ABSTRACT

VOGT, RYAN HUBERT. Interface Problems and Binary Electromagnetic Cloaking Designs in
Computational Electromagnetics. (Under the direction of Zhilin Li.)

This thesis studies two type of problems in the area of computational electromagnetics. The first
topic is numerically solving Maxwell’s equations with discontinuous permittivity and permeability
across a material interface. We develop convergent finite-difference methods using the immersed
interface method (IIM) on Cartesian meshes. Our method takes into the account of the jump
conditions from the equations so that the scheme maintains second-order accuracy in time and
space. We design methods for Maxwell’s equations in one and two dimensional space. For the one
dimensional problem we introduce two separate methods: a direct approach that uses the jump
conditions directly, and an alternating direction implicit method that takes advantage of augmented
variables. We numerically show the consistency, stability, and convergence for our methods. The
second topic is constructing effective binary electromagnetic cloaking designs in three different
instances. All of these problems can be written as a mixed-integer partial-differential equation
constrained optimization (MIPDECO) problem. The goal of solving the optimization problem is to
find a cloaking design that minimizes the scattering in a predefined region of space. We define a
subregion of the domain which we divide into a control mesh, made up of subdomains. On each of
these subdomains, we define a binary variable. The value of this binary variable determines if we
place material at a given subdomain location or not. The constraint on the optimization problem is
that the scattering wave must satisfy Maxwell’s equations with a Robin boundary condition. Because
our binary cloak design is not time dependent, we convert the time domain Maxwell equations into
their frequency counterpart. The resulting constraint equation then becomes a Helmholtz equation.
To solve this optimization problem we derive an optimize-then-discretize approach. We first derive
the necessary conditions of optimality, which gives us a gradient, then we apply a trust-region
method to solve the problem. We present numerical results that show that our method produces
effective electromagnetic cloaks. We takes these steps for each instance of the problem. The first
instance we study is to make 2D binary cloaks with a single material to cloak a region in 2D space.
In the second case, we generalize the results from the first case, allowing for a binary cloak to be
made out of several different materials. In the third and final case we construct binary designs in 3D

to cloak a region in space.
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CHAPTER

INTRODUCTION

In this thesis we discuss two topics in the field of electromagnetics. The first topic that we study is to
solve Maxwell’s equations numerically with discontinuous permittivity and permeability across a
material interface. We develop second order, stable, finite difference schemes using the immersed
interface method (IIM) [64]. We numerically show that our schemes are consistent, stable and
convergent in both one and two dimensions. The second topic that we study is the development of
binary cloak designs. We use the Haslinger model [41] as the foundation to formulate a mixed-integer
partial-differential equation constrained optimization (MIPDECO) problem for the electromagnetic
cloaking design. We introduce a trust-region method for solving the MIPDECO.

An overview of the thesis is as follows: we first give an overview of the different subjects that ap-
pear in this thesis; these include, classical electromagnetics, interface problems in electromagnetics,
electromagnetic cloaking design, partial differential equation constrained optimization, mixed-
integer nonlinear programming, and mixed-integer partial differential equation optimization. Next
we give a brief summary of the contributions of this thesis. In Chapter 2, we present several finite-
difference schemes for solving Maxwell’s equations in one dimension when a material interfaces
are present. We conclude the study of each scheme presented with a test problem to illustrate the
success of our methods. In Chapter 3 we introduce an augmented IIM method [64] to solve Maxwell’s
equations in one and two dimensional space; like Chapter 2 we study the stability, consistency, and
convergence of our method. We introduce numerical results to show that our method works for

2D curved interfaces while also maintaing second order accuracy in space and time. In chapter 4,



we introduce a two dimensional model for designing electromagnetic cloaks made out of a single
non-magnetic material with the intent of making a predefined area of space optically invisible; the
resulting problem is a MIPDECO. We then introduce a trust-region steepest-descent method, using
an adjoint-based gradient, to solve the electromagnetic cloak problem numerically. Next, in chapter
5 and chapter 6 we introduce two variants of the problem. The first variant that we study is the
construction of an electromagnetic cloak with several different materials under a mass constraint.
We study the impact that mass and materials have on the impact of the electromagnetic cloaking
capability. We introduce continuation methods to improve cloaking capability of the multiple mate-
rial cloaks in an iterative way. The second variant is generalizing the single material model to three
dimensional space and solving the resulting problem. In chapter 7 we describe several different
directions the work shown in this thesis can be extended.

1.1 Classical Electromagnetics

We begin with reviewing classical electromagnetics, which is the basis for all work in this thesis.

1.1.1 Maxwell’'s Equations

The fundamental equations of electromagnetics, in the time domain. were first presented in their
entirety by James Clark Maxwell [74]:

Jol

V-E= P (Gauss’s Law) (1.1)
V-B=0 (Gauss’s Law For Magnetism) (1.2)
0B
VxE= 37 (Maxwell Faraday Equation) (1.3)
JE .
VxB:lu(]+eE) (Ampere’s Law). (1.4)

These four equations establish the relationship between the electric field, E and the magnetic
field B. We will denote E=(E*, EY, E*) and B=(B*, BY, B#). Each component of the field can be
dependent on all spatial variables x and the scalar time variable t. In the equation above, the quantity
p = p(x, t) represent the electromagnetic charge density that exists at the vector position x at time ¢,
the quantity J :=J(x, ¢) denote the electromagnetic current density that exists at the vector position
x at time ¢. The material properties € := €(x, ) and u := u(x, t) denote the electric permittivity and
magnetic permeability, respectively. Both measure how a material stores electric and magnetic

energy respectively. A given materials permittivity and permeability are summarized by the material



response at a given frequency o,

€:=e(w)=¢€,(w)e, (1.5)

pi= p(w) = (W), (1.6)

The quantity €, represents the permittivity of free space, with €, ~ 8.8 x 107!2 Farad per meter and
U, represents the permeability of free space,with u, ~ 1.3 x 107! Farad per meter. €, and u, denote
a materials relative permittivity and permeability respectively.

We consider only linear media for the purpose of this thesis. In addition we will assume that
materials of interest cannot be polarized and or magnetized.

We also introduce two additional fields: the displacement field D, and the magnetizing field H.
We define these fields as

D=¢€E
1

H=-B,
u

and in this work we assume that there is neither a polarization or magnetization field present in the
physical system.

Each of Maxwell’s Equations describe important physical phenomena found in electromagnet-
ics [7]. When numerically solving Maxwell’s equations only (1.3) and (1.4) need to be considered.
Maxwell’s first two equations can easily be derived by using charge conservation arguments.

We briefly show this, first deriving Gauss’s Law of Magnetism from the Maxwell Faraday equation.
We first take the divergence of both sides of (1.3),

d(V-B)

V-VxE=—
% ot

(1.7)

Using the vector identity that the divergence of the curl of a vector field with sufficient regularity

yields
o(v-B) . r
ot (1.8
However this implies that
V-B=f(x), (1.9)

where f is some arbitrary function with sufficient regularity in time. Two arguments can be made to

enforce that f = 0. The first is a classical argument, which states that there has been no experimental



observation of a magnetic monopole. This directly implies the divergence of the magnetic field is
zero [50]. Another argument, which is consistent with the classical argument, comes from quantum
mechanics [16, 57]. This argument predicts the existence of magnetic monopoles due to the big-
bang. However their density has rapidly decreased due to the rapid expansion of space, becoming
negligible. This theoretical prediction enforces that f =0.

Next we discuss the derivation of Gauss’s Law from Ampere’s Law. We first take the divergence
of both sides of equation (1.4),

JOE
V-VxB:V-(u(]+eE)). (1.10)

Using the divergence applied to a curl identity we obtain

v —3(€V'E))_O 1.11
J+ 57— =0 (1.11)

We now assume that conservation of charge holds on the charge density function p, which means

p
g4+ 2 . 1.12
V=0 1.12)

When comparing equations (1.11) and (1.12), we observe for both equations to be true simultane-

ously that
eV-E=p+C, (1.13)

where C is some arbitrary constant. The equation is equivalent to

p C
V-E=—+—. (1.14)
€ €

Because we can always define the charge density relative to our definition of ground, we can enforce
2 .= £ 4+ £ which gives us Gauss’s Law.

When solving (1.3) and (1.4) with a numerical method we cannot guarantee we satisfy (1.1)
and (1.2). We therefore will favor methods that solve (1.3) and (1.4) accurately but also enforce
conservation of electric and magnetic as written in (1.1) and (1.2). In chapter 2, we will solve (1.3)
and (1.4) under the assumption that material permittivity, €, and the material permeability, u,
are discontinuous functions. This is to say that we are interested in observing the behavior of

electromagnetic waves as they move through several homogeneous materials in a physical domain.



