distance from the central cell. In this example
the chemical signal is secreted by the central cell, and so the motion should be
symmetric in the sense that all of the outer cells should move the same distance
towards the central cell at each time step. Additionally, the central cell should remain
in the same position. The results in Fig. 8.4b, f show that the four outer cells move
towards the central cell as expected. Figure 8.5 shows the distance that each of the
four outer cells have moved towards the central cell over time. The four curves are
superimposed which shows that the motion of the cells has the expected symmetry.
Further, the distance moved by the central cell is of the order of 10~'# which is the
magnitude of the rounding error in the computer used to perform the calculations
and so can be considered to be zero, as expected. A second example is shown in
Fig. 8.6 where the boundary integral method has been used to simulate the motion
of 10 randomly placed cells.

These results show that this simple boundary integral method for the fluid
mechanics along with a simple representation of the concentrations of the chemical
secreted by one of the cells can be used to simulate the motion of cells due to
chemotaxis. Although the combined finite element and boundary element method
give a complete solution to the problem, there are major computational drawbacks
to use the combined model. For example, even when a coarse finite element mesh
is used the combined method can take over 24 h to simulate the motion of just two
cells on a typical PC, whilst the boundary integral method for simulating the motion
of the ten cells shown in Fig. 8.6 took less than 2 h on the same PC.

However, the boundary integral model, as presented here, can only be used
for circular cells. The results of using the combined method for elongated cells,
presented in Fig. 8.3, show that for such cells the concentrations of the chemical do
not spread out in a circular pattern. A modified method which can be used for cells
that are not circular is currently being developed.
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(a) (b)

(© (d)

(© ®

Fig. 8.4 The motion of five cells, initially arranged in a cross pattern, using the boundary element
method and (8.10) for the chemical concentrations. (a)t = 0. (b) ¢t = 1. (¢)t = 2. (d) ¢t = 3.
et=40Ht=5
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Fig. 8.5 The distance moved by each of the four outer cells towards the central cell

8.6 Conclusions and Future Work

This paper has discussed a number of methods for modelling the motion of cells
due to chemotaxis. The simple model discussed in Sect. 8.3 has the advantage that it
can rapidly calculate the motion of a large number of cells. The calculations for the
example presented here with 497 cells initially arranged in 200 small clusters took
approximately 1h of CPU time to complete. By using this method it is possible to
quickly see the patterns that the cells form, but the model does not fully include the
fluid dynamics of the problem, and can only be used for circular cells.

The combined finite element and boundary element method gives a complete
simulation of the cell motion and fluid flow. However, the method is very expensive
computationally. The calculations with only two cells can often take over 24 h on
the same computer as used for the simple model unless very coarse finite element
and boundary element meshes are used. However, the method can be used for cells
that are not circular, and can be used for irregularly shaped clusters of cells.

As a compromise, a model using the boundary element method to compute
the fluid motion and a moving linear diffusion model for the concentrations of
the chemical signal is being developed. This model has the advantage that it
avoids having to use the finite element method to calculate the concentrations. The
calculations for the 10 cell example given in Sect. 8.5.1 required approximately
81 min CPU time on the same computer as was used for the other examples. This
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(@) (b)

(c) ()

(e) ®

Fig. 8.6 The simulated motion of ten randomly positioned circular cells using the simple
boundary integral method. (a) t = 0. (b)t = 1. (¢)t = 2. (d)r =3.(e)t =4.Hr =5
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shows the considerable saving in CPU time that is obtained by avoiding having to
use the finite element method for calculating the chemical concentrations.

The drawback of the boundary element method described in Sect. 8.5 is that the
formula used for the chemical concentrations is only valid when the secreting cell is
circular, although there are no restrictions on the shapes of the other, non-emitting,
cells. An alternative method for modelling the secretions from a cell which is not
circular is currently begin developed.

Another deficiency of both the combined method and the boundary integral
method is that they do not include any simulations of what happens when two cells
or clusters of cells collide. When two cells do collide they usually deform as the
parts of their membranes that are in contact stick together causing the two cells to
change shape. Some of this process is analogous to the initial stages of two liquid
droplets combining together to form a single droplet, so the same methods could
be used to model cell collisions. A model that simulates the collision of two cells
will be developed in the future and incorporated into the boundary integral model
presented here.

Acknowledgments The author would like to thank Matteo Santin from Brighton Centre for
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Chapter 9 )
Numerical Calculation of Interior Qe
Transmission Eigenvalues with Mixed
Boundary Conditions

Andreas Kleefeld and Jijun Liu

9.1 Introduction

A transmission eigenvalue problem is a non-classical boundary value problem for a
specified differential operator which acts on a pair of functions (#(x), v(x)) in some
given open and bounded domain D, where the functions u(x) and v(x) are coupled
on the boundary d D = I'. The exterior normal on I" is denoted by v.

A typical example arising in acoustic wave scattering is the (classical) interior
transmission eigenvalue problem with specified refraction index n(x) € L°°(D)
satisfying Re{n(x)} > 0 and Im{n(x)} > 0. It is given by

Au+ku=0, xeD,

Av+E2n(x)v=0, xe€D, .1
d d

u=v, F =4, xel,

for which one tries to find k € C\{0} such that there exists non-trivial solutions
(u,v) € L2 (D) x L3(D)andu — v € HOZ(D). These values k are called (classical)
interior transmission eigenvalues (ITEs).

Originally, the distribution properties of the eigenvalues such as discreteness and
their asymptotic behavior have been studied in detail in order to determine charac-
teristics of media [CoMo87, CoMo88, Ki86] as well as the existence [CaGiHal0].
These properties are not trivial to derive due to the fact that the underlying eigen-
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value problem is neither elliptic nor self-adjoint. Hence, it cannot be investigated
by using standard spectral theory for differential operators. Hence, this interior
transmission problem is of interest to researchers working on non-standard spectral
problems. Additionally, researchers are interested in finding incident waves that do
not scatter which is closely related to the interior eigenvalue problem (9.1) (see for
example [GiPal3]).

Reconstruction algorithms for inverse scattering problems are, for example, the
linear sampling method and the factorization method [CaCo06, KiGr0O8] which are
not justified theoretically for wave numbers that are ITEs. Hence, researchers started
to compute such exceptional values. It has been shown that ITEs can be determined
from scattered data or far-field data [CaCoHalO]. Since then, a variety of new
methods such as FEM [LiHuLiLil5, Sull], BEM [KIl13, Kl115], and the inside-
outside-duality method [KiLel3] have appeared (see [KIPil8] for a recent and
detailed overview as well as the MFS method). However, the numerical calculation
of those is still an on-going and challenging research topic especially the calculation
of complex-valued ITEs whose existence is still open for general scatterer.

However, motivated by a more general physical configuration, the transmission
eigenvalue problems may be of a more complicated form. We consider the situation
where an inhomogeneous obstacle D is located in a perfect conducting substrate D;
with the boundary /> C I', while the remaining part of the boundary I'] = I" \ I
contacts with the surface of background dielectric medium D;. See Fig.9.1 for an
illustration of the situation. Then the following interior transmission problem with
mixed boundary condition arises (see also [YaMo14] and [LiLil6]):

Au+ku=0, xeD,
Av+ kv =0, xeD,
) N ©2)
u=v, g =g, x€&I, (transmission condition)
u=v=0, x € I», (hom. Dirichlet condition)

Fig. 9.1 Exemplary setup of
the physical configuration D
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with I = It U I assuming I} # @ and I, # (. Here, n(x) # 1 is the real-valued
index of refraction. Although the distributions and the discreteness properties have
been analyzed in [LiLil6] for general complex-valued n(x), the efficient numerical
calculation of mixed interior transmission eigenvalues (MITEs) is still absent. This
is mainly due to the presence of the mixed boundary condition on I" which causes
extra difficulties for the construction of suitable basis functions that are needed in
the finite element method.

But the boundary integral equation method is a powerful tool for solving
boundary value problems of partial differential equations (PDEs), especially when
the problem is homogeneous and the fundamental solution to the corresponding
PDE can be represented explicitly. The main advantage of solving boundary value
problems by this scheme is by representing the solution in potential form, the solu-
tion can be essentially converted into the task of finding a density function defined
on the boundary of the domain, and consequently the amount of computations can
be dramatically decreased (see [Kl12a]). By this motivation, we propose to solve
the mixed transmission eigenvalue problem (9.2) with constant refraction index
n(x) = n (constant) in D C R? by the boundary integral equation method since
the fundamental solution can be given explicitly in analytic form.

9.1.1 Contribution Within This Chapter

First, a short summary for the existence and discreteness for the real-valued index
of refraction not equal to one is given in Sect.9.2. Although the results are a
special case of [LiLi16], the sufficient conditions on the index of refraction as well
as the estimates of the lower bound of positive eigenvalues can be stated more
clearly. Second, a derivation of a system of boundary integral equations to solve
the mixed interior transmission problem including its approximation via boundary
element collocation method leading to a non-linear eigenvalue problem is given in
Sect. 9.3. Lastly, extensive numerical results for the computations of mixed interior
transmission eigenvalues are presented for the first time for various scatterers in two
dimensions in Sect. 9.4. In addition, the corresponding eigenfunctions are shown as
well. A short summary and conclusion is given in Sect. 9.5. Finally, for the special
case of the unit square an alternative method is given in the Appendix to find mixed
interior transmission eigenvalues.

9.2 A Review on Some Theoretical Results

To consider the numerical computations for the transmission eigenvalues of (9.2),
we first need the distribution properties of the eigenvalues. Although the properties
of the eigenvalues with classical boundary conditions have been thoroughly studied,
the theoretical results for eigenvalues using mixed boundary conditions as studied
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here are still rare (see [LiLil6]). Since our numerical scheme for computing the
eigenvalues by boundary integral equations is established for the constant index of
refraction n(x) = ng in D for 0 < ng < 1 orng > 1, some existing results for the
distributions of eigenvalues under the assumption either n(x) € (0, 1) or n(x) > 1
are applicable.

In this section, we give these theoretical properties of the transmission eigenval-
ues for n(x) € C(D) with either positive lower point n_ > 1 or positive upper
bound n4 < 1, which means that there are no zero points of n(x) — 1 in D. These
results can be considered as special cases established in [LiLil16] for both complex-
valued refraction index n(x) and complex-valued background medium. However, in
our case with real-valued index of refraction n(x), the corresponding results can be
much more simplified. To state the results clearly, we introduce the Sobolev space

Ho.1(D) = {w e LX(D), Vwe (LXD)?, AweL*(D),

w=0onI", v-Vw=0onlIl}},
with scalar product
(M, v>1‘}0_](D) = (l/l, v)LZ(D) + (Vu, VU)LZ(D) + (AM, AU)LZ(D)

for two complex-valued functions # and v from I:I(),l(D). Then the transmission
eigenvalue problem (9.2) can be restated as: Find k e~C\{O} such that there exists a
non-zero pair (u, v) € (L?(D))? satisfying v — u € Hp 1(D) and

Au+k*u=0, xeD,
Av+knv=0, xeD,

u=v=0, x € I . (hom. Dirichlet condition)

Note that the transmission conditions in (9.2) have been incorporated in the
requirement v — u € I:Io,l(D). In the case I = {, it is well-known based on
the analytic Fredholm theorem that the set of ITEs is at most discrete with +oc0 as
the only possible accumulation point. We will prove that such a property is also true
for our problem (9.2) with mixed boundary condition. Therefore, define z = v — u
and n.(x) = n(x) — 1 # 0in D. Since z € Hy (D) fulfills

Az + k%7 = —K*un,, 9.3)

by deleting v, z(x) satisfies the following differential equation of fourth order

1

ne(x)

(A n kzn(x)) (A + kz) 2=0, xeD. 9.4)
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Using (9.3) and the boundary condition v|, = 0, we have

n(x)<A+k2)Z=0 onl).
c

With z|p, = vl — u|p, = 01t can be further simplified to

1

ne(x)

Az=0 onl>.

Therefore, we conclude that the transmission eigenvalues k € C\{0} are those
values such that there exists some non-trivial solution z € Hp 1 (D) satisfying

(A+k2n(x)) 1 (A+k2)z=0, xeD,

ne(x)

—0, el =run,

] * 12 9.5)
mAZ:O, XGFZ,

%ZO, xeFl.

The distributions of the transmission eigenvalues can be analyzed in terms of (9.5).
To this end, we need the following estimate for u € 1:10,1(D) (see [YaMol4)),
which can be considered as a generalization of the Poincaré inequality, and can be
applied to estimate the lower bound of real-valued eigenvalues in order to qualify
the numerical results.

Lemma 9.1 Forany w € I:Io’l(D), we obtain the estimate

2 1 2
”Vw”LZ(D) = _”Aw”LZ

= (D) (D)

Here, A(D) denotes the first eigenvalue of the buckled plate eigenvalue problem
given by

—A?w =ArAw, inD,

w=20, onll=1NUly,
v-Vw =0, onlt,
Aw =0, onl>.

For areal-valued index of refraction 0 < n(x) # 1in D, there exists two constant
n_ > 0and ny > 0 such that

ny>nx)=n_>1, if n(x)l5>1,

l>ny >nx)>=n_>0, if n(x)l5 <1,
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which ensures

1

————>a>0, xeD
In(x) —1j

for some small constant @ > 0. Based on Lemma 9.1, the following results state the
distribution properties of the mixed interior transmission eigenvalues (MITEs).

Theorem 9.1 For a real-valued index of refraction 0 < n(x) # 1 in D, we assume
that

<1, @l >1,

ny
1—n+

<1, ifn(x)|l5 < 1. (9.6)

Then the set of MITEs is at most discrete and does not accumulate at zero and all
the real-valued MITEs (if they exist) are such that

_ oy il > 1.

k2
T, ifmip <1,

where L(D) is the first eigenvalue of (9.4).

This result is just a special case of [LiLil16, Theorem 3.3] since we have

1 1 1
< = <
n(x) — 1| nx)—1 =" n_—1
1 1 1
< = <
In(x) — 1| l—n(x) — 1 —n4

=a, ifnx)lg>1,

=a, ifnx)ly<l1.
Therefore, we omit the details for the proof. As for the existence of mixed interior

transmission eigenvalues, [LiLil16, Theorem 3.7] leads to the following result.

Theorem 9.2 [f(9.6) is replaced by the assumptions

1 1
0<

<o frlp > 1,

< —
8

ny 1 .
0< < 3 ifnx)|5 <1, 9.7)

1— ny
then there exists an infinite number of transmission eigenvalues with +00 as the
only possible accumulation point.

Remark 9.1 The assumption (9.6) or (9.7) can be explained easily. Roughly speak-
ing, in the case n(x)|5 # 1, if the values of n(x) are far away from the background
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index no(x) = 1, then there always exist discrete transmission eigenvalues (but not
necessarily being real-valued) with 400 as the only possible accumulation point. In
Theorem 9.1, we need n(x) > n_— > 2 forn(x) > 1 and n(x) < ny < 1/2 for
0 < n(x) < 1. This condition is strengthened in Theorem 9.2 as n(x) > n_ > 9 for
n(x) > landn(x) <ngy <1/9for0 <n(x) < 1.

Based on the theoretical results for the distributions of transmission eigenvalues
for a real-valued index of refraction n(x) # 1, we consider the numerical calculation
of mixed interior transmission eigenvalues for n(x) being constant in D by focusing
on the boundary integral equation method in the next section.

9.3 System of Boundary Integral Equations and Its
Approximation

In this section, we derive a 4 x 4 system of boundary integral equations to solve the
interior transmission problem with mixed boundary conditions.