1.1.2 The Electromagnetic Wave Equation

Another important version of Maxwell’s equations is when the electric and magnetic field are written
in the time domain wave equation form. We begin by showing from (1.3) and (1.4) that we can derive
wave equations for the magnetic and electric field. We first take the curl of (1.4) and (1.3):

8(V X B)
Vx(VxE)=—— (1.15)
Jt
3(V X E)
VX(VXB):,U(VXI+GT). (1.16)
We will use the vector identity, for a general differential vector field F = (Fl, E, ["3),
V x(V xF)=V(V-F)—AF, (1.17)
where A is the element wise Laplacian operator,
AE V-(VE)
AF= [AE|=|V:(VE)]. (1.18)

We then write the final form of Maxwell’s equations in their electromagnetic wave equation form,

1 0%E 0] P
AE= —— +u— = 1.1
c2or2 +‘u6’t+v(6) (1.19)
B= o’B (VxJ) (1.20)
T c20¢12 ' '

where ¢ = 1/% is the speed of light [50].
One can solve either the classical form of Maxwell’s Equations or solve the electromagnetic wave

equations to find the electric and magnetic fields.

1.1.3 Helmholtz Equation

In subsections 1.1.2, we have written the equations in the time domain. Another important frame of
reference of these equations are in the frequency domain. This frame of reference is important both
from a practical and mathematical perspective [17, 26, 94, 101, 111] . In this thesis, our motivation
of using the frequency domain version of Maxwell’s equations is to determine how, for a fixed
non-magnetic material and electromagnetic frequency, we construct a cloak that is successful at
optical cloaking.

We show how one derives the Helmholtz equation, which is just the wave equation in the



frequency domain. If we solve (1.19) and (1.20) under the assumption of zero current density, J =0,

and zero charge density, p =0, then any equation in the system can be written as

1 8%v

V= Czﬁ’ (121)

where v is a scalar function.
To transfer the homogeneous wave equation to the frequency domain, we apply the Fourier
transformation to both sides:

oo oo
. 1 8%y .
Ave'®ldt = ~ 9wt gy, (1.22)
oo C2 012

—0Q

where i = v—1 is the unit imaginary number and w is a given frequency. We will define the Fourier

Transformation of v(x, ¢) in the time domain to its frequency domain counter part u(x, ) as

u(x,w):f v(x, t)ei“tdr. (1.23)

—0Q

Conducting the contour integral in (1.22) on the complex plane [71] yields
Au+w’u=0. (1.24)

The equation in (1.24) is known as the Helmholtz equation. A modified version of this equation
will appear in chapter 4, as a constraint to a special instance of a partial differential equation

optimization problem.

1.2 Interface Problems in Electromagnetics

In Chapter 2, we focus on the development of efficient numerical methods and analysis for the
Maxwell’s equations, in particular, we focus on electromagnetic scattering in heterogeneous media.

The first topic is to solve and analyze Maxwell’s equations that models electromagnetic waves
in heterogeneous media. We start with the one dimensional Maxwell’s equations that can be de-
composed into two independent sets of equations, the transverse magnetic (TM) mode and the

transverse electric (TE) mode [14, 47, 50, 62]. The focus is to solve the one dimensional problem and



then ultimately solve the two dimensional problem. The one dimensional TE and TM equations are

OHY 10E*
ot u dx
0E* 10HY
ot € dx
OEY  10H"
ot € 0x
OH* 10EY
ot  u dx’

(1.25)

(1.26)

We are interested in the case when the electromagnetic waves pass through different materials

as illustrated in the diagram for a two dimensional problem, as ween in Fig. 1.1 which were shown in

[82, 87]. For design and cloaking purposes, we assume that the interface between two media is sharp

in contrast to phase field models. At an interface between two media, say medium 1 and medium 2,

the interface conditions can be expressed as

nx(El—E2)=0, nX(€1E1—62E2)=
nX(HI—Hz):O, nX(‘LLlHl—‘Usz)Z

0,
0,

denoted as

[nxE]=0, [nxeE]=0,
[nxH]=0, [nxuH|=0,

(1.27)
(1.28)

(1.29)
(1.30)

where n is the outward unit vector perpendicular to the interface. The representations to the right

are called jump conditions. We will use standard approaches for dealing with outer boundary

conditions such as perfect electric conductors (PEC), or absorbing boundary conditions (BCs), or

perfectly matched layer (PML) techniques, but focus on our effort on the treatment of interfaces.

When electromagnetic (EM) waves reach an interface characterized by an abrupt change in physical

properties, portions of the signal undergo reflection, refraction and transmission which makes it

possible to design the wave patterns for cloaking purposes.

For the purposes of the 2D problem, we will focus on solving the TM equation using an aug-



mented immersed interface method [64]:

OH* 10E*

T, +‘E 3y =0, (1.31)
@—16E2=0 (1.32)
ot u dx '
aEz+l(3Hx_aHy)=a (1.33)
ot €\ Jy ox

Our method is such that there are minor differences between solving the 2D TM and TE equation,

therefore we will focus on the TM equations for this work.
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Figure 1.1 A diagram of cloaking technique and electromagnetic wave scattering in different media. The
images can be seen in [82, 87] respectively.

Yee’s Scheme. We plan to develop efficient dimensional jump splitting methods for solving
Maxwell’s equations. Our approach will be based on Yee’s algorithm [105] and the direct and aug-
mented strategy [64]. Yee’s algorithm uses a staggered Cartesian mesh and has a number of significant
properties: (1) It is second order accurate both in space and time without using second order partial
derivatives as in the Lax-Wendroff scheme (2): the CFL condition is favorable At ~ Ch (3) Yee’s
scheme is a time-domain technique, and when a broadband pulse (such as a Gaussian pulse) is used
as the source, then the response of the system over a wide range of frequencies can be obtained with
a single simulation. This is useful in applications where resonant frequencies are not exactly known,
or anytime that a broadband result is desired (4) it allows us to specify the material at all points
within the computational domain. A wide variety of linear and nonlinear dielectric and magnetic
materials can be naturally and easily modeled (5) Yee’s scheme allows the effects of apertures to
be determined directly. Thus shielding effects can be found, and the fields both inside and outside
a structure can be found directly or indirectly (6) Yee’s scheme solves the electric and magnetic
fields directly so it is convenient that no conversions must be made after the simulation has run
to get these values, like the wave equations approach. We also propose to develop a dimensional
jump splitting approach for Helmholtz equations that can pin down particular wave numbers for



particular material designs. One of the challenges naturally is how to maintain the same order of
accuracy and stability when waves pass through physical interfaces between different materials.

Why structured (such as Cartesian or adaptive Cartesian) meshes? There are a variety of meth-
ods for solving Maxwell’s equations. Finite-element methods have been developed particularly for
frequency domains using Helmholtz equations, which are elliptic PDEs for which FEM and theory
are mature. A body-fitted mesh coupled with a finite element formulation is a natural choice for
elliptic PDEs and Helmholtz equations with interfaces and has been extensively studied in the litera-
ture. In addition the body-fitted approach is easy to analyze and often leads to optimal convergence.
However, for arbitrary interfaces with complicated geometries, generating a satisfactory body fitting
mesh is often time consuming. Such a difficulty becomes even more severe for moving interface or
free boundary problems in which the mesh has to be generated again and again in the time stepping
procedure. Note that the primitive Maxwell’s equations are a first order hyperbolic system that can
be solved using a finite-difference time-domain (FDTD) method, such as the simple Yee’s scheme
rather easily. Even in the frequency domain using the Helmholtz equations, a fast Helmholtz solver,
e.g., the one from Fishpack et al [3] can be utilized, but only on structured meshes.

For moderately complex geometries, it is unnecessary to apply unstructured meshes and domain
decomposition techniques. For complicated geometries, methods have been developed for adaptive
Cartesian meshes for various problems, see [67, 68]. There are limited sharp interface methods
using Cartesian meshes for hyperbolic interface problems, see, for example, [107], but even fewer
for Maxwell’s equations with discontinuous permittivity and permeability until recently [98, 106]
for straight interfaces, the derivative matching method in [109, 110], and the immersed interface
method [23]. In these methods, the finite difference stencil are usually enlarged and the coefficients
are determined from a small to medium size of linear system of equations (36 grid points in [23] for
2D problems). As a result, smaller Courant Friedrichs Lewy (CFL) numbers [60] are needed. These
methods are not practical in general for optimal controls since forward solvers are too expensive.

Why a dimensional jump splitting approach in 2D? Note that discretizations in one spatial
dimension are much easier and more efficient not only in terms of implementations, but also
in convergence analysis. This is one of the motivations to introduce a dimension by dimension
approach for 2D & 3D. In addition, parallel computing can be done more easily in each coordinate
dimension. One challenge is how to deal with the discontinuities at the interface that are not
in the coordinate directions. We introduce the use of the dimensional jump splitting strategy by
introducing one or several jump variables (in the coordinate directions) whose dimensions are at
least one order lower than that of the primitive variables. Note that while augmented strategies have
been applied to various problems [24, 46, 49, 51, 69], the dimensional jump splitting approach is new.
Applications, including the scattering problems using Maxwell’s equations and the related optimal
control, are new. The dimensional jump variables are from the solution and/or its gradient and will

not affect the wellposedness of the problem. Advantages of our proposed approach to Maxwell’s



equations with discontinuities include: (1): Yee’s compact finite difference remains the same with
modified right hand sides. Thus we maintain the simplicity and the structure of the FDTD method;
(2): The CFL condition remains at least asymptotically the same; (3): For fixed interface and time
step size, the coefficient matrix for the augmented jump variables is a constant matrix thus it needs
to be computed just once. For moving interfaces or adaptive time steps, the GMRES or rank one or
two updating methods can be utilized since the change is relatively small; (4): It is relatively easier to

carry out the convergence analysis since the finite difference stencil and coefficients do not change.

1.3 Mixed-Integer Partial-Differential Equation Constrained Optimiza-

tion and Electromagnetic Cloaking Problems

In chapter 4, 5 and 6 we solve a mixed-integer partial-differential equation constrained optimization
problem (MIPDECO) to build effective electromagnetic cloak designs. We first present an overview
of electromagnetic cloaking on the experimental and theoretical front. Afterwards we present an
overview of PDE constrained optimization, mixed-integer programming and MIPDECO.

Electromagnetic Cloaking: In our application, electromagnetic cloaking, we focus on manipu-
lating the light around an object to make the object nearly optically invisible. Since the study of optics
began, the ability to control the properties of light with materials found in nature has been limited.
The introduction of meta materials, which cannot be found in nature, has made the creation of
electromagnetic cloaks feasible and has brought a strong interest to this field of study [88]. The goal
of an electromagnetic cloak on an object is for the light to flow around the object, rather than being
scattered by the object, causing the object to optically disappear. Experiments have established
the first practical implementation of an electromagnetic cloak over a small frequency band [88].
While this cloak was unsuccessful in obtaining perfect cloaking of a copper cylinder, the experiment
showed the ability to decrease the shadow of an object, getting closer to resembling empty space;
thus reinforcing the theory of electromagnetic cloaking and the practicality of an implementation.
In [89] experimental observations established the construction of electromagnetic cloaks which are
not dependent on prior knowledge of the incident wave, while [20] outlines an in-depth summary of
electromagnetic cloaking by means of meta materials. Highlights include several key experiments,
including [88], but also a discussion of future directions for electromagnetic cloaking, especially in
the area of cloaking for a large frequency band, which has not yet been observed. There has been
interest also in using material science to address the challenge of constructing a metamaterial that
will be effective at cloaking. Numerical simulations and experiments are leading advancements in
the construction of electromagnetic cloaks [15, 21].

Partial-Differential Equation Constrained Optimization: In this portion of the thesis we de-

fine the class of partial-differential equation constrained optimization (PDECO) problems. We first

10



discuss the methods for solving these problems. Next, we give some examples of application prob-
lems which have fueled the interest and study of PDECO; then we cite several books and references
that discuss both the theory and numerical methods available for solving PDECO problems.

A general formulation for the class of PDECO problem can be written as,

minimize J(u,v)
o (1.34)
subjectto P(u,v)=0 inD,
where P, the constraint vector, can contain scalar, algebraic, and differential constraints with respect
to the state vector u and the control vector v. We assume that at least one of the constraints present
in the problem is a partial differential equation (PDE) in the state u over domain D. P also contains
relevant information such a boundary conditions, initial conditions (for time dependent problems)
and can also contain further constraints on the state and control vector. The goal of the optimization
problem is to find an optimal state and control pair, (u«*, v*), which minimizes the cost functional
J(u, v). The formulation in (1.34) is referred as a full space formulation because we are optimizing
over the state and control vector simultaneously.
While discussing PDECO in this thesis, we use the reduced space formulation approach [97]. In
this approach, given a control vector v, we can produce a unique state vector u(v), thus eliminating

the state constraint from the optimization problem and only need to optimize over v:

minimize J(u(v),v)
v (1.35)
subjectto C(u(v),v)=0 ,

where C is the remaining constraint(s) present in the problem when the PDE constraint is eliminated.
There are two school of thoughts when it comes to solving PDECO problems, the first is the
discretize-then-optimize perspective (DTO). We do not use this approach in this thesis, but instead
summarize the approach. In this approach, we first discretize the infinite-dimensonal problem.
We would first discretize the objective function (which we assume in our work to be an integral
whose integrand contains the state and or the control) by means of a quadrature rule. We also
discretize the state equation by means of a numerical method that is appropriate and discretize all
other constraints to be consistent with the state discretization. The resulting problem will be a large
scale (finite dimensional) nonlinear optimization problem. We note that the size of this problem is
determined by how refined the computational domain is. Once the problem is a finite-dimensional
nonlinear programming problem, the wide range of tools and theory that are available can be used
to solve such a problem numerically. Particularly first order methods that only require gradient
information, g, and second order methods that require both g and the Hessian matrix, H [80].

The second approach is the optimize-then-discretize (OTD) approach. In this approach we first

11



pose the Lagrangian associated with the PDE optimization problem,

2(u,v,)n)=]+f ATcdb, (1.36)
D

where A is refereed to as the adjoint (multiplier) vector; we note that each component of this vector
contains a scalar adjoint variable that is associated with each constraint and is a function.

In this thesis, we derive the the weak form of the state and adjoint equation to pose the optimality
conditions for the reduced space formulation. Before we discuss the optimality conditions, we
discuss the concept of a weak and strong solution to a partial differential equation. In classical
PDE theory it is sufficient to having solutions exist in the function space CN(D); this function
space contains all continuous function on D, whose derivatives up to order N are also continuous
functions [86]. We call these solutions strong (classical) solutions because the derivatives of the
solution satisfy the limit definition of a derivative. The classical definition of a partial derivative of a
function requires regularity assumptions on the function. For example, in the classical sense, if a
function is not continuous then it cannot be differentiable. The study of weak solutions to a partial
differential equation were introduced and studied by Sergei Sobolev, a Russian mathematician, in
the 1930s. The motivation of introducing the concept of a weak solution was to understand the
solutions of fluid equations [28]. These equations could be proven to not admit solutions in CV (D).
Soblev was able to construct function spaces, which are called Soblev spaces [86] and denoted
Wkr(D), which define the function space of all functions that are L”(D) and weak derivatives up to
order k are also LP(D) in the sense of distributions. We briefly now discuss the concept of a weak
derivative on D in the sense of distributions as first described in his work. We first define a test
function space on D

®={¢|¢ € C™(D), D*¢lsp =0}, (1.37)

where D denotes the boundary of the set D and D is a multi-index differential operator on the
elements of . We can summarize the test function space in words by saying that @ is the space of
all continuous functions on D that are compactly supported. Next we have a function, say © and we
are interested in calculating D" (u) in the weak sense, which is any partial derivative up to order n.
Next we choose an arbitrary test function with this differential operator applied to it and "test" it
against u:

f uD"(¢)dD. (1.38)
D

we then conduct integration by parts several times, also using the compactness of the test functions,
until we have removed the differential operator on the test function:

qu”(gb)dD:(—l)”f f¢dD, VY¢eco. (1.39)
D D

12



We say that f is the corresponding weak derivative u, in the sense of distributions, for the differential
operator D". We note that if u is differential in the standard C"(D) sense, then f = D"(u) is the
strong derivative of u. We note that the weak derivative and the strong derivative of a function is the
same if the function is differentiable in the traditional sense. This is an important observation when
looking at partial differential equations, because, if we apply this idea to a classical PDE, then we
recover classical solutions with our weak formulation, however for more complicated equations,
which do not admit classical solutions, we can seek the appropriate Soblev space for which our
equation is satisfied in a weak sense. The framework that Soblev established to examine equations
that do not admit classical solutions has defined the study of PDE for almost the last 100 years. A
complete discussion of the theory of Soblev spaces and the use of them to successfully solve PDE
can be found in [86].

With the idea of weak derivatives in mind, we then compute the integral in (1.36) by means
of integration by parts, treating the adjoint variable like a test function, to weaken the regularity
assumptions on the state vector u. Next, we introduce the first-order optimality conditions [97],
which are based on the variational (Gateaux) derivatives of the Lagrangian:

~ d - = =~
LA %[D‘Z(u, v,A+ ek)] =0 VAeFkK (Weak State Equation)

€=0

=0 ViieF (WeakAdjoint Equation) (1.40)

e=0

2, li]= %[,‘f(uﬂ?ﬁ, v,)t)]

£, v]= %[z(u, v+el7,k)]

=0 VveE (WeakGradient Equation),
e=0

where £}, F, and F; are the appropriate function spaces for the state and adjoint equation. These
spaces will be problem dependent. The weak adjoint equation, like the weak state equation, is also
a partial differential equation.

The optimality conditions (1.40) are defined in infinite-dimension. These conditions define the
first order conditions that a local minimizing solution v, must satisfy.

When using either the DTO or OTD approach a finite dimensional problem must be solved
eventually. In the DTO case, we derive discretize the infinite dimensional problem which results in
a large scale optimization problem. We then write down the KKT system which defines optimality
criteria. In the OTD, we find the gradient by solving the state and adjoint equations with the incum-
bent control. We note that we can pose second order conditions of optimality using a Lagrange
multiplier approach.

The main numerical techniques for solving finite-dimensional continuous optimization prob-
lems are line-search and trust-region methods [53]. In the line-search approach, given an initial
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guess v°, we define an iterative scheme

vt =k ok pk, (1.41)
where a* is defined to be the step length and py is the descent direction on the k-th iteration.
A few popular methods for picking o include the Armijo (backtracking) and Wolfe line search
[53]. Newton method [54] and Quasi-Newton methods [80] have been extremely popular as line
search techniques. Newton’s method for large scale problems is less attractive because second-order
information must be known explicitly. This is the motivation of the quasi-Newton methods which
approximates the Hessian. A popular quasi-Newton is LBFGS (limited-memory BFGS) [112].