Denote by @ (x, y) = iHél) (k|x — y|)/4, x # y the fundamental solution of the
two-dimensional Helmholtz equation with wave number k. The single- and double-
layer potentials for the Helmholtz equation over the surface I" are given for x ¢ I
by

SLE [] (x) = /F P, ) Y () ds(y)
DL; [¢¥](x) = /Fav(y)q)k(xa)’)l/f()’) ds(y) .
According to Green’s representation theorem (see [CoKrl13, p. 17]), we have
u(x) = SL{ [dyu|r](x) =DL! [u|r](x), xeD. (9.8)

Due to the fact that I” is the disjoint union of I and I, we can rewrite (9.8) as
u(x) = SL;" [dyulr] () + SLg* [Bvul ] ()
—~DL;' [uln] &) = DL [ulp] ®),  xeD (9.9)
and similarly we obtain
v(0) = SL L [dvulr ] (0 + SL2 2 [dvvln ] (o)

_ DLk”ﬁ [vin] ) —DLkFZﬁ [vip]®), xeD.  (9.10)
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By the boundary condition u|r, = v|p, = 0, Egs. (9.9) and (9.10) can be simplified
to

u(x) = SL [duulry ] ) + SLy? [8vulrs ] (0) = DLy [uln ] (), (9.11)

u(x)_SLk‘[[avvm](x)+Ska[avv|p2](x) DL! alvin] @), 9.12)

where x € D. The boundary integral operators over the surface I; evaluated at a
point of I'; are defined as

1"—)1"

[wwhm=/"@uywmomwx xely,

I

Iqrkaw=ﬁ%w@wwwwmm,xeg,
TLi—>T;
Ky [vir] (o = /F ;) Pk (X, VY () ds(y), x €Ty,

fﬁFWMNM—%mﬁﬁMMMwawﬁw,xeﬂu

i

where i, j € {1, 2}.

9.3.1 First Boundary Integral Equation

Letting D > x — x € I7 in (9.12) and (9.12) and using the jump relations (see
[CoKrl3, p. 39]), yields

— — — 1
ulry = Sp 7 [uuln ] + S ”[mmg]—(Kﬁ ”[mn]—imn> (9.13)

and

N 1
vl = sk”f [0vvlr ] +skf "owvln] — (kalﬁﬂ [vin] - Eum) . (9.14)

Taking the difference of (9.13) and (9.14) and using the boundary conditions u|, =
vl and 0,u|r = 0yv|y, gives the first boundary integral equation

0= (SF1—>F1 —SF\I/_:FI) [3uu|n] +SF2—>F1 [avu|Fz]

= s oln] = (KT KM [un] . ©019)
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9.3.2 Second Boundary Integral Equation

Applying the same strategy as before for D 5 x — x € I» in (9.12) and (9.12),
yields

ulp, =Sy 7 [Bouln ]+ S22 [0l ] - KO T2 [uln]  9.16)

and

vl =S, 2 P wln 4820 7 oln] K2 oln] . 01D

Taking the difference of (9.16) and (9.17), setting u| , = v|r, = 0, and applying the
boundary conditions |, = v|r and dyu|r, = 9,v|r, gives the second boundary
integral equation

0= (S0" = 87 ") [uulr] + S [auul

= s i) - (KO =KD 2P [ulrn] (9.18)

9.3.3 Third Boundary Integral Equation

Next, we apply the normal derivative to (9.12) and (9.12),let D 5 x — x € I, and
use the jump relations. This yields

dvulry, = KT [ouuln ] + %avum + K7 [oul ]
— T 7 [uln ] (9.19)
and
twolr =KLz [aveln ]+ gaveln + K]z [l
- Tk“ﬁ’“ [vin] - (9.20)

Taking the difference of (9.19) and (9.20) and using the boundary conditions u|r, =
v|r, and 0,u|r, = 9,v|ry, gives the third boundary integral equation

In—1 In—T, In—T
0= (k" =k [l ]+ KT [l

- T — —
K/ [vvln] - (TII:] e vl ”) [ulr] - 9.21)
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9.3.4 Fourth Boundary Integral Equation

Again, we apply the normal derivative to (9.12) and (9.12),let D 3 x — x € I>,
and use the jump relations. This gives

rn—r N—T 1
dulp, =K 2 [douln ]+ KT [vuln ] + Eavmfz
— T 7 [uln ] (9.22)
and
T N—=T T DT 1
avl)|1"2 :Kkﬁ ! 2[8UU|F1]+Kkﬁ : Z[BUUIF2]+58UU|FZ
~ TR vin] (9.23)
Equations (9.22) and (9.23) can be rewritten as
IN—1r: I— 1T
0=K. """ [ovuln]+ KT [Bouln] = T [uln ]
1
_ Eav“|Fz (9.24)

and

OZKT h=n [8VU|F1]+KT h=h [a\)U|Fz]_TFI_)F2 [U|F1]

N k/n NG
1
— =l (9.25)
2
respectively. Taking the difference of (9.24) and (9.25) and using the boundary
conditions u|r, = v|r and dyulr, = 9dyvlr, gives the fourth boundary integral
equation
n—r n—r N—T
0= (k"7 =k Pl n ]+ KT [l
T Fz—)Fz N I I I 1
_Kkﬁ [avvlfz]_(Tqu 2_Tki/; 2) [u|r1]—§avu|[‘2

1
+ 5 ovlrs (9.26)
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9.3.5 System of Boundary Integral Equations

The four equations (9.15), (9.18), (9.21), and (9.26) can be written abstractly as

Z(k)g=0 9.27)
with Z (k) given by
n—-n _ qh—n n—-nr _ n—>n -1 -1
Sk Skﬁ K Kkﬁ Sk Skﬁ
Srlﬁrz_sflﬁrz KF]*)I—‘z_KFI%FZ SFZ*)[& SFQ*)FZ
k ky/n k kn k ky/n
K];I'FIHFI —KT n—n T]C,—)]"l _TF1—>1"] K]-crl“zﬁﬂ KT -1
k k k
KTF1—>1"2 _ KTﬁfl—ﬂ"z TF1—>1‘2 _TFlin KTF2—>1"2 _lpgT zn—>F2 _ 1y
k k/n k ky/n k 2 N 2
(9.28)

and
g=(a —,3)/—8)T,
where we used the notation
a=oduln, B=uln, ¥y =0dulr, and§ =dv|r, . (9.29)

The matrix entries in (9.28) are boundary integral operator with a specific kernel.
If the operator O is of the form Oi~'J with i # j, then the kernel is smooth.

fi=I S[';)F' is smooth as well. The

Additionally, the kernel of the operator S
remaining entries contain a kernel with a weak singularity which is of logarithmic
form (notice again that n # 1 in D). In three dimensions the situation changes
slightly to a weak singularity. Hence, in both cases the system can easily be
approximated numerically to high accuracy by the boundary element collocation
method as developed in [KILill, KILi12] which has been successfully used in
[AnChAKk13, KiK112, K112b, K112c] for the three-dimensional case.

To show that the operator is Fredholm of index zero and analytic for k € C\R<,
one would follow the same arguments as given in [Coll, Theorem 5.3.9] or
[CoHal3]. The only difficulty is to use the correct Sobolev spaces of the form
H $(I7) (see [McO00] for the definition of the Sobolev spaces) or alternatively the
Lions—Magenes spaces HSO(F,-) as given in [LiMa72].
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9.3.6 Approximation of the System

In this section, we shortly explain how to discretize the resulting boundary integral
operator via boundary element collocation method. An extensive explanation has
previously been given in [KILill, KILi12] for the three-dimensional case and the
two-dimensional case works conceptually similar (see also [At97] for the Laplace
equation).

We consider two kinds of scatterers in two dimensions. The first class has a
boundary that can be described through polar coordinates and the second class has a
boundary that can be described through lines. For the first class, we define the set of
points through an equidistant use of the polar angle, whereas for the second class the
edges are subdivided into equal parts. The curved boundary for the scatterers of the
first class is now approximated by a polygon having the previously defined points
as vertices. The set of collocation points are the midpoints of each line segment
having m collocation points in total. Now, the approximation of each integral over
such a line segment can easily be carried out by numerical integration where we
assume that the unknown function is approximated by constant interpolation at a
midpoint. Note that we have at most a logarithmic singularity in the kernel if the
collocation point is situated on a line segment on which we are integrating over. A
Gauss—Kronrad quadrature can deal easily with such a singularity.

After the discretization, we can regard (9.28) as a non-linear eigenvalue problem
of the form Z(k)g = 0 with Z(k) € C™* ™ and g the discretized version of g
given by (9.29) which we solve with Beyn’s algorithm [Bel2] as done in [CaKrl7,
K113, K115, StUn12]. This algorithm uses complex-valued contour integration of
the resolvent to reduce the non-linear eigenvalue problem to a linear eigenvalue
problem of much smaller size based upon the famous Keldysh’s Theorem. For this
algorithm one has to specify a 2m-periodic contour in the complex plane and it
will find all non-linear eigenvalues situated in this contour to high accuracy due to
the fact that the approximation of a 2w -periodic function via the trapezoidal rule
yields exponential convergence. We therefore use a circle of radius R with center
C = (cx, ¢yi) with N = 40 nodes for the trapezoidal rule.

9.4 Numerical Results

In this section, we present extensive numerical results for some two-dimensional
scatterers although we can easily calculate them in three dimensions as shown in
[K113, Kl115] for the classic interior transmission eigenvalues. The reason is that we
can nicely present the corresponding eigenfunctions which is much more difficult
in three dimensions.

The first scatterer under consideration is the unit circle C, where we used I
as the upper half of the circle and I as the lower half of the circle. The first five
MITEs are given by 1.6818, 2.3185, 2.9533, 3.0791, and 3.1409 where we used
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the index of refraction n = 4. After solving the non-linear eigenvalue problem
(9.27) using the parameters N = 40, R = 1/2, with centers C = (2,0i)
and C = (3, 0i), respectively, we additionally obtain the discretized version of
the functions d,u|r, = v, uly = vln, dvitlr,, and d,v|r,. We also have
u|r, = vl = 0 and hence we can insert these function approximations into (9.12)
and (9.12) in order to compute the approximate solution of # and v at any point
situated inside of the scatterer C. We denote with ") and v(¥) the approximate
eigenfunctions corresponding to the i-th MITE. The absolute value of «") and v®
inside C for the first five MITEs is shown in Fig. 9.2. Note that we were also able
to find a complex-valued MITE pair 2.3596 + 0.3413i and 2.3592 — 0.34134i. The
corresponding eigenfunctions () and v*?) are also given in Fig.9.2. Since we
used constant interpolation for the boundary element collocation method, a linear
convergence rate for the eigenvalues is expected and achieved. Note that we do not
know the exact MITE values. However, we observe that the error of the imaginary
part of the real-valued MITE halves if we double the number of collocation nodes
m. In Table 9.1 we clearly see the linear convergence order. Additionally, we get
the following complex-valued MITE pair 2.7340 4 0.38011 and 2.7334 — 0.3802i.
The corresponding eigenfunctions are shown in Fig.9.3. Next, we calculate the
MITEs for an ellipse £ with major semi-axis 1 and minor semi-axis 4/5 using the
same parameters as before. We obtain the four real-valued MITEs 1.9111, 2.4973,
3.1282, and 3.4609. If we use the major semi-axis 1 and minor semi-axis 1/2
for the ellipse with the same parameters as before, we obtain the first four real-
valued MITEs 2.7709, 3.1764, 3.7892, and 4.3916. A complex-valued MITE pair is
given by 3.8947 + 0.5352i and 3.8928 — 0.5365i. Using the minor semi-axis 3/10
yields the four real-valued MITEs 4.5026, 4.7231, 5.2731, and 5.7279. Note that
the classical interior transmission eigenvalues for various minor semi-axis are given
in [CaKrl7, KIPil18] and a summary of the results for the various ellipses is given
in Table 9.2. In Table 9.3 we list the first four real-valued MITEs for deformed
ellipses given by the parametrization (3 cos(?)/4 + « cos(2t), sin(?)), t € [0, 27)
for k = 0, 1/10, 1/5, and 3/10 which has been used before in [CaKr17, KIPi18]
for classical interior transmission eigenvalues. We again used n = 4 and 1280
collocation points and the same boundary conditions as before.

The MITEs for the unit square S using the index of refraction n = 4 with
transmission conditions on the south and east part and homogeneous Dirichlet
conditions on the north and west part of the boundary are given by 3.0503, 4.2622,
and 5.1805 where we used 512 collocation points and R = 1 with the centers
C = (2,00, C = (3,0i), and C = (4, 0i), respectively. Figure 9.4 shows the
absolute value of the first three eigenfunctions #® and v® for the unit square. In
Fig. 9.5 we display the first three eigenfunctions u® and v® for the unit square for
the eigenvalues 2.6717, 3.6662, and 4.8367, respectively, where we used the index
of refraction n = 4 with transmission conditions on the south part and homogeneous
Dirichlet condition on the remaining edges. We again used 512 collocation points
and R = 1 with the centers C = (2.5,0i), C = (3.5,01), and C = (4.5, 0i),
respectively. Note that in this case it is possible to derive an analytic equation such
that its zeros are the MITEs (we refer the reader to Table 9.5 in the Appendix). We
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()] (k) M

Fig. 9.2 The absolute value of the eigenfunctions u (first row and third row) and v (second row
and fourth row) for the first five real-valued MITEs and one complex-valued MITE for the unit
circle C using the index of refraction n = 4. The MITEs are 1.6818, 2.3185, 2.9533, 3.0791,
3.1409 and 2.3596 + 0.3413i, respectively. (a) [uD]. (b) [u@]. (©) [u®|. @) [vD]. (&) [v@].
®) v (@) (@] () (D], @) 1] G) D] &) [vO]. @) [
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Fig. 9.3 The absolute value of the eigenfunctions u (first row and third row) and v (second row
and fourth row) for the first four real-valued MITEs and one complex-valued MITE for the ellipse
£ using the index of refraction n = 4. The MITEs are 1.9111, 2.4973, 3.1282, 3.4609 and 2.7340+
0.3801i, respectively. (a) [uM]. (b) [u@]. (©) [u®]. () [vD]. () [v®]. ) [vD]. (g) u®]. (h)
). @) @], G) [0
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Table 9.2 The first four real-valued MITEs for ellipses with major semi-axis 1 and various minor
semi-axis using the index of refraction n = 4

Minor semi-axis First MITE Second MITE Third MITE Fourth MITE
1 1.6818 2.3185 2.9533 3.0791
4/5 1.9111 2.4973 3.1282 3.4609
172 2.7709 3.1764 3.7892 4.3916
3/10 4.5026 4.7231 5.2731 5.7279

Table 9.3 The first four real-valued MITEs for deformed ellipses with various deformation
parameter k using the index of refraction n = 4

K First MITE Second MITE Third MITE Fourth MITE
0 1.9626 2.8575 3.2436 3.6951
1710 1.9755 2.8404 3.2836 3.6542
1/5 2.0122 2.8087 3.3753 3.5941
3/10 2.0674 2.7899 3.4327 3.6203

02 04 06 08

(b)

02 o4 06 08

Fig. 9.4 The absolute value of the eigenfunctions u (first row) and v (second row) for the first
three real-valued MITEs for the unit square S using the index of refraction n = 4 with transmission
conditions on the south and east part and homogeneous Dirichlet conditions on the north and west
part of the boundary. The MITEs are 3.0503, 4.2622, and 5.1805, respectively. (a) [u"]. (b) [u®|.
© @1 (@ [vV]. (@) . ) v
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Fig. 9.5 The absolute value of the eigenfunctions u (first row) and v (second row) for the first
three real-valued MITEs for the unit square S using the index of refraction n = 4 with transmission
conditions on the south part and homogeneous Dirichlet conditions on the remaining edges. The
MITEs are 2.6717, 3.6662, and 4.8367, respectively. (a) [uV]. (b) [u@]. (¢) [u®]. () [vD].
OINSINGI

obtain with a root finding algorithm 2.671 552 787 839 805, 3.666 034 666 514 623,
and 4.836476 632026555 and hence the first four digits of the reported results
agree.

Next, we also present the first three real-valued MITEs for the unit square where
we impose homogeneous Dirichlet condition on the west part and transmission
condition on the remaining edges. We use the same parameters as before. We obtain
4.0802, 5.2285, and 5.7030. The corresponding three eigenfunctions u”) and v
are given in Fig. 9.6.

To complete our numerical results, we also present numerical results for the case
0 < n < 1 using the index of refraction n = 1/2. Again we use ellipses with various
minor axis similar as in Table 9.3. The results are summarized in Table 9.4.