In the trust-region method, we solve a sequence of optimization problems, P¥, where we take
the original optimization problem and add the trust-region constraint ||v — v¥|| < A:

minimize J k
v

subject to
(1.42)
lv—vkll <A
vev,
where J* is the Taylor series about an incumbent solution v*:
N 1
]k:]k+gT(v—vk)+E(v—vk)TH(v—vk) (1.43)

and Ay is the trust-region radius on the k-th iteration. The spirit of the trust-region method is to
determine a second order (Taylor) approximation to the objective function that is to be minimized,
subject to the previous constraints, in a ball of set size [80]. If such a v can be found on a given
iteration, we move to the solution which produces a lower objective function and either increase
the trust-region radius or keep it the same. If we cannot, we decrease the radius and resolve the
problem. We continue this until the trust-region radius is zero which indicates that we have found a
local minimum.

Many physical phenomenon from fluid flow [19], electrodynamics [50], quantum mechanics
[85], etc can be modeled by partial-differential equations (PDEs). A natural question to ask is can a
physical system (described by a PDE) be driven (controlled) in such a way that a goal is reached.
In this thesis, our goal is to find an electromagnetic cloak that can minimize scattering in a region
to induce cloaking, which is governed by a Helmholtz equation. However, this is not the first work
that addresses PDECO problems with applications in mind. An example of PDECO problems with
application in mind is where the PDE constraint comes from fluid mechanics (Navier-Stokes, Euler

gas laws, conservation laws). Two notable examples that researchers are interested in are boundary
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control to influence fluid flow and heat transfer in fluids [36]. Another example comes from electro-
dynamics, where the PDE constraint is Maxwell’s equations (Helmholtz equation in the frequency
domain). The goal of the optimization problem is to construct a topology to induce electromagnetic
cloaking in a region [41]. Finally in quantum mechanics, where the governing PDE is Schrodinger
equation, optimal control problems have been posed to drive quantum systems to a desired states
[93]. This is not an exhaustive list of applications of PDE optimization, but it does demonstrate that
researchers from different scientific domains are interested in these class of problems.

There are several references that may be an interest of readers that focus on the main components
of PDE optimization: theory and numerical methods. In [43] a survey of both the full space and
reduced space is explored. This includes the "one-shot" approach for solving the KKT system with
both Newton and inexact Newton. It also discusses the adjoint approach for obtaining the gradient,
using the Lagrangian method. The book by E Troltzsch [97] focuses on the reduced space formulation
of PDECO problems for elliptic and parabolic PDE constraints. The book rigorously proves both the
first and second order optimality conditions in infinite dimension. The book by K. Ito [48] also gives
the theoretical overview of the Lagrangian approach to PDECO and includes several application
problems. An overview of the numerical techniques for solving PDECO (which boils down to Newton
and quasi-Newton methods) can be found in [12, 42, 83]. We suggest the book of J. De los Reyes
[84] as an excellent short reference for both the numerical and theoretical components of PDECO.
The book by M. Gunzburger [36] provides a more in depth discussion of both the theoretical and
numerical challenges but is mainly focused on fluid mechanic application problems.

Mixed-Integer Programming: A general mixed-integer nonlinear program (MINLP) can be
written as:

mir;_iyr};}ﬁze f(x,7)
subject to

h,(%,7)=0 p=1.m, (1.44)

84(%,7)<0 g=1..n,
xeX, yey,

where h), for p = 1....m and g, for g = 1....m are real valued functions which we will refer to the
equality and inequality constraints respectively. We define j to be the continuous (real-valued)
variables that we are optimizing over and they exist in a set Y c R¥. We denote & to be the integer
variables present in the problem, which exist in a set X ¢ Z¥. We remind the reader that Z* is the set
of all integer points in R¥. In this work we focus on binary integer variables, that is to say that the
integer variables must exist in the set {0, 1}, we call this problem a mixed-binary integer program
(MBIP).

The theory for MINLP begins with convex MINLP, which is to say that f, h,, and g, are convex
functions. A naive approach for solving MBIP would first sample one of the binary outcomes (
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there are 2"V binary combinations, where N is the number of binary variables in the problem),
then solving the nonlinear program. For small N this is approachable, and known as the total
enumeration (brute-force) approach [78]. If we look at a slightly larger number, for example N = 20
and N = 40, we would have to solve approximately 10° and 10'? nonlinear programs respectively to
obtain the global optimal solution. This exponential growth of nonlinear programs that are needed
to be solved is not computationally tractable. Many applications of MIBP have hundreds if not
thousands of variables present in a problem. The traveling salesman problem is an example of MIBP
that introduces a large amount of binary integer variables. The goal of solving the problem is to
find the path from one location to another, while minimizing the distance traveled between the
two points. The problem is represented as a graph [103], where the nodes of the graph represent the
various locations and the edge between nodes indicates a path from one location to another. One
can interpret the traveling salesman problem as a figure out the edges to choose and not choose to
take to get to the desired location. In some cases, this problem could have hundreds of thousands
to millions of variables. The brute force approach would not be appropriate.

The Branch and Bound (B&B) method [58] is a heuristic based method to address the computa-
tional intractability that MBIP introduces. The goal of B&B is to attempt to enumerate through the
binary space in such a way that total enumeration can be avoided. The algorithm can be summarized

in two steps :

* branching : choosing how to explore integer space (this is heuristic based but motivated by
the specific problem) [13, 18, 77].

* bounding : Introduce a relaxation of the problem, which is a nonlinear program. We say
a program for the MBIP is a relaxation if the objective value for this program provides a
lower bound for the original MNIP problem. Two popular relaxations for binary problems
are continuous and Lagrangian relaxation [61]. In this thesis we will focus on the continuous
relaxation. The original MBIP has the binary variable x € {0, 1}, while the relaxed problem will
have this constraint replaced with 0 < x < 1. After we solved the relaxed problem we introduce
a rounding heuristic to round the relaxation back to 0, 1. Conducting this rounding produces
an integer solution that produces an upper bound for the MBIP. Calculate the integraility gap
[61], if the integraility gap is zero/near zero, then the global/sub optimal solution has been
found.

We note that in practice most practitioners never solve a problem to global optimality, especially for
large amount of integer variables, because of the computational effort required.

Another popular class of methods for solving convex MBIP are cutting plane methods [55].
These methods introduce a mirror problem with additional linear constraints, called cuts, which

are defined so that the optimal solution to the original program does not change. It is natural to
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combine cutting plane technique with B&B, which is called the branch and cut method [44]. These
additional linear constraints will make a given relaxation harder to solve, but the goal is to find tighter
integraility gaps which will cause a natural pruning of the B&B tree. This can help the computational
tractability of a problem.

In the case of nonconvex MBIP, methods have been developed to solve convex problems such as
Convexification methods [45, 90, 95] convert a nonconvex problem into by doing approximations, by
convex underestimates, of objective and constraints by convex functions. This new convex problem
can then be solved using B&B or branch and cut.

A beginning reference that gives an introduction to linear integer programming is the book by L.
Wolsey [104]. This book introduces the B&B method, cutting plane methods, model formulation,
etc. For an advanced treatment of MINLP, which includes nonconvex MINLP, nonlinear MINLP,
convexification, etc, the book by D. Li [61] and the book by S. Leyffer and J. Lee [59] are excellent
references.

Mixed-Integer Partial-Differential Equation Constrained Optimization In chapters 4,5 and 6
of this thesis we study mixed-integer partial-differential equation constrained (MIPDECO) problems.
These problem combine mixed-integer programming and PDECO. In this thesis, we assume there is
one control present in the problem and this control can only take integer values. We focus on a subset
of these problems; the particular case we focus on is when the control present in the optimization
problem takes binary values {0, 1}, but make note that all of the approaches and ideas introduced in
this thesis can be easily extended if the control can take general integer values. The general reduced
space MIPDECO we consider in this thesis, which we refer to as a binary PDECO problem, is:

miniI}nize J(u(v),v)

subjectto  C(u(v),v)=0 (1.45)
ve{0,1}.

We note that the only difference between PDECO and binary MIPDECO is that we restrict the control
to take only binary values, whereas in the classical reduced space PDECO formulation the control is
assumed to take real values.

The Computational Bottleneck for MIPDECO Very little work has been done in the area of
MIPDECO due to the computational challenges that arise. However in the face of these many
challenges there also are many opportunities to make improvements on the theory, methods, and
applications of MIPDECO. The standard approach for solving MIPDECO is first to discretize the
infinite dimensional optimization problem [38-40]. This results in a large scale MINLP that can be
solved with B&B if the problem is convex, and convexification methods when the problem is not
convex. While executing the branch and bound method the solution of the continuous relaxation is

required. The continuous relaxation problem is defined to be when we relax the integer variables
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from being in the set {0, 1} to being in the continuous interval [0, 1], which makes the large scale
MINLP into a large scale NLP. We may need to solve a relaxation hundreds, if not thousands of
times to satisfy the MINLP optimality conditions, which may or not be computationally tractable.
The size of this large scale nonlinear program is directly related to the mesh refinement. This is a
problem because as we refine the mesh to obtain a refined state and control (if the control is also
mesh dependent), we also increase the size of the problem drastically (exponentially if the control
is mesh dependent). Even though several papers have been written in the subject recently [38-40],
there are still many challenges when solving MIPDECO from the DTO approach.