To find the MITEs we use a circle with radius R = 1/2 and centers C = (3, 0i),
C = (4.5, 0i), and C = (6, 0i) in the non-linear eigenvalue solver for the unit circle
scatterer, whereas we use the centers C = (3.5, 0i), C = (4.5, 0i), C = (5.5, 0i),
and C = (6.5, 01) for the ellipse with minor semi-axis 4/5. For the ellipse with
minor semi-axis 1/2 we use the centers C = (5, 0i), C = (6, 0i), C = (7, 0i), and
C = (8.5, 0i).

As a final remark, we would like to mention that we also tried different n not
satisfying (9.6) and (9.7). In all cases, we have an accumulation point at infinity and
no trouble computing the MITEs. This can also be verified numerically with (9.32)
for a variety of n and p.
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Fig. 9.6 The absolute value of the eigenfunctions u (first row) and v (second row) for the first three
real-valued MITEs for the unit square S using the index of refraction n = 4 with homogeneous
Dirichlet conditions on the west part and transmission conditions on the remaining edges. The
MITEs are 4.0802, 5.2285, and 5.7030, respectively. (a) [uV]. (b) [u@]. (¢) [u®]. () |vD].
OINSINGI

Table 9.4 The first four real-valued MITE: for ellipses with major semi-axis 1 and various minor
semi-axis using the index of refraction n = 1/2

Minor semi-axis First MITE Second MITE Third MITE Fourth MITE
1 3.1620 4.5193 4.6482 5.8022
4/5 3.5798 4.8518 5.5187 6.2683
172 5.1115 6.1186 7.3248 8.4891

Additionally, all presented numerical results are indeed mixed interior transmis-
sion eigenvalues (not mixed exterior transmission eigenvalues), since we always
computed the corresponding eigenfunctions which are zero outside of the domain
D. Alternatively, one could impose the additional condition on the far field as done
in [CoHal3].

9.5 Summary and Conclusion

In this paper, existence and discreteness for mixed interior transmission eigenvalues
for a real-valued index of refraction are reviewed and sufficient conditions on the
index of refraction as well as the estimates of the lower bound of positive eigen-
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values are given. A new system of boundary integral equations to solve the mixed
interior transmission problem is derived. Further, it is explained how this system can
be approximated via the boundary element collocation method. The resulting non-
linear eigenvalue problem is then solved with complex-valued contour integrals.
Extensive numerical results for the computation of mixed interior transmission
eigenvalues are provided for the first time for a variety of two-dimensional scatterers
and might therefore serve as reference values for new algorithms in the future.
Further, an explicit expression for mixed interior transmission eigenvalues is given
for the unit square and can therefore be used to check the approximation quality of
new algorithms. Moreover, the eigenfunctions are shown as well. Hence, it might be
worthwhile studying the behavior of the eigenfunctions both for regular scatterers
as well as scatterers with corners (see [BILiLiWal7]). Additionally, a rigorous
convergence analysis needs to be worked out in the future. In sum, this chapter
might provide a fundamental basis for a further study of this interesting eigenvalue
problem. One direction could be the investigation whether the inside-outside-duality
method (see [KiLel3, LePel4, PeKl16]) can be applied both theoretically and
practically to the mixed interior transmission problem.
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Appendix

We consider the unit square (] with transmission boundary condition on the north
part and homogeneous Dirichlet conditions on the remaining edges. Separation of
variables gives

u(x,y) = (Asin(px) + B cos(px)) (Ce™ + De™)

v(x,y) = (A sin(zpx) + B cos(npx)) (CA‘e)A‘y + ﬁefiy>

with n the given index of refraction. Here A = /72p2 — k2 and A = /72 p? — nk>2.

Using the boundary condition # = v = 0 on the east part yields B = B = 0, the
boundary condition u = v = 0 gives p € N, and the boundary conditionu = v =0
on the south part yields D = —C and D = —C. Hence, we have

u(x, y) = sin(wpx) (e —e ™), v(x,y) = csin(rpx) (eiy - efiy)
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Table 9.5 The first twelve real-valued MITEs for [J using the index of refraction n = 4

2.671 552787839805 (1) 3.666 034 666 514 623 (2) 4.836476 632026555 (2)
5.037735 005 038 399 (3) 5.735963 618893019 (1) 5.883918727 662464 (3)
6.294 288796613 341 (2) 6.516 005 567 788 862 (4) 7.024 814731040726 (2)
7.038 184014 872755 (3) 7.160 899902 925930 (4) 7.695 549983 552737 (4)

with ¢ € R a free parameter. The first transmission condition on the north part
(y = 1) gives

c={et —e )\ {ei - e_’\} . (9.30)
The second transmission condition on the north part yields
(+e*)r=c (ei + efi> x. 9.31)

Inserting (9.30) into (9.31) gives

(ei — e_;\) (" +eM)r—(e* —e?) (e;\ + e_k> A=0. (9.32)

Hence, the function, say f),(k), on the right-hand side has to be solved for a given
p € N with a root finding algorithm in order to obtain the MITE k. Note that the
function can be complex-valued and therefore we have to consider separately the
real and imaginary part. In Table 9.5 we summarize the highly accurate MITEs
using the index of refraction n = 4. In parentheses we list the used parameter p.
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Chapter 10 ®)
An Inequality for Holder Continuous Qe
Functions Generalizing a Result of Carlo
Miranda

Massimo Lanza de Cristoforis

10.1 Introduction

This paper concerns an inequality which can be used to prove that a continuously
differentiable real-valued function

u: 2 —>R

defined on an open subset £2 of R" is actually «-Ho6lder continuous for a given
a €]0, 1], and it develops an idea which has already been exploited by Agmon
et al. [AgDoNi59], and then by Miranda [Mi65] to prove regularity statements for
layer potentials.

If 2 =]0, I[, then an elementary sufficient condition for u to be «-Holder
continuous is that

|t|'""*|u’ ()| be bounded in 7 €]0, 1[.
Then Agmon et al. [AgDoNi59, p. 717] have observed that if

Q = Bn—](o» 1)X]0? 1[’
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then a sufficient condition for the a-Holder continuity of u € C!(£2) is that
|t|17°‘|Du(x, 3] is bounded in (x, t) € B, —1(0, 1)x]0, 1[,

where Du(x, t) is the Jacobian matrix of u at the point (x, ¢). Miranda [Mi65] has
considered the case in which £ is of class C'*®, a case in which £ is locally
around its boundary points the translation of the rotation of the strict hypograph
of a function

y € CH*(B,—1(0,7),1— 8,80

for some r, § €]0, +o0o[. Then Miranda has observed that a sufficient condition for
the a-Holder continuity of u € C! (hypograph, (y)) is that

ly(n) — t|17°‘|Du(n, | is bounded in (7, ) € hypograph,(y), (10.1)

where
hypograph, (y) = {(n, y) € B,—1(0, r)x] =8,8[: y < y()}

is the strict hypograph of y. As we have said above, Miranda has exploited such
inequality in order to prove a regularity result for a layer potential in case £2 is of
class C1¢ for some o €]0, 1[. In an effort to simplify the proof of Miranda and to
refine his results, we wish to prove an inequality which on the one hand generalizes
the above inequality of Miranda, and which on the other hand could be “intrinsic,”
in the sense that it would not be expressed in terms of local coordinates. As a bypass
product, Miranda’s ideas become easier to understand. One “intrinsic” inequality for
a (bounded) u € C'(£2) to be a-Holder continuous is the following:

Du(y)(dist(y, 3§2))' ™ isboundedin y € §2, (10.2)

an inequality which holds in uniform domains (personal communication of Aikawa
[Ai119]). Such inequality or actually its variant

|Du(z)|(1 — |z|*)'~* is bounded in z € Ben (0, 1)

has been used in the analysis of spaces of analytic functions in the unit ball B¢» (0, 1)
in C" with center at O (cf. e.g., Zhu [Zh05, §7.2]). One could probably try with it, but
the disadvantage is that C!-! is known to be the minimal regularity (in the Schauder
scale) to have a unique projection &y, on 952, i.e., a unique point &, € 952 such that

ly — & = dist(y, 082) ,

for all y € R" \ 842 close to 352, and we are interested into the case C* with
a €]0, 1[. In this sense, it is hard to see how its use may simplify/improve the proof
of Miranda [Mi65] for layer potentials.
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Since all functions u € C!(£2) are locally Lipschitz continuous, the a-Holder
continuity of u follows by the a-Holder continuity of u close to the boundary, and
thus it suffices to prove an inequality of the o-Holder continuity of u close to the
boundary.

Thus we face the problem of choosing a neighborhood of the boundary, and we
want to choose it in such a way that such a neighborhood be “globally parametrized.”
One may think of considering a set of the form

Nt)={x+tvox): te]l—1,4[,x € 082},

where vy, is the outward unit normal to 962 and #; > 0O is small enough, but the
problem with using N (#1) is that unfortunately the outward unit normal is only
of class €%, and thus not of class C%! as required for the map x + rve(x) of
the variable (x, ) to be injective and open, to infer that N (¢1) is actually an open
neighborhood of 92 and to carry out our proof of Holder continuity of u. So the
idea here in case §2 is of class C**, or perhaps only a Lipschitz set is to replace the
vector field vg; by a vector field a such that the set

A ={x+talx): t€]l—tn,nl,x € 082}

be an open neighborhood of 92 and such that the map x+za(x) of the variable (x, ¢)
be Lipschitz continuous, injective and open and to prove a variant of Miranda’s
inequality (10.1) in the set

AT ={x+ta(x): r€]l—1,0[, x € d2}.

We formulate a body of appropriate assumptions on a in Definition 10.4 of outer
nontangential unit vector field, and we note that such assumptions do not involve
the outward unit normal ve;. Then we prove that to check the o-Holder continuity
of a function u € C!(£2) in case £2 is a bounded open Lipschitz set, it suffices to
show the existence of a finite upper bound for

It|'""% | Du(x + ta(x))|

when x belongs to 92 and when ¢ belongs to | — 71, O[ (see Proposition 10.1).
By exploiting such an inequality, one can simplify the proof of the result on layer
potentials of Miranda [Mi65] and weaken its assumptions on the kernel. This type
of application appears in the monograph [DalLLaMul9, Ch. 2] with Dalla Riva and
Musolino.

In [Lal9], we discuss the existence of a nontangential unit vector field as a for a
bounded open Lipschitz set.

In [Lal9] we also show that the existence of an outer nontangential unit
vector field as a for a bounded open Lipschitz set implies that the scalar product
a(x) - ve(x) is bounded from below by a positive constant which is independent
of the point x € 9§2 at which the outward unit normal v (x) exists and we note
that Fichera [Fi55, pp. 207-208] had already recognized the importance of the
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existence of a vector field a such that the essential infimum of a - v is bounded
away from O for sets with a piecewise smooth boundary in the analysis of boundary
value problems for systems of partial differential equations, and in particular for the
analysis of boundary value problems with unilateral constraints (cf. Fichera [Fi84,
p- 413]). Then for Lipschitz sets, we mention Grisvard [Gr85, Lem 1.5.1.9]. The
main difference of our conditions on a and those of Fichera and Grisvard is that our
conditions are completely independent of the outward unit normal v, (which exists
only almost everywhere).

10.2 Preliminaries and Notation

We denote the norm on a normed space 2" by || - || 2-. Let 2" and % be normed
spaces. We endow the space 2~ x % with the norm defined by ||(x, y)|| 2 x% =
lxll2 + Iyl forall (x, y) € Z x &, while we use the Euclidean norm for R”.

The symbol N denotes the set of natural numbers including 0. Let D € R". Then
D denotes the closure of I, and 9D denotes the boundary and diam(ID) denotes the
diameter of D, and “dist” is short for “distance.” If £2 is an open subset of R", then
we set

QT =R"\Q.

Letn € N\ {0}. We denote by O, (R) the set of n x n orthogonal matrices with real
entries. Let A be a matrix. Then A’ denotes the transpose matrix of A.

The symbol | - | denotes the Euclidean modulus in R”. For all R €]0, 4+o0],
x € R", x; denotes the j-th coordinate of x, and we set

B,(x,R)={y eR": |[x —y| < R}.

Let £2 be an open subset of R". The space of m times continuously differentiable
real-valued functions on 2 is denoted by C"(£2). Let f € C™(£2). Then Df

denotes the Jacobian matrix of f.Letn = (ny,...,n,) € N*, [n|=n1 + ...+ n,.
gl .

Then D" f denotes % The subspace of C"(£2) of those functions f
1 ~%n

whose derivatives _D” f of order |n| < m can be extended with continuity to
£2 is denoted C™(£2). The subspace of C™(§2) whose functions have m-th order
derivatives that are Holder continuous with exponent « €]0, 1] is denoted C ma(g2)
(cf. e.g., Gilbarg and Trudinger [GiTr83]). Let D € R”. Then C"*(£2, D) denotes
{f e (Cme@)": @) C ]D)}.

Now let £2 be a bounded open subset of R”. If f € C%%(£2), then its Holder
constant | f : £2|y is defined as sup {% X,y €, x# y}, and we also

|x
write Lip(f) = | f : £2]1. Then C™(2) and C"*(§2) are endowed with their usual
norm and are well known to be Banach spaces (cf. e.g., Troianiello [Tr87, §1.2.1]).
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We now wish to introduce the well-known definition of a set which is locally
around each of its boundary points a “rotated” strict hypograph of a continuous
function. We do so by requiring that if p is a boundary point of £2, then the
translated set £2 — p can be rotated around the origin by means of a rotation R
(or more generally by R € O, (R)) so that the rotated set R(£2 — p) equals the strict
hypograph of a continuous function y, at least around the point 0. To do so, we need
to introduce the following, which is in the wake of a corresponding terminology of
Burenkov [Bu98] for the analysis of Sobolev spaces on domains.

Definition 10.1 Let n € N\ {0, 1}. Let £2 be an open subset of R”. Let p € 952,
R € O,(R), r, § €]0, +00[. We say that the set

C(p,R,r,8)=p+ R B,-1(0,r)x] = 8,80,
is a coordinate cylinder for £2 around p, provided that the intersection
R(§£2 — p) N (By—1(0, r)x] =4, 48D

equals the strict hypograph of a continuous function y from B,_;(0,r) to ] — §, 5[
which vanishes at 0 and such that |y ()| < /2 forall n € B,,_1(0, r), i.e., provided
that there exists y € CO(IB%n_l(O, r), 1 — &, 8[) such that

R(2 — p) N (B,—1(0,r)x] =4, 6D (10.3)
={m,y) € B,—1(0,r)x]1 =6,8[: y <y(m}
= hypograph;(y) ,

lyml<é/2  VneB,10,r), y(0) =0.

Given a coordinate cylinder C(p, R, r, ) for £2 around p, the corresponding
function y is uniquely determined and

y(m) =sup{y €] —6,4[: (n,y) € R(£2 — p) N ([B,—1(0,r)x] —6,3D}

for all n € B,_1(0, r). We also note that the continuity of y implies that

R((982) — p) N B,—1(0, r)x] — 8, 8] (10.4)
={(n,y) €eB,_1(0,r)x]=38,8[: y=y(m)}
= graph(y) .

We say that y is the function which represents 02 in the coordinate cylinder
C(p, R, r,8) as a graph and that the function ¥, from B,_{(0,r) to R" defined
by

wp(n)EerR’(y?n)) vy € Bo_1(0, 1), (10.5)
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is the parametrization of 952 around p in the coordinate cylinder C(p, R, r, §).
Since the continuous function y induces the homeomorphism (-, y(-)) from
its domain onto its graph, the map v, is a homeomorphism of B,_;(0, r) onto
wp(Bn—l(Oy r)) = (3£2)nN C(P» R, 1, 9).
We also note that hypograph,(y) is easily seen to be path connected and that
accordingly

2N C(p, R, r,8) = p + R' (hypograph, (y))

is path connected. Hence, £2 N C(p, R, r, §) is contained in at most one connected
component of §2. It is sometimes useful to know that by shrinking r we still obtain
a coordinate cylinder around the point p. More precisely, we have the following.

Remark 10.1 If C(p, R, 1, 8) is a coordinate cylinder around the point p of 952,
then also C(p, R, p, §) is a coordinate cylinder around the point p of 952 for each
p €10, r[, and the restriction y|g, ,(0,p) represents 2 in C(p, R, p, §) as a graph.

In order to compactify our notation, we find convenient to set
c%0 =0, (10.6)

We are now ready to introduce the following.

Definition 10.2 Letn € N\ {0, 1}. Let o € [0, 1]. We say that an open subset §2 of
R” is a local strict hypograph of class C%¢ provided that for every point p € 952,
there exist R € O, (R) and r, § €]0, +o0[ such that C(p, R, r, §) is a coordinate
cylinder for £2 around p and that the corresponding function y which represents 92
as a graph in C(p, R, r, §) is of class CO*“(IB%n_l (0, r)). (Here we understand that y
has a unique extension to B,,_1 (0, r) that is of class CcY«(B,_ (0, r)) and that we
still denote with the same symbol y.)

One could show that if a bounded open subset £2 of R” is a local strict hypograph
of class C?, then the number of connected components of 2 and of its exterior £2~
is necessarily finite (cf. e.g., [DaLaMul9]). Then we have the following “folklore”
statement. For the proof, we refer to the Appendix.

Lemma 10.1 Letn € N\ {0, 1}. Let « € [0, 1]. Let §2 be a bounded open local
strict hypograph of class CO%% Letry, 8, €]0, +oo[. Then there exist r €]0, ry|,
8 €]0,68:[, r < § such that for each x € 082 there exists R, € 0,(R) such
that C(x, Ry, r, 8) is a coordinate cylinder for 2 around x and the corresponding
function yy satisfies the inequality

sup ||Vx||co.a(m) < +00.
x€a82
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10.3 Definition of Outer Nontangential Unit Vector Field and
Introduction of a Neighborhood of the Boundary

If £2 is a bounded open subset of class C!, then one can exploit the continuity of the
outward unit normal v and prove that if 9 €]0, 1[, then there exist a vector field
a of class C! in the closure of a neighborhood U of 92 and t €]0, +oo[ such that
the following conditions hold

lax)]=1  VxeaU, (10.7)
supla —ve| < 9,
982

2
infa-vop>1——>1-—-19,
082 2

la(x) - (y —x)| < F|x —y| Vx,y€df2, x—y|l<rt,

(see reference [DalLaMul9, Ch. 2] with Dalla Riva and Musolino). Then one can
exploit the properties of a in (10.7) and prove that there exists #; €]0, +oo[ such
that the following statements hold.

(1) The map ¥ from (0§2)x] — t1, t1[ to R" defined by
U(x,t) =x+ta(x) V(x,t) € (082)x] — 11,111,
is injective, and the set
Al) =P (02)x]—t,n]) ={x+talx): t €]l —t, [, x € 382}

is an open neighborhood of 952 for all 1, €]0, #1]
(ii)

x +ta(x) € 2 vVt e]—1,0[, x +ta(x) € 2~ vt €10, 1,

(cf. [DaLaMul9, Ch. 2]). We now wonder whether the existence of a vector field
a as in (10.7) around the boundary of an open set of class at least C%! implies the
existence of 71 €]0, +oo[ so that the map ¥ satisfies the conditions (i) and (ii),
which we need to prove a generalization of Miranda’s inequality (10.1) in the set
A(ty) N £2 for 1, €]0, t1] small enough.

Since sets of class C%! do not necessarily have an outward normal at all points
of the boundary, we need to formulate assumptions on a which do not involve the
outward unit normal. To do so, we need the following well-known definition.

Definition 10.3 Let n € N\ {0, 1}. Let £2 be an open subset of R"”. Let x € 952.
Letv € R" \ {0}
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(i) We say that v points to the interior of §2 at x provided that there exists ¢x , > 0
such that

x+tve 2 vt €]0, ¢ ol -

(i) We say that v points to the exterior of §2 at x provided that there exists ¢x , > 0
such that

x+tveR"'\ 2 Vel .

In general, we cannot expect that a unit vector v points either to the interior or
to the exterior of £2, but this may happen under certain assumptions. Then we are
ready to introduce the following definition, which does not involve the existence of
the outward unit normal.

Definition 10.4 Let n € N\ {0, 1}. Let £2 be a bounded open subset of R”. Let
¥ €]0, 1[. We say that a map a from 952 to R" is an outer nontangential unit vector
field for £2 with parameter ¢ provided that the following conditions are satisfied.

(i) la(x)] =1forall x € 952.
(i1) There exists T €]0, 400 such that
la(x) - (y — x)| < 9|y — x| Vx,y € 082 suchthat |[x —y| < 7.
(iii) a(x) points to the exterior of £2 at all points x € 92 and —a(x) points to the
interior of £2 at all points x € 92.

An outer nontangential unit vector field for 2 with parameter ¥ can play the
role of a normal in the definition of a tubular neighborhood of 952, as the following
statement shows (see also reference [LaRo08] with Rossi for a related result which
holds under stronger assumptions on §2).

Lemma 10.2 Let 2 be a bounded open strict local hypograph of class C°. Let
¥ €]0, 1[. Letn € N\ {0, 1}. Leta € C%1(882, R") be an outer nontangential unit
vector field for §2 with parameter ¥.

Then there exists t1 €]0, +oo[ such that the following statements hold.

(i) The map W from (082)x] — t1, t1[ to R" defined by
Y(x,t) =x+ta(x) V(x,t) € (082)x] — 11,111,
is injective, and the set
A) =V (02)x]—n,nD)={x+talx): t €]l—tn, [, x € 982}

is an open neighborhood of 952 for all t, €]0, t1]
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(ii) We have
x +ta(x) € 2 VvVt €] —1,0[, x +talx) € 2° Vvt €]0, [ .

Proof Let 7 be as in Definition 10.4(ii). By Lemma 10.1, there exist r, § €]0, 400
such that

r<46<rt/2,

and such that for each x € 9052 there exists R, € O,(R), such that C(x, Ry, r, §)
is a coordinate cylinder for £2 around x with y, € CO(Bn_ 1(0,r),]1— 6, 8[) such
that y,(0) = x, |yx| < 8/2 as function which represents 952 in C(x, R,,7,§) as a
graph. We first show the existence of # as in (i). Assume by contradiction that ¥
is not injective for any choice of #;. Then for each j € N there exist pairs (x}, t}),

(7, 1]) in 882x] — 27J,27J[ such that
/ / " " / N " "
(xjatj)?é(xjatj)» llf(xj,tj)—lp(xj,tj). (10.8)
In particular,
X # X VjeN.
Indeed, if xj. = x//’ , then a(x;.) = a(x//’ ) and the equality
/ / / _ " 1 "
xj+ tja(xj) =ux; + tja(xj)
implies that
/ IN /
tja(xj) = tja(xj) ,

}, t}) # (x}/ , t}/ ). Possibly selecting a subsequence,

we can assume that there exist x’, x” € 92 such that

and thus 7; = t7, contrary to (x

x' = lim x}, x” = lim x}/.
j—o00 j—o00

Since a is continuous and lim;_; oo t} = 0, the second equality of (10.8) implies that
x" = x” = X. By our contradiction assumption (10.8), we have the equality

O:x}’+t}’a(x}’)—x}- —t}a(x}) VjeN,
which we rewrite as

0= (x}’ - x}) + (t;-/ - t;)a(x}/) + t;- (a(x}’) - a(x})) VjeN. (10.9)
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Then by dividing by |x} — x}’ |, we obtain

7 / " /7 4 /
) P Rt Bl Ll LUV
|x” — x|/ |x?7 —x" 7 |x =X,
J J J J J J
and thus the triangular inequality implies that
t! —t
Ty | ST+ IILip@ Vi en. (10.10)
J J

Next we go back to the above equality (10.9) and take the scalar product with
—/—1 and obtain
[x i j|

-t T —x' /a(x}/) - a(x}) x —x',

_ J J 1" J J J J .
0_l+| ,-,_x,-|a(xj)- |x’f—x’-|+tj =] =] VjeN.
J J J J J J J J

In order to exploit condition (ii) of Definition 10.4, we choose jy € N so that
W —xjl <] —F+F-xjlsT Vo< jeN,
and thus inequality (10.10) and the above equality imply that
1< (1+ |t} |Lip(@)? + |¢}|Lip(a)  Vjo<j€N.
Since lim;_, oo t} = 0, we obtain 1 < ¥, a contradiction. Hence, there exists t; €
10, 400l such that ¥ is injective on (952)x] — 11, t1[.
Next we turn to show that A(z;) is open for all t, €]0,t]. Let t» €]0, t1],
(x%, 1Y) € A(t). Since ¥ is injective, then the composition Wt of ¥ with the

continuous and injective map (x* + R;:(n, y(m))!, t) of the variable (n, ), i.e., the
map

WEm, ) =W+ Ry ) 1)
=x" 4+ R,y () +taGx* + R, (n. y)")
for all (n,t) € B,_1(0,r)x] — t, o[, is continuous and injective. Then the
Theorem of Invariance of Domain (cf. e.g., Deimling [De85, Thm. 4.3]) implies
that W¥(B,_1(0, r)x] — t2, 12[) is an open subset of R". Since

(%, %) € WF(B,_1(0,r)x] — 12, 12]) € A1),

it follows that (x*, #%) is interior to A(2). Hence, A(#>) is open.
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Next we turn to prove statement (ii). Let x € 9£2. Then we set
Ax, )T ={x+tax): t €l—1,0[}, Ax,1)” ={x+tax): t €]0,1[}.
Since V¥ is injective, we have
Y({xix]—t, 0D Nos2 = {x}.

Indeed, if there exists r €] — #y, t1[ such that

y=x+ta(x) € ds2,
then

V(y,0)=¥(x,1)

and the injectivity of ¥ implies that x = y, t = 0. Hence,

A(x, )T CR"\ 82

Since the arcs A(x, tl)jE cannot intersect 952, they cannot contain both points of £2
and of £2~. We now show that

Ax,m)t 2, Alx,1)~ € Q°,

and we turn to prove the former inclusion. By assumption, —a(x) points to the
interior of £2 and thus there exists ¢y, _q(x) > 0 such that

x+ta(x) € 2 Vi e]_gx,fa(x)a o[,
and thus in particular for all + €] — min{gy _4(x), 1}, O[. Hence, the connected
set A(x, ;)" contains points of £2 and thus, as we have shown above, A(x, t;)*

cannot contain poiits of 2~ and we must have A(x, t;)T C £2. Then the inclusion
A(x, 1)~ € R"\ £2 can be proved similarly. O

10.4 An Inequality for Holder Continuous Functions
on Local Hypographs

Next we introduce the following two preliminary technical statements.

Lemma 10.3 Letn € N\ {0, 1}. Let ¢ €]0, 1[. If v, w € R" and if

[v-w| < | |w],
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then v+ w|? > (1 — ) (v|? + [w|?) + O (|v| — |w])>

Proof 1t suffices to note that

v+ w|2 = |v|2 + |w|2 +2v-w
> ) + [w|* = 2v- w| = v + [w]* — 29[v]w]|
= 1=+ [w» + P(v]* + [w* = 2[v[w])
= 1= (P + [w») + ?(v] — [w)h?>.

O

Lemma 104 Let n € N\ {0, 1}. Let §2 be a bounded open Lipschitz subset of R".
Let ® €]0, 1[. Leta € C%1 (082, R"™) be an outer nontangential unit vector field for
§2 with parameter 0.

Let © €]0, +o0[ satisfy the condition (ii) of Definition 10.4. Let t; €]0, 00| be
as in Lemma 10.2. Let p € 982. Let r, § €]0, 400,

2§ < min{t/2, t} r<3§,

and R, € O, (R) be such that C(p, Ry, r, 8) is a coordinate cylinder for §2 around
p. Lety, € CO%1(B,_1(0, r)) represent 382 in C(p, Ry, 1, 8) as a graph. Let

C(p,Rp, )N C At ={x+tax): t€]l—1,0[xecdR}.

Let

¢ e}o min{f _a-92 f_l}[
2210 2v2ip@ + 1 2 L

If a €]0, 1], then there exists B €]0, +oo[ such that
|f o [p+ R,(Bu—1(0,r/4)x] — 8/4,8/4D1N At e < BMy o(f)  (10.11)
forall f e CY(§2) such that

My, o (f) = sup{|t]|'~¥|Df (x + ta(x))| : (x,1) € (32)x] — 11, 0[} < +00.
(10.12)

Proof 1If My, o(f) = 0, then Df = 0 on A(#;)" and accordingly on the connected
set C(p, Rp,r,8) N 2 and f is constant on C(p, Rp,r,8) N 2. Hence, the
inequality (10.11) holds true. Thus we can assume that M;, o(f) > 0.

In order to estimate the Holder constant of f as in (10.11), we take two arbitrary
points p’, p” € [p + R;(Bn_l(o, r/4)x] — 8/4,8/4D]1 N A(t2)™ and we turn to
estimate | f(p") — f(p”)|. In order to exploit condition (10.12) on f, we plan to to
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define a Lipschitz arc in A(¢;)" with endpoints p’ and p”. Lemma 10.2 implies that
there exist x’, x” € 382,¢',t” €] — t2, O[ such that

p/ — x/ + t/a(x/) , p// — x// + t//a(x//) .

By the triangular inequality and by the equality |a(x’)| = 1, and by the inequality
t) <r/4 < /4, we have

¥ €Bu(p'.12) € [p + RYBuo1(0, r/4)x] — /4, /4D + By (0, 12)
C [p + RY(Buci (0. r/2)x] — 8/2,5/2D)].

and similarly, x” € [p + R;(Bn_l(o, r/2)x1—28/2,8/2[)]. Since x’, x” € 352, then
there exist £/, §” € B,_1(0, r/2) such that

X = p(E) = p+ RLE . vy
X" = ¢p(E") = p+ RLE" ypE") .

Next we plan to introduce a Lipschitz arc on 32 with endpoints x” and x”. To do
so, we note that the convexity of B, _1 (0, r/2) implies that

y() =& +s5E"—&)eB1(0,r/2) Vs el0,1].
Since y,, is Lipschitz continuous, the arc
Yo xr () = p+ R,(0(s), vp(y(s))) Vs €0, 1]

in 082 is rectifiable and

1
length(Y ¢) < fo JIE = €72+ Lip (72l — €72 ds < cy, 1§ — ']

where

¢y, =+/1+Lip(yp)2.

Next we introduce a Lipschitz arc in A" (¢;) with endpoints p’ and p”. By the
convexity of ] — #2, O[, we have

(1 =)t +st” €]l —1,0[ Vs € [0, 1],
and thus we have

L (s) = Yoo (s) + [0 = $)t" + 51" Na(W 1 (5) € AT (12) Vs €0, 1].
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Next we note that

I(s) € [p+ R,(Bu-1(0,7/2)x] = 8/2,8/2D)] 4+ B,(0, 12)
Clp+ R;(Bn_l(o, 3r/4)x] —38/4,358/4))] Vs €0, 1],
ro =yp, ra=p".

Moreover,

length(I") < length(y ¢7) + |t' — t”'| + |12|Lip (a)length(Ye ¢1)
< ¢y, & ="+ 11" = 1" + |n|Lip (a)cy, |&" — &
< & = x"ley, (1 + |2l Lip () + [t —1"].

Next we set
di = min{|p’ — p"|, r/4}
and we exploit the curve I” in order to define a curve in A(¢;)™ with endpoints
X+ —d)aix’), X"+ —dDaix").
To do so, we set
Iy (s) =T(s) —dia(Yyr x(s)) Vs €[0,1].
Since

(1=t +st" —dye]l—tr —dq,0[
Cl—®1/2) — (r/4),0[C] — (11/2) — (11/8),0[S] — 11, O[ Vs €]0, 1,

we have
Iy (s) € A(t)T Vs €]0, 1[.
Then we have
Ty, (s) € [p+ Ry, (By—1(0, 3r/4)x] — 38/4,38/4D1 + B, (0,d1) € C(p, Ry, 1,9,
forall s € [0, 1] and

Iy (0)=x"+ (' —dpa), Iy () =x"+ " —dpa@x").
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Moreover,

length(1/y,) < length(I") + diLip(a)length(vg gr)
< (1 +dLip(@)) [|x" — x"|c,, (1 + [2]Lip (@) + |t — "] .