In this thesis we will choose a OTD approach for several reasons. The first reason is that by
finding the optimality conditions in infinite-dimensions and then discretizing these conditions we
are maintaining physics of the underlying system. The second reason is that our PDE optimization
contains integer variables. The DTO approach has traditionally been applied the MIPDECO which
requires a large-scale MINLP to be solved. This problem is solved using a branch and bound method
[8]. Solving large scale MINLP problems in an efficient manner is still an open question. This had led
to the computational intractability of these problems and has been a major bottleneck for progress
in solving MIPDECO. We instead introduce a trust-region method, which uses an adjoint based
gradient, to solve MIPDECO. Our trust-region method uses a linear approximation of the objective
function instead of the standard quadratic approximation. The reason we do not introduce the
Hessian (quadratic) term to the trust-region subproblem is to ensure the computational tractability
of the problem. Because we only use a linear model, the trust-region problem reduces to a knapsack
problem that can be solved in 0(Nlog(N)), where N is the number of binary integers present in the
problem. Our method produces quality minimizing solutions in a reasonable amount of trust-region
iterations. This is important to note because even though the search space if 2V, we are able to find

a solution to a given instance of our MIPDECO within one-hundred iterations.

1.4 Thesis Contributions

The Immersed Interface Method for the One and Two Dimensional Maxwell’s Equation:
In chapter 2 we introduce a direct immersed interface method that uses a modified Yee’s Scheme to
solve the 1D Maxwell’s equations with discontinuous permittivity and permeability. This work has

provided the following contributions:

¢ An explicit finite difference scheme to solve Maxwell’s equations in one dimensional space
with interfaces using the interface conditions directly. Even with discontinuous permittivity
and permeability, our finite difference scheme solves the equations to second order accuracy

in time and space.

¢ Numerical experiments to demonstrate the consistency, stability and convergence of the
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direct method.

In chapter 3 we introduce an ADI Yee’s scheme method to solve Maxwell’s equations in 1D and 2D
with discontinuous permittivity and permeability. In 2D we can solve the interface problem even
with a curved interface. This work has provided the following contributions:

¢ An ADI-Yee’s scheme in 1D and 2D that takes advantage of augmented variables, to solve the

problem dimension by dimension [64].
* A proof for the stability of the ADI-Yee’s Scheme for 1D Maxwell’s equations.
¢ Numerical experiments to establish the consistency, stability and convergence of the methods.

Mixed-Integer Partial Differential Equation Optimization Theory and Binary Electromagnetic
Cloaks:

In Chapter 4 we have made the following contributions:

¢ A benchmark (application) problem for MIPDECO: 2D single material electromagnetic binary
cloaking, which can be modeled as a MIPDECO.

* A steepest-descent trust-region method for MIPDECO. The method is effective at producing
good local solutions and is efficient even with a large amount of integer variables present
in the problem. Our framework for MIPDECO relies on solving a sequential set of PDE and
trust-region sub problems (knapsack problems) in order to arrive at a local solution in a
reasonable amount of iterations. We showed through numerous computational experiments
that the knapsack problems take negligible computational time when compared with the
computational effort required to first solve the state and adjoint PDEs, then build the gradient
for the sub problem. This is encouraging because the computational bottleneck of MIPDECO
has been traditionally encountered due to the presence of a large amount of integer variables.
With our perspective, we have reduced MIPDECO back to the difficulties associated with
PDECO which is to first efficiently solving the state and adjoint equation and then build the
gradient using the state and adjoint variables.

* We introduced a systematic manner to solve MIPDECO with our trust-region method: first we
solve the continuous relaxation, next we round the continuous relaxation using a rounding
heuristic that produces a feasible starting guess for the MIPDECO, then we use the rounded
relaxation as a starting guess for our trust-region method. We have compared this approach
versus starting the trust-region with a random guess, and have found that even though sig-
nificant computational effort is required to solve the continuous relaxation, we take less
trust-region iterations to find a local solution. Moreover this solution produces an objective
function value that is lower than random sampling. Still sampling could still be attractive. If a
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user is just interested in a local minimum solution and does not care about the quality of the
minimum, then starting the trust-region method from a random sample is more computa-
tionally efficient. Moreover, since many MIPDECO of interest are nonconvex, one could take
several samples and make an attempt to "globalize" the algorithm (also known as multi-start
methods [73]).

In chapter 5 we extend our work from chapter 4, assuming that a 2D binary electromagnetic cloak

can be built using several materials, leading to the following contributions:

¢ A benchmark (application) problem for MIPDECO: 2D multi-material electromagnetic binary
cloaking. This model introduces non-trivial constraints to the MIPDECO that are studied.

¢ A modified trust-region method that is based on our original trust-region algorithm for
MIPDECO to deal with constraints. We show through numerical experiments that even with
the introduction of constraints, the numerical computation of this instance of a MIPDECO is

still computationally tractable.

¢ Two separate continuation techniques in order to find local minimum to this instance of a
MIPDECO problem that produces minimizers with superior quality when compared to solving

the problem from scratch.

In chapter 6 we extend our work from chapter 4 to a 3D generalized model from the 2D model. The

contributions of this work include:

¢ A benchmark (application) problem for MIPDECO: 3D electromagnetic binary cloaking using

a single material.

¢ The structure of this problem introduces a large number of integer variables naturally. We
solve an instance of the problem with 8000 cloaking blocks that make up the 3D binary
electromagnetic cloak. Even with a large number of integer variables present in the problem
our trust-region method is still computationally tractable and finds good local solutions.
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CHAPTER

2

A DIRECT APPROACH FOR SOLVING
MAXWELL'S EQUATIONS IN ONE
DIMENSION WITH THE IMMERSED
INTERFACE METHOD

2.1 Chapter Outline

In this chapter we will introduce the philosophy of the immersed interface method (IIM)[64], for
finite difference methods, then apply the method to Maxwell’s equations in one dimension. We start
this chapter by describing how the IIM works on a simple ordinary differential equation (ODE). We
then discuss consistency, stability and convergence of the scheme. In the remainder of the chapter,
we discuss our seconder order IIM schemes for Maxwell’s equations. We present numerical results

to establish the consistency, stability and convergence.

2.2 TheIIM Applied to a Simple ODE

The purpose of the IIM is to solve either ordinary or partial differential equations (PDEs) with
discontinuities present in the problem. These discontinuities can occur either in terms of the
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equation, the solution to the equation, or the solutions derivatives. We will demonstrate the [IM

method applied to the simplest initial value problem as an example to demonstrate how the method

works:
dy . _ . _
E(x)—cy(x) in Q=[0,1] (2.1
y(0)=1, (2.2)
where
G x<da
c(x)= (2.3)
c x=>dad

and ¢y, ¢y, a are real numbers. The quantity a is a point where ¢ could be discontinuous. We refer

to the point x = a as the interface point.

2.2.1 The Failure of the Euler’s Method

We begin to show how the traditional approach to solve this ODE with a discontinuous coefficient
fails. To numerically solve (2.1), with a finite difference approach, we would first discretize €2 into

n+ 1 discrete points x;..x,, where

x;=ih i=0.n (2.4)
h=1/n. (2.5)

Next we approximate the derivative on this grid at point x; with the forward difference formula

dy ) V)= y)

Tx 7 +0(h). (2.6)

Now we write an explicit formula to approximate y‘*! := y(x;,;), which is known as the forward

Euler method,
y* =y +hey'=(1+hc)y’, 2.7)
with 3 =y(0)=1.

We conduct a numerical study to show the failure nodes of Euler’s method applied to a differential

equation with discontinuous coefficients. We show this pictorially and theoretically. We will take
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n=2%for k=5,6,7,...,11. We also calculate the convergence order

log(,fz’;)
YR ———=.
os( 1)
2

Because the error on a grid broken into n pieces 0(h), then a grid broken into 2n pieces would be

(2.8

O(%) Ignoring the constant in the ¢ term, we find theoretically that

log(2)
" log2)

=1 2.9)

So as we continue to refine the mesh, we should see numerically that the convergence order is 1,
which is the same as saying that the error is reduced by % every time we refine the mesh.

We solve the ODE (2.1) in two cases; the first where ¢; = ¢, = 0.5, thus c is continuous; the second
case ¢; =0.5, ¢, =1, thus cis a discontinuous function. We set a = 0.5. The true (exact) solution to
the ODE, which we define as yeyact, is

eC]t xs

Yexact(x) = (2.10)

\%
D= DN

el x

We measure the error for a fixed n in the infinity norm, by taking yapprox(%;) := y(x;) = y! then

defining the corresponding error E,, as

Ep =1l Yexact — yapprox”oo = Max;| Yexact(X;) — yapprox(xi)|- (2.11)

We first report the error and convergence order found numerically for the two cases in Table 2.1
and Table 2.2 respectively. We observe in Table 2.1 that for the continuous ¢ we recover first order
convergence, which is expected. However in Table 2.2 we observe that our convergence order is not
converging to the value one, instead converging to zero. This indicates that when c is discontinuous
we make negligible progress towards reducing the error as we refine the mesh.