Next we note that

X'+ (" = sdp)ax’) € [p + R, (B,_1(0, 3r/4)x] — 35/4,38/4D] + By (0, d)

S C(p,Rp,1,8) Vs €10, 1],
and similarly
x"+ @" —sdpa(x") € C(p, Rp,1,8) Vs [0, 1].
Then by the memberships

t'—sdi,t" —sdy €]l —tr —dq, 0]

Cl—(t/2) — /4,0[S] = (t1/2) — (11/8),0[S] — 11,0 Vs €0, 1],
we have
X'+ —sd)aix) e Aq)T, X"+ @ —sdDax’) € AT Vs € [0, 1].

We now wish to estimate |x’ — x”| and |¢' — ¢”| in terms of |p’ — p”|. There is no
loss of generality in assuming that

By assumption, we know that

a(x) -

<9 Vx,y € C(p,Rp, 1, 8)N(082), x #y.

y—x ’
ly — x|
Indeed, [x—y| < 2r+d < tforallx,y € C(p, Rp,r, 6)N(9§2). Then Lemma 10.3
implies that
Ip =Pl = (" +1a(x)) — (x" +1"a(x"))|
=" = x")+ (" —1"alx) +1"(a(x") —a(x"))|

> (" = x") + " = 1"a(N] = 11" |a(x) —a(x")]

> (1= )2\l = ¥R+ 1’ = 1" Pla() — nLip@)]x’ — x'].
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Then by the elementary inequality
ai +ay < V2@l +ad)'*  Vay,ay €0, +ool

we have

(1- ﬂ)‘/z\/ I/ = x"2 4+ |t' — t"2la(x")|> — trLip(a)|x’ — x”|

(1 - 19)1/2 / " / " : 4 "
> ——(x =x"|+ |t —17]) — nLip(a)[x" — x"|
2
(1 - 19)1/2 . / " (1 B 19)1/2 / "
=(——=—— —nLipa) | IxX = x"| + ——=—' — |
V2 V2
—_Nl/2 _ 9y1/2
> (1 2\1/95) | /_x//l + (1 g) |t/ _ t//l
(1-n'?

Indeed, 1, < 5 Then we have

V2(1+Lip(a))
V2 232
It —1"| < mh’/—l’”h Ix'—x"| < m|l?/—l7”|~ (10.13)

We now assume that f € C!(£2) satisfies condition (10.12) and we turn to estimate

1f(P) = FPOI = 1f (" +1ax) = f" +1"a(x")] (10.14)
SIfE+alh) = f' + (@ = dpaxh)
H G+ (@ = dnax)) = f&" + (" = dpax")|
H G+ @ =dpaix™) = FG7 4+ 1"a(x")]

!

t 1
< / e DG sat| ds + /0 IDF (T, 5D 1T, ()] ds
t'—d,

t//
+f }a(x”) -Df(x" + sa(x”))| ds
t

"—d,

t/

< My o(Ols|* ds
t'—d;

1
+ / Moy o (PN = )0+ 5" —di 01T, ()] ds
0

t
+ / My, o ()l ds
t

"—d,
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Since
A=t +st" —dy €el—tr —dy, —di] Vs €0, 1],

we have

|t/ |4+dy |
1f(P) = fF(P)] < My o (f) ” sV ds (10.15)
l/
| |t |+dy
Hlength(Fy)) My, o ()dY ™" + My o(f) | s*~ds

I//l

d(lx / 1y goa—1 .
<M .o(f) ;+|p —p ldi (1 +diLip(a))

2v2 , V2 d¥
X [mcy,,(l + |t1|Lip(a)) + m] ?} ,
(cf. (10.13)). Next we observe that
p'=p"l _ Ip" = p"|
i~ minl~{|p = p'|,r/4)
_[w-pr I ==,
T | G s 1 - S it — | = /4

Hence, inequality (10.15) implies the validity of inequality (10.11) and the proof is
complete. O

Proposition 10.1 Letn € N\ {0, 1}. Let §2 be a bounded open Lipschitz subset of
R™. Let ® €]0, 1[. Leta € C%! (082, R"™) be an outer nontangential unit vector field
for §2 with parameter ¥.

Let t1 €]0, +00[ be as in Lemma 10.2. Let a €]0, 1]. Then there exist B €
10, 4+-o00l, and a compact subset K of §2 such that

S}lzplfl +1f: £2|¢ < Bmax {Szplfl, Sl;plDfI, le,a(f)}

forall f € CY(2) such that

My, o (f) = sup{|t]|' | Df (x + ta(x))| : (x,1) € (32)x] — 11, 0[} < +00.
(10.16)

Proof Let © €]0, 4oo[ satisfy the condition (ii) of Definition 10.4. By our
assumption on 2, for each point x € 952 there exists a coordinate cylinder
C(x, Ry, ry,8,) for £2 around x and if r, + &, is less than the distance between



214 M. Lanza de Cristoforis

082 and R" \ A(t1), then we have C(x, Ry, ry, 8x) € A(t1). Thus we now choose
T4, 0x €]0, +o00o[ such that

re + 8 < dist(382, R" \ A(#1)) .
Since we plan to invoke Lemma 10.4, we also assume that
28, < min{t/2,11}.
Then by Lemma 10.1, there exist » €]0, ry[, § €]0, 8«[, r < § such thatif x € 952,
then there exists R, € O, (R) such that C(x, Ry, r, §) is a coordinate cylinder for

£2 around x and the corresponding function y, satisfies the inequality

sup [17xll coa @07y < +o0- (10.17)

x€o082
Since r + 8 < dist(9£2, R" \ A(t1)), we have
Cx,R;,r,) N2 C AT =AW N R Vx € 082.

Since 9£2 is compact, there exists a finite family {x/ )};f’:l of points of 952 such that
m
02 < [ JixV + R, (B,—1(0, r/4)x] — §/4, 8/4D]1,
j=1

and we note that the right-hand side is an open neighborhood of 9£2. We now set

(1- ﬁ)l/Z t_l
"22(Lip(a) + 1) 2

dist(a.Q, 2\ [ + R B,—1 (0. r/4)x] — 5/4, 5/4[)])} ,

j=1
and we choose #p €]0, u[. In particular, we have

AT C A(r) C {x € 2 : dist(x, 32) < u}

< (JxY + R, B,y1(0, r/4)x] — 8/4,8/4D)].
j=1

Then Lemma 10.4 implies that there exists B; €]0, +oo[ such that

If: x9 + R Bao1 (0, r/4)x] — 8/4,8/4D1N A1) T lo < BjMyy o (f)
(10.18)
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forall j € {I,...,m} and for all f € C'(£2) such that M;, o(f) < +00. Now let
£21 be an open subset of class C* of §2 such that

R\A)T S22 <R,

(cf. Lemma 10.5 of the Appendix). Since £2; is of class C°°, we know that there
exists cy[£21] €]0, +o0[ such that

1f: @il < caml]supismalﬂ,smeﬂ} , (10.19)
29 21

forall f € C L(2)) (cf. e.g., [La9l, §2], reference [DalLaMul9, Ch. 2] with Dalla
Riva and Musolino). We now take f € C!(£2) such that M;, o(f) < +o00 and we
turn to estimate | f : £2|,. To do so, we observe that

2cau {[x<f> + RL B,y (0, r/4)x] — /4, 8/4D1 N A(t2)} . (10.20)
j=1

Let A be a Lebesgue number corresponding to the open cover of £2 in the right-hand
side. We can clearly assume that

A< /4.

If p/, p” € 2 and |p’ — p’| < A, then both p’ and p” belong to at least one of the
open sets in the right-hand side of (10.20) and thus inequalities (10.18) and (10.19)
imply that

Lf(p)—f(p")| < max {BMtl,a(f)v cal$21]sup | f1, co[$21]sup |Df|}|p/—p”|"‘ ;
2, 2
(10.21)
where
B= max B;.
je{l,...,m}
In order to estimate | f(p’) — f(p”)| in case |p’ — p”| > A, we need to estimate
supo | f1. Indeed,

2supg | /|
2 |p/ _p//|a

1f (P = f(P"I = e

whenever |p’ — p”| > A. To do so, we note that

. t .
XD - %a(x(])) cA)TC2  Yjiefl,...,m),
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and that our assumptions r, < u < r/4,r < § imply that
. t . . .
X — Eza(xm) eB,(x,r/8) € xU) + R ;| (Bu_1(0, r/4)x] — 8/4, 8/4])

X

forall j € {1,...,m}. By Lemma 10.5 of the Appendix, there exists an open subset
£25 of class C™ of £2 such that

__ . t . __
Qlu{x(/)—ga(x(])): je{l,...,m}} CHCHCR.
If pe 2\ 82, then p e 2\ 2 and

pe At < | + R, Byo1(0. 7/4)x] — 8/4,8/4D)]
j=1

and accordingly, there exists ]~ e {1, ..., m} such that
peAm)T Y + R 5 Bu-1(0, r/4)x] = 8/4,8/4D].
Since both p and x) — %a(x(i)) belong to
AT D 4 R (B0, 7/4)x] = 5/4,8/4D)]
and x(i) — %a(x(i)) belongs to §27, we have
FOI= 170 = F69 = Za D) +1 76D = ZaDy)

~ kit t2 - |
< BMyo(f) |p —xP = SaG)| +sup|f].
§2y

Since both p and X Za(x (@) belong to
x4 R (B 10, r/4)x] = 8/4,6/4D)
that has a diameter less than or equal to 2(r/4) 4+ 2(5/4) < §, we have

|£(P)] < BMy, o ()8 4 sup | f].
§2;
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If instead p € £2,, we certainly have | f(p)| < supg; | f|. Hence,

2

sup | f| < BM;, o(f)8% + sup | f]|
2 Q

and
If+ 2la
- 2
= max y max ) BMy, o (f), cal$211sUp [ f1, calS21]sup [ DS . = sup [ f] ¢ .
21 en f2
Then by taking K = £2,, we conclude that B as in the statement does exist. O
Appendix

Proof of Lemma 10.1 If x € 052, then there exists a coordinate cylinder
C(x, Ry, ry, 8;) around x and a corresponding function y, which represents 92 in
C(x, Ry, ry, 6y). Now let

8% €10, min{,, 8, }[ .

Since p, is continuous, there exists r,, €]0, +oo[ such that
/ . ~ 1 / /
ry < min{ry, ry}, l7e(m)] < zéx VneB,—1(0,r,).

Then C(x, Ry, 1}, 8,) is a coordinate cylinder for §2 around x and the restriction
Vx[B,_1 (0. represents 382 in C(x, Ry, ry, 8;). By definition of C%%-norm, we have

17518, 10.r0) o @, S0 = 173B0 100l coe @, 0 -
Since
{x + RL (Ba1 0, 1 /4)x1 = 84, 810) o

is an open cover of 3§2 and 3£2 is compact there exists a finite family {x/ )}’;:1 of
points of 92 such that

k
982 U [x(j) + Ry (Bao1 (0.7, /Hx] = 8,5). 8 [)] :
j=1
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To shorten our notation, we find convenient to set

_ ) [ I s/ =
Rj = Rx(_,) s VJ- = rx(j) 51 = ax(j) s Yi = Vx‘-”IIBnq(O,r’(j))
X

forall j € {1, ..., k}. Next we choose

By the uniform continuity of the functions y;, there exists

1
r€]0,~ min 7,
I 4 je{l,.. .k} it

such that
lyi(m) —vi(m2)| < 8/2 whenever 1,12 € B,—1(0,7;), Iny —m2| <r
(10.22)

forall j € {1, ..., k}. Next we fix an arbitrary x € 92 and we define a coordinate
cylinder for §2 around x. Let j € {1, ..., k} be such that

x € xD 4 RY (Byy 0. ) /%] = 8, 871 -

Then there exists , € B, (0, rl’. /4) such that

x=xW 4 RS (ne, vi (o))’
Since r < r;./4, we have

By—1(1x, ) S By—1(0,77/2).
Since § < 8;/4, we have

Tyj(nx) = 8, vj(nx) +8[S] = (87/2) — 8, (87/2) + 8[S] — (38} /4), (387 /4.

Next we set

M=y +n—yin)  VneB,_1(0,r),
and we claim that

C(x, Rj,r,9)
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is a coordinate cylinder for £2 around x and that y, represents 92 in C(x, R, 1, ).
To do so, we observe that

Rj(.Q —x)N(B,_1(0,r)x] — 4,8 (10.23)
= R; (2 — <)~ Rine. ;1)) ) 0 B 10,7 x1 = 5,6
= (Rj(@ = x9) = (. 7, 010"

N (Buei1 e, ) X1 = 8+ ¥ (02), 7j () + 8D — (1, 7j ()"
=R;(2 — x9N By (e, )X = 8+ 75 (02), v (02) + 80) — Oy, v ()’
=Rj(2 —x)n (IB%,,_l(O, ryx] -6, 5;[)

n (En—l(nx, r)x]—46+ Vj("lx)a Vj(ﬁx) + 3[) — (Mx» Vj(nx))
= (hypograph, (y;))

NBu1 (e, X1 =8+ vj(m0), v (M) + 1) — (e, ¥ (02)) -

Next we observe that

hypograph, (yx) (10.24)
={(,y) € Bp_1(0,1)x] =68,8[: y < yx(m)}

={(,y) € Byo1(0, 1) x] = 8,8[: y +yj(nx) < yj(nx + )}

(1, y) € Bu—1(0,7)x1 =8, 8[: (n+ nx, y +yj(nx)) € hypograph,(y;)}
(n,y) € By—1(0,7)x]1—8,8[: (n,y) € hypograph, (y;) — (1x, ¥ (1:))}

{

{

{(n ¥) € Buc1Oe, r)X1 =8+ ¥ (), vi(mx) + 8. 1) — (s v (1))
(n, y) € hypograph,(y;) — (7x, J/j(nx))}

= [hypographs(yj)

N (Bu—1(mx, 1) x] — 8+ yj(2), ¥j (0x) + 8, [)} — (2, ¥ (1x)) -
Then by combining (10.23) and (10.24) we obtain

R;(§2 —x) N (By-1(0,r)x] —é, 8[) = hypograph, (yy) .
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By the definition of y, and by inequality (10.22), we have
yx(0) =0, lva(ml <8/2  VneB,1(0,r).

Moreover, y, has the same regularity of y; and if o > 0, we have

[vx : Bao1(0,r)|e < IIVjIICo,a(W) < lzsluP ) 121l co @, 0y < 100

and thus the proof is complete. O

Lemma 10.5 Let 2 be an open subset of R". Let K be a compact subset of 2.
Then there exists an open bounded subset §21 of §2 of class C*° such that

KC2C2CR.

If we further assume that K is connected, then we can take §21 to be connected.

For a proof, we refer to [DaLaMu19, Ch. 2], which contains a proof due to G. De
Marco.!
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Chapter 11 )
Two-Phase Three-Component Flow in Qe
Porous Media: Mathematical Modeling

of Dispersion-Free Pressure Behavior

Luara K. S. Sousa, Luana C. M. Cantagesso, Adolfo P. Pires,
and Alvaro M. M. Peres

11.1 Introduction

Expected ultimate recovery from oil reservoirs ranges between 10-40% under
primary depletion. Enhanced oil recovery (EOR) methods are designed to increase
the final recovery of a particular field by the injection of specific fluids into the
reservoir. Most of the EOR techniques can be classified into three major groups
according to their most important physical-chemical mechanism: Thermal (hot
waterflooding, steam drive, or in situ combustion), Chemical (alkaline flooding,
surfactant flooding, or micellar polymer flooding), or Solvent (miscible or partially
miscible carbon dioxide, hydrocarbon, nitrogen, or natural gas injection) [La89].