We now plot the exact solution versus the numerical solution for n = 2048 (a very fine mesh)
for both the continuous and discontinuous case in Figure 2.1. This illustrates why the standard
finite difference method fails. We see that for the continuous coefficient, our numerical and exact

solution match. However for the discontinuous coefficient we see that the exact and approximate
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Table 2.1 Error and convergence for continuous coefficient.

n Error Convergence Order
32 6.2513e-03 -
64 | 3.1740e-03 0.9778

128 | 1.5987e-03 0.9894

256 | 8.0221e-04 0.9948

512 | 4.0181e-04 0.9974

1024 | 2.0108e-04 0.9987

2048 | 1.0059e-04 0.9993

Table 2.2 Error and convergence for discontinuous coefficient.

n Error Convergence Order
32 | 6.1726e-01 -
64 | 6.0988e-01 0.0173
128 | 6.0574e-01 0.0098
256 | 6.0355e-01 0.0052
512 | 6.0242e-01 0.0026
1024 | 6.0186e-01 0.0013
2048 | 6.0157e-01 0.0006

solution agree until we reach the point of discontinuity. After this point, the approximate and exact
solution diverge. This is why the convergence order is nearly zero for the discontinuous problem;
because as we refine the mesh, we cannot resolve the jump that was caused in the solution due to

the discontinuous coefficient. In the next subsection we address this challenge with the IIM.

2.2.2 A Modification to the Euler’s Method

In the previous Subsection 2.2.1 we observed that Euler’s method fails when applied to discontinuous
coefficients. In this subsection we address this challenge with the IIM.

We first briefly discuss why Euler method fails. When deriving finite difference approximations,
some assumptions on regularity are required. In the case of our forward difference approximation,
this approximation is only valid if y € C%(2), where CP is the space of all functions that are continu-
ous and have continuous derivatives up to order p. When we look at the true solution (2.10), we see
that the solution is not continuous when c; # ¢,, which already imply the function does not have
classical derivatives. Because the solution does not admit a classical derivative, the finite-difference
approximation is not valid.

We do see that on the pieces of @, Q™ :=Q_ = {x : x < a} and Q" := @} {x : x > a}, the solu-
tionis C 2(Q;) and CZ(QZ). This observation is what motivates the finite-difference approach for
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® Numerical Solution ® Numerical Solution
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(a) Continuous Coefficient ¢; = ¢, =0.5. (b) Discontinuous Coefficient ¢; =0.5, ¢, =1..

Figure 2.1 Comparison of solutions for continuous and discontinuous coefficient.

the immersed interface method. Because we have the regularity required away from the point of
discontinuity, the typical forward difference approximation is valid. The difficulty is when we are
approximating near the point where the discontinuity occurs. For the remainder of this chapter, we
focus only on the case when ¢; # ¢, (c is discontinuous). We now discuss the implementation of the
IIM applied to (2.1). An outline of the steps are

¢ Determine the jump conditions for the PDE.

¢ Break the interval [0, 1] into a uniform mesh (Cartesian Mesh).

¢ Determine which points in the discretization are regular and irregular.
¢ Choose a finite difference stencil to approximate the derivative.

¢ Use the standard finite difference approximation at regular grid points and a corrected ap-
proximation at irregular grid points.

We first discuss the jump conditions for our ODE 2.1. Our notation for the jump conditions will be

as followed: we use [ y] = ( yt— y‘) , to denote the jump of the state over the interface point a,
X=a

dy

which we refer as the zero order jump condition. Similarly we use [ﬂ] = (

—+ —
dy™ _dy ) to denote

dx dx
X=a
the first order jump condition in the first derivative. We will use a direct approach, which we know

[u],[u,]. We will use our exact solution for the interface problem to derive these exactly to illustrate
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how the IIM works. The jump conditions are then

[u]: e 20 _ phaa

[d_y

]: ce?"—c e,
dx

We now generate a Cartesian mesh xj....x;,. In our approach however we classify these grid
points into two classes - regular and irregular grid points.

Definition 2.2.1. Irregular Grid Point: A grid point x; is said to be irregular for our finite difference

approximation of the first derivative, if x; < a < x;,1.

Remark. Asnoted in the definition, the grid points that are considered irregular for an approximation
is dependent on the grid points uses in the approximation of a given derivative. In general if an
approximation of a derivative of any order is made at x;, this grid point is irregular if x = a is
contained in the span of the finite difference stencil.

Definition 2.2.2. Regular Grid Point: A grid point x; is said to be regular if it is not irregular.

We now discuss creating the scheme for the interface problem. At the regular grid points, x;, we
take advantage of the standard forward difference approximation. At irregular grid points, we do a
Taylor series expansion to approximate the derivative at x = a on the left side of the interface,

d

= (@=ay™ +by’, (2.12)

where a, b are determined in such a way that the approximation is valid. Because we are at an
irregular grid point x; < a < x;41, then x;,; € 2t and x; € Q. We then expand based on which side

of the interface we are on, which in this case is the left of the interface point, which results in

+

dy~ d
& @=aly" @+ 5 @ -a)+ 0l(xia—af)) 2.13)
_ dy~ 2
+b(y @+ 5% (@(x—a)+o((xi~a)).

We see that our expansion has terms which are evaluating the state and its derivative on the two
sides of the equation. To compare the two sides of the equation, we replace the positive side terms

with negative side terms using the jump conditions (2.12) in our expansion by solving plus terms,

ut=u +e®2—eal (2.14)
dyt dy~ .
—— =—— +ge% —ce.
dx dx 2 !
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When we substitute (2.14) into our expansion and then equate the sides, we have a linear system,

1 1 a 0
= . (2.15)
e alls

The analytic solution to the linear equation is

When we substitute these values back into the Taylor approximation we find that

dv— i+1_ 4,0
4 =Y _crom) 2.16)
dx h

where we denote C; to be the correction term at irregular node x; and

1
C; = E(ecﬂ —e% +(cre? — e ) (x4, —a)). (2.17)

We use the standard forward Euler method when updating regular grid points, when we are updating
irregular grid points we edit the scheme with a correction to guarantee an approximation that takes
into account the jump conditions, therefore creating a method that will successfully solve the
equation (2.1) when c is discontinuous. Our scheme is summarized as follows: if the grid point x; is
regular grid point then

y™=1+c¢;h)y’ (Standard Forward Euler).
If the grid point x; is an irregular grid point then the corrected scheme is

y"™=(1+¢;h)y'+hC; (Corrected Forward Euler).

2.2.3 Stability, Consistency, Convergence of the Modified Euler’s Scheme

In the context of the IIM method we have two classes of grid points: regular and irregular. At regular
grid points we use a classical scheme, where stability and consistency results have already been
established. We will only focus on linear equations in this thesis, therefore establishing stability
and consistency of the scheme at both irregular and regular grid points is sufficient to establish
convergence. This is due to the Lax Equivalence Theorem [64, 66]. In our corrected forward Euler
method, the same stability and consistency arguments hold at irregular grid points as the regular
grid points, since the stencil weights are the same. Because we have the same finite-difference

weights in the irregular scheme, we maintain the first order error at both regular or irregular grid
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points. The correction term does not alter the stability of the problem and can be considered a
source term which eliminates the extra terms of the Taylor series to guarantee our derivative is first

order accurate (as it is in the standard forward Euler method).

2.2.4 Numerical Results of the Modified Forward Euler Method

We now redo the previous simulation with our corrected forward Euler scheme with ¢; =.5, ¢, =1. We
first show the convergence results in Table 2.3. We see that our corrected scheme has a convergence
order of one, that is to say that our corrected scheme maintains first order accuracy as we refine the

mesh.

Table 2.3 Error and Convergence for Discontinuous Coefficient with Corrected Euler Method.

n Error Convergence Order
32 | 2.3126e-02 -
64 | 1.2126e-02 0.9314

128 | 6.2031e-03 0.9670

256 | 3.1365e-03 0.9838

512 | 1.5770e-03 0.9919

1024 | 7.9067e-04 0.9960

2048 | 3.9588e-04 0.9980

We plot the solution for the regular Euler scheme and the corrected Euler scheme on a n =2048
point mesh in Figure 2.2. We observe that our corrected scheme produces a result that is consistent
with the true solution. We have captured the jump that is caused by the discontinuity with our
corrected scheme, which was the failure mode for the standard Euler’s method. We have shown
with this simple example that the IIM can successfully address the challenge of solving differential

equations with a discontinuous coefficient.
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® Numerical Solution 2.75 ® Numerical Solution
True Solution True Solution
2.50 2.50

2.25 2.25

2.00 2.00

y(x)

175 1.75
1.50 1.50
. / "
1.00 1.00
0?0 0?2 0?4 0?6 0.'5 1?0 0.0 0.2 0.4 0.6 0.8 1.0

X X

(a) Modified Euler Scheme ¢, =0.5,¢, =1. (b) Standard Euler Scheme ¢, =0.5,¢, = 1.

Figure 2.2 Comparison Solutions for Continuous and Discontinuous Coefficient.