Regardless of the chosen method, an EOR project requires significant additional
investments. Thus, selecting the right EOR method for a given field is an important
step for the project’s technical and financial success. Given the large amount
of available EOR techniques, it is not feasible running full field compositional
3-D numerical simulation for each EOR method. It is necessary to perform a
previous screening to select the most promising techniques based on semi-analytical
solutions that are simple enough to generate fast results but accurate to model the
incremental oil production and injection pressures required. This work describes a
general procedure for obtaining these solutions by limiting the geometry to a single
dimension and representing the fluid by at most three components. To exemplify the
proposed procedure, we detail the solution for three usual oil recovery techniques
such as waterflooding, polymer flooding, and miscible flooding.

Next section presents the mathematical model for a general case, its main
hypothesis and solution procedure; followed by a detailed solution for each of the
selected applications. Next, some concluding remarks.

L. K. S. Sousa - L. C. M. Cantagesso - A. P. Pires (b<) - A. M. M. Peres
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11.2 Physical and Mathematical Model

In this work we solve the one-dimensional two-phase three-component flow in an
infinite porous media. We consider oil displacement by the injection of an enhanced
oil recovery fluid at constant rate g;,;. The porous media is saturated with a liquid
(oil) phase at the initial state. After the beginning of the injection, three different
regions appear: a single-phase injected fluid region followed by a two-phase region
(displaced and displacing phases) where mass transfer may take place, and a single-
phase liquid region (Fig. 11.1).
The following hypothesis will be adopted in our mathematical model:

e Isothermal flow.

* Homogeneous porous media.

* Incompressible rock and fluid system for injection and two-phase regions.
* Slightly compressible rock and fluid for original liquid phase region.

* No chemical reactions.

» Gravity, dispersion, and capillary effects are negligible.

* Darcy’s law is valid.

Under these assumptions, the i-th component mass conservation is given by
[La89]:

(9L + 0 = ppeons) 3 (o)

=0 11.1
Jt 0x ( )

where ¢ is the porosity, p; is the density of phase j, S; is the saturation of phase j,
w;;j is the mass fraction of component i in phase j, and u; is the apparent velocity
of phase j. Subscript s refers to the solid phase.

Displacing-fluid single-phase
Two-phase zone
Displaced-fluid single-phase

Fig. 11.1 Representation of the three regions
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The fractional flow function of a phase ( f /) is defined as

U
ur

and total velocity ur is given by the multicomponent multiphase horizontal Darcy’s
law:

Np
! krj(So) 8_[7

)3 @ | o (11.3)

ur = —k

where p is pressure, k denotes absolute permeability, k,; is phase j relative
permeability, u; is the viscosity of phase j, S, is the oil saturation, and C is the
concentration vector.

The term inside the brackets in Eq. (11.3) represents the total mobility (A7), so
this equation can be written as:

.9
ur = =g (S,, C)k£ (11.4)

The problem is solved in two steps. First, the Riemann problem is solved for
saturation and concentration. Then, Darcy’s law is integrated over the spatial domain
for pressure determination.

11.3 Applications

In this section the solution procedure described previously is applied to three
different oil recovery problems: waterflooding, the most used technique of oil
production; polymer flooding accounting for adsorption, a chemical method of
enhanced oil recovery, and three-component miscible flooding with mass transfer
between phases.

11.3.1 Waterflooding

Water injection in reservoirs is the most popular method of oil recovery, it combines
low cost with ease of handling. Besides the previously presented hypothesis, in this
case we consider that there is only one component in each phase (oil component in
oil phase and water component in water phase) and the phases are immiscible, i.e.,
no mass transfer occurs.
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Table 11.1 Characteristic

- Eigenvalue Shock speed
waves for waterflooding

ur [fw]

_ ur 3w
As ?

w —
= s Dpr =

w ¢ [Swl
Fig. 11.2 Water-oil relative 1
permeability
o
— krw
— kro
0 1
S
w

Following the described assumptions, Eq. (11.1) takes the following form for
each phase:

0S; . 0fi (S))
— —= =0 11.5
TR (1)
where j = o, w. Since the sum of saturations equals one, only one of the

equations 11.5 needs to be solved. The solution of this problem is composed by
rarefaction waves and shocks (Table 11.1).

Using Corey’s model [CoEtAl56] for relative permeability (Fig.11.2), the
fractional flow function for this example is presented in Fig. 11.3.

For the following initial and boundary conditions

{Sw x,t=0 =5 §,x=01)=S5 (11.6)

the solution path is depicted in Fig. 11.3. The Riemann solution is composed by a
saturation rarefaction wave from injection point (J) to the water saturation front (F')
and a Buckley—Leverett saturation shock type from point (F') to the initial condition
().

The water saturation versus distance profile is shown in Fig. 11.4. For this
waterflooding example, the first region (single-phase water) does not appear due
to the fractional flow curve value close to the injection point (J) (see Fig. 11.3).
The saturation front position at any time is given by x = Dprt, where Dpy is the
Buckley—Leverett type shock wave speed. This plot also shows the flow rate g curve
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Fig. 11.3 Fractional flow 1 (#)]
function for waterflooding
including solution path
«F
/
/
‘4—; y 7
/7
/
/7
4
/
4
/7
7
/7
o / () - (F) > (1)
(1 Sw 1
Fig. 11.4 Water saturation q
profile and flow rate Sw
(R)
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(%]
@) I
M, |
I
I
I
I
: (n
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X
Dot X0
M?:0<x<D,t M,%: Dyt <x< oo

and the steady state front (x,,). Note that as Dprt < x5(?), the two-phase region
is within the steady-state region [Th97].

The pressure behavior at the inlet point can be calculated through the integration
of Darcy’s law. For the particular case of waterflooding, we find the following
expression:

Ginj Dprt )\‘(3) , 1 0 , ,
pw(x=0,1)—p; = (3)f / ﬁ—l dx +T/ qT(x,t)dx
A7 kA Jo Ap (1) A7 kA Jo

a7

where A is the reservoir cross sectional area, g7 is the total flow rate, and the
superscript in brackets denotes the region where total mobility was calculated.
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Fig. 11.5 Pressure behavior
at injection point e Single-phase oil

e |Njection solution

Figure 11.5 presents the pressure behavior at the porous media injection point
together with the single-phase oil solution for the same volumetric flow rate. Note
that the curves separate with time, when two-phase region grows in porous media.

11.3.2 Polymer Flooding

Injection of water containing dissolved chemical components is classified as
chemical enhanced oil recovery. Among others, polymers are one of the most used
chemical additives, because it increases water viscosity and, as a consequence,
decreases water mobility, enhancing areal sweep [La89].

Oil displacement by water containing dissolved polymers is modeled by two
hyperbolic equations, representing water volume conservation and polymer mass
conservation:

, Afw (Sw,
oo up Lefue)l = o

; i , (11.8)
wd(a)sw“’((l (ﬂgt/‘ﬂ)(P:/Pw)w.v) +ur d(wfwa(funw)) =0

where w is the polymer concentration in water phase and wj is the amount adsorbed.
For the sake of simplicity, we recast the adsorbed concentration as:

1_
a(w) = —2P55 (11.9)
Y Pw
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and system (11.8) becomes

Sy fw(Sw,®) __
vai Tur g =0 (11.10)
d(wSyta(®)) 0(@fw(Sw,®)) __ ’
ar Tur ox =0

@

Note that for polymer flooding, the fractional flow function depends on water
saturation and polymer concentration in water phase. In order to close the sys-
tem (11.10), we need a relation for the thermodynamic equilibrium between the
polymer concentration in water and solid phase, the so-called adsorption isotherm.
In this work, we chose Langmuir isotherm (Fig. 11.6) for this purpose:

yie
= 11.11
a (o) I+ o (IL.11)

where y1 and y» are empirical constants.

Table 11.2 shows the characteristic waves for this problem.

Figure 11.7 presents the solution path in (S, x f;,) plane along the two fractional
flow functions, one calculated with the initial conditions ( fuI)) and the other with
injection (boundary) conditions ( fu{ ):

Sy, t =0 =8 w, t=0)=wD

(11.12)
Spyx=0,0=5 wx=01=0"
Fig. 11.6 Langmuir
adsorption isotherm
h/h
2
©
0
w
Table 11.2 Characteristic Eigenvalues Shock speeds
waves for polymer flooding 5
hso = a8 Do = E R
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Fig. 11.7 Fractional flow for polymer flooding including solution path

Figure 11.8 zooms the high water saturation part of the solution. It starts with a
saturation rarefaction wave at polymer injection concentration between points (J)
and (1) followed by a jump from (1) to (F) (concentration transition). A Buckley—
Leverett type shock connects points (F) and (/) after a constant state.

Water saturation and polymer concentration profiles are shown in Fig. 11.9. The
two-phase region is split in two sub-regions, separated by a concentration-saturation
shock at x = D t. Region 2a is composed by a saturation rarefaction wave with
constant polymer concentration (w”), whereas in region 2b both saturation and
concentration are constant (Sul’; and o’ ). At x = Dppt water saturation jumps from
(F) to (I) (initial water saturation).

Pressure at inlet is given by

qinj Dt )\‘(3) Dprt )\‘;‘3) ,
pwx =0,0)—p; = / —1)dx —|—f —1)dx
N CaPka [ Jo A(za) (', 1) pa \AEY

oo !
(3)kA/O gr (x,t) X (11.13)
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Sw

Fig. 11.8 Zoom of high water saturation region (polymer flooding)
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Fig. 11.9 Saturation and polymer concentration profiles for polymer flooding and flow rate
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11.3.3 Miscible Flooding

In this part we present the solution for the miscible flooding problem, an enhanced
oil recovery technique that is more suitable for intermediate density reservoir fluids.
Recently, due to environmental concerns, carbon dioxide has become the most used
injection fluid.

For the case of three-component two-phase (gas and liquid) miscible flow, the
conservation law for each component is given by

0 (§0(,015160i1 + PgSgwig)) n 0 (Plulwil + pgugwig)
ot ox

=0 (11.14)

fori =1,2,3.

For this problem, we will also consider that Amagat’s law [PrEtAl86] is valid
and that the pure component density is the same for all phases. From Amagat’s law
we find:

where ¢;; is the volumetric concentration of component i in phase j and p; is the
pure component i density at system pressure and temperature. Applying Amagat’s
law (Eq. (11.15)) and the constant pure component density hypothesis, Eq. (11.14)
becomes

(pa (S[C,'l + Sgcig) o 0 (fzcil + fgcig)

=0 11.16
ot 0x ( )

We define total concentration (C;) and total flow (F;) variables for component i
as:

np

Ci=)_Sjci (11.17)
j=1
np

F=)" fjcij (11.18)
j=1

Applying Eqgs. (11.17) and (11.18) in Eq. (11.16), the following hyperbolic
system of equations is found:

(11.19)
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Fig. 11.10 Ternary diagram PC,

PC; PC,

Fig. 11.11 Ternary diagram
in Cartesian coordinates

PC,

The solution of the hyperbolic system (11.19) depends on the phase equilibrium
conditions at system pressure and temperature. For a three-component fluid, the
thermodynamic equilibrium at a fixed pressure and temperature is represented by
a ternary diagram (Fig. 11.10) [Pi05], where L and V denote the vapor (gas) and
liquid (oil) phases, respectively. If the overall composition of a fluid lays inside the
two-phase envelop (L + V region), the vapor and liquid equilibrium compositions
are determined by the intercepts of the tie lines with the binodal curve [Or07].
The three-component two-phase equilibrium can also be presented in Cartesian
coordinates (Fig. 11.11). In this case, the tie lines can be parameterized by two
thermodynamic geometric variables o and B [Be93], given by
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o= 2T (11.20)

€3] — C3g
B =2 —ac3, (11.21)

The variable « represents the tie line slope, whereas the § value is the intercept of
the tie line with vertical axis. Using an equation of state, one may obtain several tie
lines for a given fluid. Each tie line yields a pair («,f), and a relationship between
o and B can be built (¢ = a(B)).

In terms of the above defined geometric variables, system (11.19) becomes:

0C + oFr 0
oL
$9r TUT ox
(11.22)
9(aC + B) d(aF + B)
@ +ur

dt ox

=0

where the simplified notation C = C3 and F = F3 is adopted.
The characteristic waves of this problem are found in Table 11.3.
The initial and boundary conditions for this problem are as follows:

—0)=cD =0) =D
!C@J—O%—C Bx,t=0)=p (11.23)

Cx=0,)=CY Bx=0,1)=pY

The top part of Fig. 11.12 shows the binodal curve and the tie lines of the
initial and injected fluid compositions. The lower portion of Fig. 11.12 presents
the solution of this problem in F' x C space. The solution path is given by : (J)
— (1) — (2) > (3 — (1), where — denotes a shock wave and — indicates a
rarefaction wave. The solution begins at injection conditions (J), which corresponds
to single-phase gas (region 1), connected to point (1) in the two-phase region (region
2) through a concentration shock. From point (1) there is a concentration rarefaction
wave up to point (2). Next, there is a concentration-8 shock linking points (2)
and (3), which is connected to initial conditions (/) by a concentration shock.
Figure 11.13 shows a zoom of the solution near the injection point.

The gas saturation versus distance for the partially miscible gas injection is
shown in Fig. 11.14. Three regions appear; a small single-phase gas region near the
injection point, followed by a two-phase region and a single-phase original reservoir

Table 11.3 Characteristic

o . Eigenvalues Shock speeds
waves for miscible flooding
he="F56 De=DpL="]1{g
Fde P41

_ ur __dp — ur
)“ﬁ—¢cdu+l Dp = ¢Ci+[ﬁ%
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Fig. 11.12 Solution path for PC,
miscible flooding including
solution path

F(J)

_

(J)=>(1)-(2>3)>)

1

fluid region. In the two-phase region, there is a gas saturation rarefaction region and
a constant gas concentration region. A Buckley—Leverett type concentration shock
connects the two-phase region and the single-phase oil region. This shock is located
atx = Dpyt.

The total mobility versus distance can be obtained from the gas saturation profile,
which allows a straightforward computation of the injection pressure from the
following expression:
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(1)

Fig. 11.13 Zoom of solution path for miscible flooding close to injection conditions

7(\J) Mf)

Sg

Dt Dt Dt x X
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Fig. 11.14 Gas saturation profile for miscible flooding and flow rate

T pp () L pp [0 /
A5 kA | Jo Ay D \A;Y (x',1)

Dprt )\(3) , 1 00 , ,
+/ %—1 dx +T/ qT(x,z)dx (11.24)
Dgt )\,T )\.T kA Jo
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For gas injection the mobility ratio is greater than 1, thus all terms but the last in
the right-hand side of Eq. (11.24) are negative. Therefore, the injection pressure at
any time is lower than the pressure required for single-phase oil flow for the same
volumetric rate.

11.4 Summary and Conclusions

In this work a general procedure for the pressure calculation during EOR processes
in infinite reservoirs is presented. This technique was applied for the different
oil recovery techniques: waterflooding, polymer flooding, and partially miscible
flooding. The solution is divided into three regions: a single-phase injected fluid
region (beginning at porous media inlet) followed by a two-phase region (displaced
and displacing phases) where mass transfer may take place, and a single-phase
original reservoir liquid region. We considered the injected fluid region and two-
phase region incompressible; whereas the original reservoir fluid region was taken
as slightly compressible. The saturation and concentration profiles were obtained
using the method of characteristics; and the pressure profile through two-phase
Darcy’s law integration. The solutions developed are useful for screening the most
suitable enhanced oil recovery technique for a particular field.
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Chapter 12 ®)
Error Analysis and the Role Qe
of Permutation in Dynamic Iteration

Schemes

Barbara Zubik-Kowal

12.1 Introduction

In this chapter, we investigate a class of dynamic iteration schemes applied to
systems written in the form

%x(t) =(L+D+&Ux@)+g@), te€[0,T], (12.1)

where £ is a given positive parameter, g(¢) is a given source function, and L and U
are lower and upper triangular matrices, respectively. Specifically, we let the entries
on the main diagonal of L and U be identically O and let D be a diagonal matrix.
System (12.1) is supplemented by the initial condition

x(0) = xp. (12.2)

Note that after applying the Gauss—Seidel waveform relaxation technique, it
is possible to obtain more than one dynamic iteration scheme depending on the
ordering of the differential equations in (12.1). For example, one possible scheme
obtained after the application of Gauss—Seidel waveform relaxation to (12.1) is
written in the form

%x“‘“)(n =L4+D)x VD) +eUx®P@)+g1t), te[0,T], (12.3)
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where k = 0, 1, 2, ... and the successive dynamic iterates x® (¢) are initiated from
an arbitrary starting function x© (1) defined over the entire interval [0, T].

Scheme (12.3) is obtained if we apply Gauss—Seidel waveform relaxation to the
equations in (12.1) written in the form they are currently in, without reordering.
Therefore, the corresponding initial condition for (12.3) is given by the initial vector
from (12.2) and written in the form

x %D 0) = xo. (12.4)

On the other hand, following only a change in the order in which the differential
equations in (12.1) are written, we obtain a modified dynamic iteration scheme,
which is distinctly different from the previous one. This is the case even though the
same Gauss—Seidel waveform relaxation technique is applied. We now formulate
another dynamic iteration scheme as follows. Let the matrices L, D, U represent
the matrix decomposition of (12.1) following some reordering of entire rows of the
matrices L, D, and U, respectively (the same reordering is applied to each matrix).
For example, if L+D+U = [aij];l’j:l, then a possible reordering gives L+D+U =
[bij]?,jzl’ where b;; = an41-in+1—;j and n is the size of the system. That is, the
rows of L + D 4 U and the rows of L + D + U form opposite sequences. Then,
an alternative dynamic iteration scheme (as opposed to (12.3)) can be written in the
following form,

%y“*”m = EL+ D)y @) + Uy®P ) + g(0). (12.5)

Rather than being supplemented by (12.4), system (12.5) is supplemented by the
alternative initial condition written in the form

y(0) = yo.

where the components of the initial vector yy are ordered oppositely to those of the
initial vector x.

Note that even though (12.5) is also obtained by the application of the
Gauss—Seidel waveform relaxation technique (similarly to (12.3)), schemes (12.3)
and (12.5) are different dynamic iteration schemes. Particularly, they have different
convergence properties. It will be demonstrated, in the following sections, that the
number k of iterations required for the successive iterates x® () and y® (1) to
converge to the exact solution x; () = y,4+1-i(t), i = 1,2, ..., n, is different for
each of the applied schemes, indicating that the choice of permutation can impact
the rate of convergence.

Motivated by electrical system simulation, Lelarasmee et al. [LeEtAl82] intro-
duced waveform relaxation techniques which were later broadly developed by many
authors following applications of the technique to parallel computing environments.
Examples include [Bu95] and [MiNe96], for systems of ordinary differential equa-
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tions, [Bj94] and [Bj95] for systems of delay differential equations, and [ZuVa99],
[Zu00], [Zu04] for systems of more general functional differential equations.
However, neither these papers nor the references therein consider rearranging the
sequence of the equations in a given system as a way to optimize the process by
choosing the dynamic iteration scheme with the fastest rate of convergence. The
influence of the rearrangements of the sequence of equations on the convergence
of the resulting dynamic iteration schemes has been recently investigated in low-
dimensional systems in [Zul7] and [Zul9]. In this chapter, we expand previous
results by addressing this question for dimensions up to n = 4 and present a methods
comparison using the theoretical results.

More specifically, the goal of the chapter is to analyze the errors of the successive
iterates

e @) =x® @) —x@) (12.6)
and
Py =y® @) -y (12.7)

in order to address the question of whether or not, and why, there is a difference in
how the sequences of the successive iterates {x® (O35 and { y® (1)}, converge
to the exact solution even though they both originate from an application of the
Gauss—Seidel waveform relaxation technique applied to the same given differential
system, and whether or not the reordering of the equations in the system affects the
rate of convergence of the resulting dynamic iteration schemes.

12.2 Alternative Dynamic Iteration Schemes and Their
Distinct Convergence Properties

In this section, we start from addressing the question of whether or not the
different dynamic iteration schemes obtained from the Gauss—Seidel waveform
relaxation technique applied to (12.1) converge in the same number of iterations
k. As demonstrated by the investigations developed in the following sections
of the chapter, we conclude that although Gauss—Seidel waveform relaxation is
applied to the same system of differential equations supplemented by the same
initial conditions, the different dynamic iteration schemes (obtained by reordering
the sets of differential equations (12.1) into different sequences) manifest distinct
convergence properties that depend on the reordering.
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As an example, the following two iterative schemes

d (k41
Efor) Y+ gandd? + g + Eanax” + 2100,
d
o ék'H) =ay (k+1) + ay x(k+1) + £ax3 x +Ea24xf1k) + g2(2),
d
ExékH) = a31x§k+1) +apnx Y 4 a3 x§k+1) +Eazx? + g3(0),
d (k+1 k+1 k+1
dt i - a41X§ D +a42X§ D + as3 x(k+ ) +as x£k+ ) + 84(1),
(12.8)
and
d LD (k+1)
% =Xy +axd? + anxy + anx? + g4 (),
d (k1 k+1 k+1
o (+)—§-‘ (+)+a33xg+)+a32x +a31x1 ' 4 g3(0),
d
Exékﬂ) = tay x(k+1) +Ea23x§k+l) T axn x(k+l) T ay x](k) + g2(1),
d
dtxikH) =£&a x(k+ 4 ta x3kJr )+ gay x(kJr 't xlkJr '+ 8100,

(12.9)
are obtained if Gauss—Seidel waveform relaxation is applied to the same differential
equations but ordered oppositely. Scheme (12.8) is determined directly from (12.1)
and can be written in the form

%Xl = anx; +&axy +§azxsz +§aiaxs + g1(2),
%xz = ax1 X1 + anxy +&axxs +Eaxxs + g(1),
%)@ = az1x1 + aznxy + azzxz + Eazaxs + g3(1),
%M = aq1x1 + a42x2 + a43x3 + asaxs + ga(t),

(12.10)

and scheme (12.9) is determined by first writing down the differential equa-
tions (12.10) in the opposite order before Gauss—Seidel waveform relaxation
is applied. Both schemes (12.8) and (12.9) are initiated from arbitrary starting
functions, which in contrast to the parameter £, do not influence the rates of
convergence of the successive iterates x ®) (r) to the exact solution x(¢), as shown in
the next section. Scheme (12.8) is supplemented by the initial condition x ¥+ (0) =
xg = (xo,l,xo,z,xo,3,x0,4)r and scheme (12.9) is supplemented by the initial
condition given by the initial vector (xo.4, X0,3, X0,2, xo,l)T, where the components
of x¢ are ordered as the differential equations written in (12.9).

Note that schemes (12.8) and (12.9) are different in a number of aspects. For
example, one difference is that the previous iterate x; )(t) is used in (12.9) while
it is not used in (12.8). Another noteworthy example of a difference between
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(A) (B)

== errorin x, ==== €rrorinx,
= errorinx, = errorinx,

0 === errorin X, ] ol === Errorin x; ]
10 E}@B - errorinx, 10 X = errorinx,
8 s
@ G
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k k

Fig. 12.1 Numerical errors arising from the application of (12.8) in panel (a), and from (12.9) in
panel (b)

these schemes is that the previous iterate xik) (t) is used in (12.8) while it is
not used in (12.9). Consequently, the parameters £aj4, £ass, and £azq of the
governing equations serve as prefactors of the previous iterate in scheme (12.8),
whereas neither of these parameters are prefactors of any of the previous iterates in
scheme (12.9). These aspects give rise to differences in the rates of convergence of
both schemes, as demonstrated graphically in Fig. 12.1.

As illustrated in Fig. 12.1, the schemes characterize themselves by different rates
of convergence. Particularly, scheme (12.9) converges faster than scheme (12.8).
Although both dynamic iteration schemes (12.8) and (12.9) originate from an
application of the Gauss—Seidel waveform relaxation technique, applied to the
same system of differential equations (12.10), their errors converge towards zero
differently and consequently, their resulting approximations require a different
number of iterations to converge towards the exact solution within a given tolerance.
Namely, scheme (12.8) requires 16 iterations (as seen in Fig. 12.1, panel (a)), while
scheme (12.9) requires 12 iterations (as seen in Fig. 12.1, panel (a)). More numerical
examples and illustrations demonstrating various differences in convergence are
presented in Sect. 12.4.

The goal of the chapter is to theoretically investigate these differences and to
answer the question of what could be the possible reasons for why such similar
schemes, like (12.8) and (12.9), originating from an application the Gauss—Seidel
waveform relaxation technique, demonstrate convergence in a different number of
iterations.

From the theoretical analysis presented in Sect. 12.3, we conclude that there
is a difference in the rate of convergence of the sequences of successive iterates
because of the model parameters and it is recommended to consequently reorder
the given differential equations based on the values of the model parameters before
applying the Gauss—Seidel waveform relaxation technique to the model equations.
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Theoretical conclusions derived from the error analysis presented in Sect. 12.3 are
illustrated by means of numerical experiments in Sect. 12.4. Section 12.5 is devoted
to a methods comparison and finally, in Sect. 12.6, we finish with concluding
remarks and plans for future work.

12.3 Error Analysis

The goal of this section is to track the role of the values of the model parameters
in the propagation of errors in dynamic iteration schemes. To realize this goal,
we derive formulas for the errors that feature the model parameters explicitly, in
contrast to the application of matrix norms.

Let us establish the following notation. Suppose b;; # bjj, fori # j,i,j =
1,2, 3,4, and let

vil) =1, v(z) =0, v§3) =0,
. (n
U(l) = —%_ Z 1b2/ U(z) = 1 U(S) = O
’ b22 — b o ’ 2 ?2) ’ ’
NON —6 351 by 0@ —E2 j=1b3jv; NONES
’ by —bu 3 by —bu 3 e
v(]) . —§ Zj:l b4jvj v(z) . = Zj:l b4jvj v(3) . —§ Z 1b41
4 bag — by * bag — by * bas — b1y
and v(4) = v§4) = v§4) =0, vf) =1.

Theorem 1 Suppose b;; # bjj, fori # j, and

nij(1) = v (eii —ethi), i=2,3,4, j=1,2,3,

gi(t) = v(l-"._i)e’bl+i,l+i _ (:‘l) (2+’) e!D2+inti
1 2 1 s .
D — e, o1,
. =v§1)v(2)—|— (D (3) él)véz)vf) vf‘]),

0(t) = vil)e””’ — vél)vf)ehzzt + (vél)vg) — v;l))vf)eb”t + oebut

Then, the error e® (1) of the dynamic iteration scheme (12.9) satisfies the following
relations:

4 t
e§k+1>(t)zzb”/ 19,0 (5 (12.11)
i= 70
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4 ' 4 t
egkﬂ)(t) = Zb” / 1t — s)ei(k)(s)ds + sz,’ / eb”(’_s)e;k)(s)ds
i=2 0 i=3 0
(12.12)

4 ¢ 4 t
eékﬂ)(t) = an /(; ot — S)efk)(S)ds + ZbZi /0 N3t — S)efk) (s)ds
=2 =3

f
+ b34/ eb33(’_s)ef1k)(s)ds
0
(12.13)

4 t 4 t
V(1) = Zbl’ /0 6(t — )™ (s)ds + ZbZi /0 &1t — ) (s)ds
i=2 =3

t
+ b f nas(t — s)ey (s)ds
0
(12.14)
Proof Subtracting the left- and right-hand side of the system

d
Ey(t) =(EL+D+Uy@) + g@),
from (12.5) and using definition (12.7), we obtain the relationship

ie<’<+‘>(t) = L+ D)e* D (1) + UeW (1),

dt
Therefore,
t
e(k'H)(t):/ =DELEDI 0 (o 5.
0
where
p=)GELAD) _ (=)D, —1
and
_r.,y4
V=[v"] .
Then,
1 0 0 0
por_ | v 1 0 0
W@ @ i o
o véz) vf) — vf) —vf) 1
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and
eb“(t—s) 0 0 0
(t—$)D Uél)ebll(lfs) ebzz(tfs) 0 0
Ve Ty pbrit=s) @ baa(i—s) b3s(t—s) 0
vz(tl)ebn(tﬁs) U‘(12)eb22(tfs) vf)ebn(tfs) ohali—s)
Therefore,
eblll 0 0 0
VelPy—1 = mi(t) ez 0 0

o) n3(t) et 0
0(t) &1(t) nas(t) ebs!

and the matrix Ve!PV~1U is equal to

0 blzeb“t b13eb“t b14eb”t

0 biama1 (1) bianai () + baze®! banai (1) + bpge??!

0 b1280(t) b1380(t) + baznza(t) bralo(t) + boanz(t) + bzae?s
0b120(t) b130(t) + ba3s1(t)  Db1a0(t) + b2al1(t) + b3anaz(t)

We now replace ¢t by ¢ — s in the matrix, above, then multiply its first row by the
vector e® (s) = (eik) (s), egk) (s), egk) (), eik) (s))T, integrate with respect to s over
[0, #], and obtain the relationship (12.11). Similarly, by multiplying the second row
of the matrix by the vector e® (s) and integrating over [0, #] with respect to s, we
obtain the relationship (12.12). Then, using the third and fourth rows, we similarly
obtain (12.13) and (12.14), respectively. O

Note that if ebii' a ¢bii’ for i, j = 1,2,3,4, then the parameter £ does
not influence the iterative errors el.(k) (t) much. This results from the fact that an
application of the relationships (12.12) and (12.13) lead to

4 t
eékﬂ)(t) ~ ZbZi/ eb22(l_s)e§k)(s)ds
i=3 0
and

t
e§k+l)(t) ~ b34/0 eb”(’*s)eik)(s)ds,

which are similar to (12.11), and from (12.14), we conclude that eftkﬂ)(t) is small
and not influenced much by the parameter &.
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On the other hand, the parameter & influences the dynamic iteration
scheme (12.8) more significantly. This is because, for (12.8), we get

t
0D () — 5/ U=SL+D) 1750 () s
0
which implies that

t N
D) () 252[ e(z—s)<L+D>U/ eSTOELAD o k=D () drds = . ..
0 0

t N
=€k+1f g(t—s)(L—&-D)U/ S-DLAD
0 0

)4
... / P~ DLED 5O (ydgdp . . . drds.
0

Therefore, eventually after k + 1 steps, the composition of the errors é(k)(t),
e =D, ..., e (r) down to e (r) results in the power X!, which increases
exponentially as k increases if £ > 1. This is not the case for the errors e® (1)
resulting from scheme (12.9). Consequently, if £ > 1, the errors {e® (O}72, are
smaller than the corresponding errors {e® DY

In the following section, we present numerical experiments to illustrate this
conclusion and the corresponding numerical errors graphically.

12.4 Numerical Experiments and Illustrations

In this section, we present results of numerical experiments for linear systems of
differential equations in order to illustrate the results of Theorem 1.