2.3 The IIM Applied to the 1D Maxwell’s Equation

We begin with defining Maxwell Equations in 1D:

oHY 1 0E*?

ot uox (2.18)
0E* 10HY

ot € 0x

JEY 10H*

ot € O0x

0H® 10E’

ot  u dx

a<x<b

0<1 < Tfinal,

where a, b are real numbers and Ty, is the maximum time we observe the behavior of the elec-
tromagnetic wave. We will work with (and derive numerical methods) for the equations (2.18). We
choose to work with the electric field E and the magnetizing field H. We note that one can go between
the field the electric field E and displacement field D by the constitutive relation,

D=¢E. (2.19)
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Similarly we can go between the magnetic field B and the magnetizing field H by the constitutive
relation
B=uH. (2.20)

Historically, (2.18) is known as the TM (Transverse Magnetic) equation, we will also solve the TE
(Transverse Electric) equation as well [50]. Both the transverse electric and magnetic equations can
be expressed as

gu tov_, 2.21)
ot pPox
at ax

Whenu=—HY,v=—E* B=u,K= %, and f =0, (2.21) is the TM equations. When u = EY, v = H?,
B=¢ K= ﬁ, and g =0, (2.21) is the TE equations. We use this system for the remainder of this
chapter. We note that we add the source terms f, g in our derivation in order to easily validate
theoretical findings in a later sections. Additionally, we use this system to derive jump conditions
for both the TM and TE equations simultaneously in subsection 2.3.2.

Next we briefly discuss Maxwell’s equations numerically. The popular methods include the finite
volume approach, the finite-difference time domain (FDTD) approach, commonly referred as Yee’s
Scheme [105], and the finite element time domain (FETD) approach. A general summary of these
methods, including their strengths and weaknesses in practice is discussed in [47]. In this thesis
we focus only on the FDTD approach. As discussed in 2.2, we base our IIM approach on using a
standard finite difference stencil. The FDTD stencil is a natural choice due to being well known in
the numerical electromagnetic community as a stable second order method for solving Maxwell’s
Equations with continuous permittivity and permeability. We extend the FDTD method to also solve
the equation with discontinuous permittivity and permeability, for,

€ x<d
€= (2.22)
et x>aq,
- x<a
u={" (2.23)
ut x>a.

The outline for the remainder of this section is as follows: we first introduce the FDTD (Yee Scheme)
method. We then follow the steps that were outlined in Section 2.2, but apply these steps to the
1D Maxwell equations with discontinuous permittivity and permeability. We first derive the jump
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conditions for (2.21), then produce numerical schemes to solve both the TE and TM equations
with discontinuous coefficients. We analyze and establish our methods consistency, stability, and
convergence. We end the section with the presentation of numerical simulations that validate our
theoretical findings. The derivation and analysis of the TM and TE schemes are very similar, therefore
we discuss the main ideas in the TM section. We omit some details in the TE section that do not add

intellectual content to the thesis due to repetitive information.

2.3.1 Introduction

In this section we discuss a direct [IM method for the 1D Maxwell Equations. We call the method
“direct” because we will derive the jump conditions for the interface problem explicitly [64]. An
outline of the section is as follows: we first derive the jump conditions for our system (2.21), which
will hold for both the TM and TE equations. Next we introduce the Yee Scheme [105] both for the
TM and TE equations. Afterwards we derive a IIM method for first the TM equation, and then the
TE equation. In each case we will study the consistency and stability of respective method, then
establish convergence results. We conclude the discussion of each method by presenting numerical

results which support our theoretical findings.

2.3.2 Jump Conditions

We begin with deriving the jump conditions which are required to produce our IIM method. Because
we are interested in producing a second-order scheme in time and space we only need to derive the
zero; first; and second-order jump conditions. We first write the jump conditions in full, then we
discuss the derivation of the conditions. The jump conditions for (2.21), for a fixed one-dimensional

interface x = a are

[ul]=0 [v]=0 (2.24)
[u]=0 [v;]=0 (2.25)
[t ]=0 [v;/]=0 (2.26)
[Kux]=[g] [%vx]z[f] (2.27)
[%uxx]:[gﬁ_x_fz] [%v”]=[l<fx—gt]. (2.28)

The jump conditions (2.24)-(2.26) are assumed to be true. A reference to the validity of (2.24) can
be found in [50]. The remaining assumptions are based on the empirical observation concerning
conservation of charge (which has never been violated experimentally) [50]. If these jump conditions
were to be violated, this would imply that charge had entered or left a given system instantaneously.

This violates conversation of charge, which states that charge can neither be created nor destroyed.
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The jump conditions (2.27) are obtained using our assumption in the jump condition (2.25). We
first apply to argument to obtain the jump condition for the spatial derivative of u:

a—”+1r<a—“]—[ ] 2.29)
ot “ox] ¢ '
:[Q]J,[Ka_”]_[ ] (2.30)
ot R '
but [v;] =0, therefore
[Ké’_u]_[ ] (2.31)
ax = g . .

Without loss of generality, we can apply the same argument to the remaining equation, instead

using [u,] =0, which yields

[%Ux] =[fl. (2.32)

The jump conditions (2.28) are derived by manipulating (2.21) and applying the assumed jump
conditions (2.26). We first derive the second order jump condition for u. We notice from (2.21) the

following system is also true:

1
utt+ﬁvxt:f (2.33)
1 K g
Evtx"i'ﬁuxxzﬁx'

Because we assume enough regularity, the mixed partials have the property v;, = vy, therefore

when we subtract the second equation from the first equation we obtain

K 8x

Euxx_uttzﬁ_ft. (2.34)
We enforce our assumption that [u;,] =0 to obtain the second order jump condition for u:
K
[ﬁuxx:lz %_ft:l- (2.35)

We again use a similar argument to derive the second order jump condition of v, noticing

K
Kutx+;vxx =Kf, (2.36)

l)t[-I-KLth:gt. (2.37)
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Again, enforcing that the mix partials are equal, [v;,]=0, and subtracting the second equation from
the first equation yields

[vax]=[1<fx—gt]. (2.38)
B

We will use these jump conditions to correct our FDTD scheme. As we previously noted, we will
use these jump conditions directly to correct the FDTD scheme. When we correct the scheme, it
will be dependent if the interface point x = ¢ is to the left or right of where we expand our Taylor
approximation. We write the jump conditions explicitly (omitting the jump in time derivatives),

which we will reference when deriving our IIM method.

ut=u" u =u* (2.39)
vi=v" v =vt (2.40)
- +
u+:K—u_+@ u_:K_u__@ (2.41)
x K+ * K+ x K-* K-
+ a—
i=b e =br-pl e
BTK™ /5+[gx ] ~ _BK" /J’[gx ]
+ _ = (ox — + _F (ox
Uyy = —ﬂ—K+ u,, + K+l B It U, —ﬁ+K_ Uex = 3= 5 fi (2.43)
K~ _ + B -K* _
U;ng—[(+ Vxx+%[fo_gl‘] vxx:g+K_V;x_%[fo_gt] (2.44)

2.3.3 The 1D TM Equations and Yee’s Scheme

In this subsection we discuss the grids that will be used for the FDTD method, then we introduce
the classical FDTD method for the TM equations. We introduce the IIM scheme that uses the FDTD
method at regular grid points and a corrected FDTD scheme at irregular grid points. We study
the consistency, stability and convergence of our scheme. We end the subsection by conducting
anumerical experiment to illustrate the success of our method in practice. Before discussing the
scheme, we first discuss the spatial and time mesh for our problem. We will define two spatial
meshes and two time meshes. We first define two spatial meshes. The first mesh is a discretization

of [a, b] into n, + 1 points. We define the first spatial mesh as

b—a
Xia = {xi ixj=a+iAx,i=0..n,, Ax= p }, (2.45)
X
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and the second spatial mesh as

Ax . b—a
Xhalf = Xl Xyl :a+7+1Ax, i=0..n., Ax= . . (2.46)
X

We refer to Xg,; as the main grid, and X}, .5 as the staggered grid in space. We now define the same
grid structure for the time variable, this time taking 7, + 1 time steps:

T
EuH:{l'iZfiZiAl', i=0..n;, At = Zlax}, (2.47)
t

and the second spatial mesh as

At Tax
}. (2.48)

Thalf={t,'+; : Ifﬂ_% = 7+iAt, i=0..n; At = n,

The FDTD scheme takes advantage of these grids approximating the derivatives in the TM equations

as follows:

n+3 n—1

du Ul Ui

S Wi ) = =+ O(AF), (2.49)

ov nHl_yn

ity )= —— -+ 0(AL), (2.50)
n+3 n+s

u u'+l —U,_1

S U ty)=—— -+ 0(Ax%) (2.51)

dv vl —ph

55Ky )= % +O(AX?). (2.52)

We now define the FDTD (Yee) scheme for the TM equation:

nty _oon—j At no_ ,n n
Yieg THiay T Ax\ T +ALf (2.53)
At 1 1
n+l _ n n+; n+z n
v =, _KiA_x(uHi —ui_% )+Atgl.
1
We use the short hand notation u?:f = u(xH%, fpyd ), vl.”+1 = v(x;, t,41), etc. This scheme is 0(Ax? +
2

At?) (second order accurate in time and space) for continuous permittivity and permeability. More-
over, the method is stable, in the sense of Von-Neumann stability analysis [60], for continuous K, 3,
under the assumption that Courant Friedrichs Lewy (CFL) condition is satisfied [47]:

( K)At<1 (2.54)
m —|—<1 .
Q%X BJAx
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2.3.4 The Corrected Yee’s Scheme for the 1D TM Equation

We can use the standard scheme (2.53) at regular grid points. At irregular grid points we need to
correct the scheme. Because the first and second time derivatives are continuous across the interface
we only need to correct the scheme for the spatial derivative terms.