We begin by presenting the results of Figs. 12.1 and 12.2. Each figure displays
numerical errors obtained by solving the same linear system via the application
of the Gauss—Seidel waveform relaxation technique. Although the same iteration
technique is applied to the same system of equations, evident differences are
observed between the errors presented in panel (a) and panel (b) of each figure.
The differences in the rates of convergence of the numerical solutions to the exact
solution are caused by the fact that using different permutations of the system
of differential equations before the Gauss—Seidel waveform relaxation technique
is applied leads to different dynamic iteration schemes. The resulting schemes
manifest different convergence rates as observed, for example, in Figs. 12.1, 12.2,
and 12.3, in which the maximal errors are presented as functions of the iteration
index k.
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== errorin x, ==== errorinx,
" = errorinx, = errorin x,
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. === Error in x, == Errorin x.
0 SMINC 3] 0 3]
10 <>‘ B Q = errorinx, 10 = errorinx,

error
error

1057 10°5F

-10
1077,

Fig. 12.2 Numerical errors resulting from the application of (12.8) in panel (a), and from (12.9)
in panel (b)

The computations used to present Fig. 12.1 have been executed for system (12.1)
where & = 20 and

0000 ~1020 0 0 0111
L |rooof b0 =9 0 0 | 001l
1100 0 0 —101 0 0001
1110 0 0 0 —100 0000
(12.15)

For this system, we apply two different dynamic iteration schemes (12.8) and (12.9).
To integrate the schemes in time, we apply BDF3. The application of BDF3 to (12.8)
results in the following straightforward recursive algorithm

(k+1) 18 () 0 kD | 2 (k)
Xt =M (llxl w2 = Tt 7%

k) %)
+ 1—61/1(5012)62 w3 T 5013X§ ,,+3 + 5014)@(; w3 T 81 n+3))

k+1) _ —1(18 (k+1) KD + (k+1)
Xon+3 = \11%2n+2 — 11 2n+1 11
k+1 13
+ ih(“Z 1(n+% +§“ x3 n+% +§a24xfl n+3 +g2,,+3)) 12.16
(k+1) -1 _g (k+1) ED (k+1) (12.16)
X3043 = M3 \T1%3,n42 — 11 X3 n+1 11
k+1 k+ k
+ ih(a f n+; +a3 xé n+; + éja xft y)1+3 + g3,n+3))
(k+1) -1(18 (k+1) (k+1) + (k+1)
Xan+3 = s \ 1T % 02 — 11 X4 n+1 11

4
6 k+1 + k+1)
+ ﬁh(a‘uxl(,nJr% + a42x§,n+% +ass Xé n+3 + 84, n+3)>
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Fig. 12.3 Numerical errors resulting from the application of (12.8) in panels (a), (¢), and (e) and
from (12.9) in panels (b), (d), and (f). The numerical solutions in panels (a) and (b) were computed
using the step size 1 = 0.5, the solutions in panels (¢) and (d) were computed using & = 0.1, while
the numerical solutions in panels (¢) and (d) were computed using h = 1073
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Here, h is the step size of the time integration, #, = nh, n = 0,1,...N,
are the corresponding grid points, k = 0, 1,2, ... is the iteration index, xl.(’kn) are
approximations to the successive iterates xl.(k) (,) at the grid points, n; = 1 — %hai i
and g; n+3 = gi(ta43), fori =1,2,3,4.

The algorithm (12.16) is straightforward in the sense that the approximations
xl.(,kn) can be computed recursively fork =0,1,2,...,n =0, 1, ..., N without any
intermediate steps. A similar recursive algorithm is obtained after the application of
BDF3 to (12.9).

Note that since the current iterates x*T1(z) on the right-hand sides of (12.8)
and (12.9) are multiplied by the lower diagonal matrices L + D and L + D,
respectively, and the previous iterates x*(¢) are multiplied by the upper diagonal
matrices U and U, respectively, the application of the Gauss—Seidel waveform
relaxation technique to (12.1) allows us to obtain the recursive algorithm (12.16)
straightforwardly. Particularly, it eliminates the computationally costly necessity of
determining the inverses (L + D 4+ &U)~! and (¢ + D + U)~!, which would have
been necessary if the technique would not have been used as an intermediate step
before the application of BDF3.

The numerical errors

max_|x*) — x;(t,))| (12.17)
0<n<N ’

for both dynamic iteration schemes (12.8) and (12.9) applied to (12.1) defined by
the matrices (12.15) are presented in Fig. 12.1a, b, respectively. The maximum
errors (12.17) are plotted as functions of the iteration index k for N such that
Nh = 10and fori = 1, 2, 3, 4. Similarly, Figs. 12.2 and 12.3 present the maximum
errors (12.17) for the dynamic iteration schemes (12.8) (in panels (a), (c), (e))
and (12.9) (in panels (b), (d), (f)) applied to system (12.1), where the diagonal
matrix is defined by D = diag(—102, —100.9, —101, —100), the lower and upper
triangular matrices L and U are defined as in (12.15), and & = 20.

Note that after a sufficient number of iterations, the maximum errors presented
in Figs. 12.1 and 12.2 stay constant at a level of about 10~7. The errors that remain
constant in k (represented by the horizontal line segments) are time discretization
errors. Note that the dynamic iteration schemes (12.8) and (12.9) are systems of
differential equations and in order to solve them for the iterates x| they can be
integrated in time ¢ and the error resulting from the integration of (12.8) and (12.9)
with respect to ¢ is seen in the form of the errors that continue to remain constant
with respect to k in Figs. 12.1 and 12.2.

The errors presented in Figs.12.1 and 12.2 have been obtained after the
integration of schemes (12.8) and (12.9) by an application of BDF3 (backward
differentiation formula of order 3) with the time step # = 10~2. Consequently, the
time discretization errors seen in Figs. 12.1 and 12.2 are on the order of about 107,
Using smaller values for the time step (as seen in Fig. 12.3) or using higher order
BDF methods (see Sect. 12.4, where we apply a backward differentiation formula
of order 6) lead to errors that remain constant at a level that is lower than 107 after
a sufficient number of iterations k.
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Figure 12.3 presents two features. The first feature is the manner in which the
accuracy (seen on the vertical axes) improves as the integration step size s decreases
and the second feature is the improvement of the rate of convergence of the dynamic
iteration schemes (seen on the horizontal axes). Panels (a) and (b) of Fig. 12.3
demonstrate numerical errors of about 10™* when the step size & = 0.5 is used.
The errors decrease down to about 10~ when the step size h = 0.1 is used, as seen
in panels (c) and (d) of Fig. 12.3. Even better improvement in the accuracy is seen
in panels (e) and (f), for which the step size h = 1073 is used, leading to errors on
the order of about 10712,

Improvement in the rate of convergence of the dynamic iteration schemes can be
observed in Figs. 12.1, 12.2, and 12.3. For example, from Fig. 12.1, we observe
that the maximum errors (12.17) resulting from the application of the dynamic
iteration scheme (12.9) (in panel (b)) manifest a faster rate of convergence than
the rate of convergence resulting from the application of scheme (12.8), in panel
(a). The successive iterates xX)(¢) resulting from the application of the dynamic
iteration scheme (12.8) converge (within the time discretization error of about 10~7)
to the exact solution x(#) in 15 iterations. On the other hand, when we apply
the Gauss—Seidel waveform relaxation technique after we change the arrangement
of the equations in system (12.1) by placing them in the opposite order than
that of (12.1), we obtain faster rates of convergence to the desired solution. The
maximum errors (12.17) presented in panel (b), generated from the application of
the dynamic iteration scheme (12.9), demonstrate the convergence of the successive
iterates x®)(¢) to x(¢) in 11 iterations. This gives rise to a saving of 4 iterations in
computational cost in comparison with the results for (12.8), presented in panel (a).

We derive similar conclusions from Figs. 12.2 and 12.3. For example, the
maximum errors (12.17) resulting from the application of the dynamic iteration
scheme (12.9), presented in panel (b) of Fig.12.2, manifest a faster rate of
convergence than that of the maximum errors resulting from the application of
scheme (12.8), presented in panel (a) of Fig. 12.2. In the application of the dynamic
iteration scheme (12.8), the successive iterates x ¥ (7) converge to the exact solution
x(t) in 11 iterations. On the other hand, we obtain faster convergence when we
apply the dynamic iteration scheme (12.9), namely this scheme converges (for the
same problem) in 7 iterations. This means that we have again obtained a saving of 4
iterations in computational cost by changing only the arrangement of the equations
in a given system.

12.5 Methods Comparison

In this section, we compare the method obtained by considering model parameters in
dynamic iteration schemes with the solver ode15s. We apply the dynamic iteration
schemes and the solver ode15s to systems of differential equations written in the
form (12.1) and solve them numerically with similar accuracies (in such a way that
the accuracy of the dynamic iteration schemes combined with BDF is slightly better
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than the accuracy specified within the solver ode15s) and compare the CPU times
for both of these methods. We first apply the methods to the stiff system

dx1
- = —200x1 + 0.01x2 + g1(¢)
t (12.18)
dx;
_dt = X1 — 0.01x2 + g2(t)7

where the forcing terms are defined by the functions g1 () = p * cos(p * t) + 200
sin(p xt) — 0.01 *« cos(q xt) and g»(¢) = —q *sin(g *t) — 1 *sin(p x ) + 0.01 *
cos(qg x t), where p = 100 and ¢ = 200. System (12.18) is supplemented by the
initial conditions x1(0) = x,(0) = 0.

The application of the Gauss—Seidel waveform relaxation technique to (12.18)
results in the dynamic iteration scheme written in the form

d
2 = —200x (" +0.01x5 + g1.(1)

ﬁ (12.19)
k+1 k+1 k+1

m§+>_§+)—omg+>+@m,

where k = 0, 1, 2, ... (note that the Gauss—Seidel waveform relaxation technique

generates also another dynamic iteration scheme that is different than (12.19)).
Scheme (12.19) is supplemented by the initial conditions x lk) 0) = ék) 0)=0.
The application of BDF3 to

d (k41 k

dthr) a11(+)+a2x +81(0)
d (k41 k1 k
Exé+)=a21x§+)+a2x(+)+g(t)

leads to the following recursive algorithm

(k+1) _ (1— gha“)—l(ls (1) 9 (k+1) L +D

In43 = T 42 = T 041 T i Xin

5 h(a12x2 043 + gl(tn+3)))

+1) 18 G+D) o (kD) LD
Xy p3 = (1= Trhaxn)~ %2042 ~ TT%2n+1 T & X2 n

(12.20)
+ 1—61h(1121Xf]f:J2 + gz(tn+3))),

where k =0,1,2,...,n=0,1,..., N. Note that the algorithm (12.20) is straight-
forward in the sense that the approx1mat10ns x( ) can be computed recursively and
no intermediate steps are necessary. The algorlthm (12.20) for (12.19) is defined by
the parameters aj; = —200, a;p = 0.01, a1 = 1, azp = —0.01.
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Fig. 12.4 Numerical errors resulting from the application of the recursive algorithm (12.20) (b)
and from the solver odel5s (a)

The numerical errors

) (k)

1) = x{], [t — 3
for the recursive algorithm (12.20) are presented in Fig. 12.4b as functions of t, =
nh,forh = 5-107°, wheren = 0,1,2,...N, and N is such that Nh = 1, and
k = 3. Numerical errors resulting from the application of the solver odel5s are
presented in Fig. 12.4a.

System (12.18) was solved numerically using both methods over the time
interval [0, 1]. The numerical solution resulting from the use of the recursive
algorithm (12.20) was computed at the uniformly distributed grid points #, =
nh, while the numerical solution resulting from the use of the solver odel5s
was computed at the grid points that were determined from the steps selected
by odel5s. Maximum errors were computed over the corresponding meshes
generated by both methods.

The maximum error

max{ max |x1(tn) — x}kr)l
0<n<N ’

, max }xz(t,,)—x(k)i}
0<n<N

resulting from the application of (12.20) is 2.5 - 1077 and the maximum error
resulting from the application of the solver ode15s is 2.7 - 1077, The errors
resulting from the application of both methods are comparable. However, the CPU
time is 0.04 s when the recursive algorithm (12.20) is applied to (12.18) and it is
0.32 s when the solver ode15s is applied to the same problem, thus demonstrating
that (12.20) is faster than the solver ode15s.

We now compare the method obtained by considering model parameters in
dynamic iteration schemes with the solver ode15s when both methods are applied
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to solve system (12.1) with L, D, and U defined by (12.15) and & = 20.
We apply Theorem 1 to determine the optimal choice of the dynamic iteration
scheme. Through the application of Theorem 1, one of the conclusions that we
have reached in Sect. 12.3 is that, for example, the dynamic iterates x® (1) defined
by scheme (12.9) converge to the exact solution x(¢) as k — oo faster than the
dynamic iterates defined by scheme (12.8). This faster rate of convergence of (12.9)
is illustrated by means of numerical experiments in Sect. 12.4. Therefore, in this
section, we consequently choose scheme (12.9) for the comparison of the two
methods—the dynamic iterations and the solver ode15s.

In Sect. 12.4, we applied BDF3 (of order 3) to integrate both systems (12.8)
and (12.9) in time . We now apply higher order BDF6 (of order 6) to (12.9). This
application leads to the following straightforward recursive algorithm

KD 1360 (1) 450 (4D L d00 (4D 205 (4D L 72 (k4D

4n+6 =My \ 18754045 ~ 1875 n+4 T 147 %4043 — 147 % 042 T 18754 041
(k+1) 60 (k) (k) (k)

— an | rgh(assxs, o +anx,, o +anx), ¢+ g, n+6))

x(k-H) 360 (k+1) 450 (k+1)+40() (k+1) 225 (k+1)+ (k+1)

3n+6 #7%3,045 ~ 1873044 T 147%3,043 ~ T 3042 T 1475341

+ 80 (k+1) (k)

*)
— 153, th(Eaax, g+ anxy, o +anxy, 6+ 83, n+6)>

(k+1) _ (k+1)

(k+1) (
ri (1%

X 360 (k+1) 450 (k+1)+400 (k+1) 225 (k+1)+

26 = 47%2.0+5 ~ 187 20+4 T 1472043 ~ 147 %20+2 T 14752041
(k+1) (k+1) (k+1) (k)

g, + 147”(5“24)“4 nt6 T 8A23X3 16+ a21X] 6+ 82 n+6))

x(k+1) 360 (k+1) 450 (k+1)+400 (k+1) 225 (k+1)+ (k+1)

1n+6 X045~ T80 nra T 1070043 — T2 T 1751041

k+1 60 k+1 k+1 k+1
147 En ) 147h(‘§a 4xf1 n+é +&a 3x§ n+g + 5012x§,n+g + glﬂl+6))’

(12.21)
where xl(];),t =1,2,3,4,k=1,2,3, ..., are approximations to the exact solutions
x; (t,) at the grid points t, = nh, forn = O, 1,2,..., N, the parameters a;;, i, j =

1,2, 3, 4, are defined by (12.15), £ =20, n; =1 — %haii and gi n+6 = 8i(th+6),
fori =1,2,3,4.
The numerical errors

)

i) — x). i =1,2,3,4,

resulting from the application of the recursive algorithm (12.21) are presented in
Fig. 12.5b as functions of #, = nh, for h = 102, n = 0,1,2,..., N, where
N is such that Nh = 10, and k = 15. For comparison, the numerical solution
resulting from the application of the solver ode15s was computed over the same
time interval and the numerical errors are presented in Fig. 12.5a. The numerical
solution resulting from the use of the solver odel5s was computed at the grid
points determined from the steps selected by odel5s and the numerical error
resulting from the use of odel5s was computed at these grid points.
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Fig. 12.5 Numerical errors resulting from the application of the recursive algorithm (12.21) (b)
and from the solver odel15s (a)

The maximum error

max { max ’x,- (t,) — xl-(];) }
i n ’

resulting from the application of (12.21) is 2.53 - 1071% and the maximum error
resulting from the application of the solver ode15s is 3.90 - 10~!3 (the maximum
error resulting from ode15s was computed at the grid points selected by odel5s).
The maximum error resulting from the application of (12.21) is approximately ten
times smaller than the maximum error resulting from the application of the solver
odel5s, yet the CPU time is 0.52 s when the solver ode15s is applied in contrast
to just 0.04 s when the recursive algorithm (12.21) is applied. This demonstrates
that (12.21) is more accurate and faster.

12.6 Concluding Remarks and Future Work

In this chapter, we have derived formulas for the errors of dynamic iteration schemes
applied to four-dimensional systems of differential equations and concluded that
the errors can decrease by rearranging the sequence of the equations in the given
system. We also concluded and demonstrated that the application of the theoretical
results and selection of appropriate dynamic iteration scheme gives rise to numerical
solutions that are faster than the solutions computed by the variable order method
widely applied to stiff differential systems. These findings are illustrated by means
of numerical experiments. Future work will address the role of the model parameters
in higher-dimensional systems on the rate of convergence and on the selection of the
optimal dynamic iteration scheme.
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