We first discuss the correction required for %. The standard Yee scheme uses the spatial stencil
points (x;, x;, 1 X;41) to update the u at x; 1 for the next time step 7, 1. So there are two cases to

consider. In the first case, the interface point x = a satisfies
X SAS X1 S Xig, (2.55)

and in the second case,

x; < Xiyl <a<Xxiy. (2.56)

We begin the by addressing the approximation in the first case. Because the classical Yee approxi-
mation of the derivative is at x; 1 anda < x;, 1 then x; 1€ Q. We use the method of undetermined
coefficients to approximate the derivative about x = a by

ov*
Jx

(a,ty)=a; vl +b v/ (2.57)

The goal is to find the coefficients (a, b;) that make the approximation valid, while also obtaining
a desirable order of accuracy. In our application, we are interested in making an approximation

that yields an error 0(Ax?). We expand the right side of (2.63), noting that x; € 2~ and x;,, € Q" to

obtain
ovt o 4 ovt o%vt (x4 —@)? 3
ax (a, t)—av(v (a,t)+ E(x,~+1—a)+ 32 5 +0(Ax ))-1— (2.58)
ov~ 2%v~ (x; —a)?
- ov oV \W—ar 3
bv(v (a, t)+ ax (x;—a)+ 352 5 +0(Ax )).

“wo»

We further expand the right hand side to convert the
tions (2.39),

terms to “+” terms, using the jump condi-

+ ovt *v* (xip —a)
(@ t)=a3(u+(a, £)+ %(xi+1—a)+ a;z (x - @) +6’(Ax3))+ 2.59)
+ o+ p_ov' -
by(v (a,t)+(F 5 P [f])(xi_a)

(ﬂ_K+32U+ ﬂ—[fo—gt])(xi_a)z

_ 3
BTK- Ox? = 5 +0(Ax )).
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We do this so that now we can compare the two sides. Comparing the two sides yields a system of

linear equations for the unknown stencil weights for the corrected derivative,(a;, b;‘ ),

1 1 N
- a
Xim—a  fe(x—a) [b1]=

(xin—af B K (x—a) v
2 2P K-

(2.60)

(= =

This linear equation can be solved by means of the least squares method. Once we have solved the

. . . +
system for the coefficients, we introduce a correction, C/,

ov*

— +biu—C +0((ah +bHAx®), (2.61)

(a’tn): a, l+1

where

(2.62)

ﬂ_[fo_gt] )2
Clv+:b”+( A —a) = = = 200 )
to correct the terms generated by the jump conditions across the interface, resulting in an approxi-
mation of order 0((a} + b )Ax3).

We now examine the second case of the finite-difference approximation for ~ when x; <x;,1 <
o < x;;1. In this case, x 11 € Q™. Therefore we approximate the derivative on the left side of the

interface by finding the undermmed coefficients (a,,, b,) that yields a valid approximation:

%(a, ta)=a, v/ +b, v (2.63)
Next we expand the right side:
oV a0 :a—(u+(a, 0+ 2 o —a)+ Ot (K =@ ﬁ(Ax3))+ (2.64)
Jx v dx 8x2 2
b;(u—(a, £+ %_( a0+ S g 0(Ax3)).

“ o»

We further expand the right hand side to convert the “+” terms to
tions (2.39),

terms, using the jump condi-

6;;((1,1‘):61;(1) (1) (g+ ——+P [f)x,+1 )+ (2.65)
(s gt ey
+bv(v(a,t)+%( —a+ T er@(Axf‘)).
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We do this so that now we can compare the two sides. Comparing the two sides yields a system of

linear equations for the unknown stencil weights for the corrected derivative,(a;, b;‘ ),

1 1 0
+ a
g—_(xm—a) (x;—a) l i]= 1 (2.66)
Friin—a?  woap [LPV] |
2B K+ p

This linear equation can be solved by means of the least squares method. Once we have solved the

system for the coefficients, we introduce a correction, C;}",

ov~ v
(e t)=a, vfh + 0] = C + 0((a, + b)AX, (2.67)

where

ﬁ*[fo—gt] (xi+1—0!)2) (2.68)

G =y (B s — )+ — L
to correct the terms generated by the jump conditions across the interface, resulting in an approxi-
mation of order 0((a} + b )Ax3).

We now repeat the process of deriving the correction term for Z—Z. The standard Yee scheme uses
the spatial stencil points (x;_ 1 Xy X1 ) to update the v at x;, for the next time step t,,.;. Just like in
the case for g—;, there are two cases to consider for a valid approximation of g—;‘. In the first case, the
interface point x = ¢ satisfies

(2.69)

and in the second case,
<xif<asx;, 1. (2.70)

In the first case our approximation is on the “+” side of the interface, thus we wish to construct a
valid second order approximation
-

ou” 1
R +1
—=agu by 2.71)

“w

In the second case, because the interface is on the “-” side of the interface, our approximation will

take the form
du”

I
P a, uH% +b, u,_% . (2.72)
Based on whether x; is on the left or right side of the interface we find the coefficients (a;, b,') or

(a,,by)
We omit the details regarding expanding the Taylor series, which was previously shown for %,

we do however write the the linear systems to find the stencil weights for both approximations,
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and the corresponding correction terms respectively. First we write down the linear system and
correction term corresponding with the approximation. The linear system to find the stencil weights

(at,b})is

1 1 0
+ at
Xy =) x=(xy—a) || wi= |, (2.73)
(o, y=af  pK(x y—af | [ By 0
2 2K
The corresponding correction term is
2
o8] Plge _%ii—Y
c :b;( = (xi_%—a)—F Fx— r] 22 ) (2.74)

Next we write down the linear system and correction term associated with the coefficients (a,, b,)):

1 1 0
=@ (y=a||% = 1], (2.75)
BHK(x, 1—aP?  (x_1-af |[b,
i+5 i—3 0
2p-K+ 2
with the corresponding correction term
2
- (lg] prg: (=%
Ciu :au(ﬁ(xi%_a)—i_ﬁ[ﬁ_ t] 22 ) (2.76)

Then based on if the irregular “central grid point” of the spatial derivative approximation is to the
left (on the “+” side) or right (on the “-” side), we time step using the corrected scheme,

1 _1 At At +
ufﬁlz u'z (af v\ + bvi vl.”) +Arf" + c/ 2.77)
i+5 i+5 ﬂi+% i+5 ﬂi+%
1 1 +
M=yl —AtK,-(aju?:f + b:u?Jrlz) +Atg! +AtK;C" .
2 -2

v;

We note that at regular grid points the corrected scheme (2.88) simplifies to the classical Yee
scheme (2.53). That is to say that the correction term at regular grid points is zero, and the stencil
weights are the same as the Yee scheme.

We can recover the original TM fields by undoing the change of variables:

HY =—u, E?*=-—v. (2.78)
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2.3.5 A Numerical Experiment

In this section we conduct a numerical experiment to demonstrate that our method solves the
TM equations with discontinuous permittivity and permeability to second order accuracy. We will
test our method by using the method of manufactured solution. We propose a solution to the TE

equations
. 1 3 1
sin(x —3)+1¢ X<g3
ulx, t)=v(x,t)= (2.79)
sin((x —3)2)+ 13 x>3,
with permittivity function,
7 x< %
€= (2.80)
8 x= %,
and permeability function
4 x< %
U= X (2.81)
5 x2 3.

We begin with numerically demonstrating the consistency of our method by calculating the
convergence order. For all simulations, we take Ax = nlx, with spatial mesh 2 =[0,1] and T, = 1.
We also take At = zAx

— In Tables 2.4 and 2.5 we calculate the convergence order, using the || - ||, to

measure the error. Wg see that the convergence order of our method is oscillating about two. This
has been observed in numerous interface problems that are solved with IIM. In [64], it has been
rigorously proven that a second order method will show the behavior seen in the tables. The reason
for this is because the constant in error term in the Taylor series is dependent on where the interface
is with respect to the interface. The average convergence value determines the convergence order
of the method. When we average these convergence orders we find that the average convergence
value for the TM scheme is 2.01, and the average convergence order has a value of 2.04. Because
the average convergence order is close to two, we can conclude that our method is second order

accurate (this also shows the method is stable, but we verify this separately).

Next we show that the method is stable. We introduce the following Definition and subsequent
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Table 2.4 Error and Convergence for Solution u.

Ny Error | Convergence Order
16 | 3.56e-4 -
32 | 1.10e-4 1.69
64 | 2.06e-5 2.41
128 | 6.64e-6 1.63
256 | 1.26e-6 2.39
512 | 4.11e-7 1.61
1024 | 7.86e-8 2.38

Table 2.5 Error and Convergence for Solution v.

ny Error | Convergence Order
16 | 2.96e-4 -
32 | 9.90e-5 1.58
64 | 1.60e-5 2.62
128 | 6.00e-6 1.41
256 | 9.66e-7 2.63
512 | 3.76e-7 1.35
1024 | 5.59e-8 2.65

Lemma, taken from [96], to discuss the stability of our method:

Definition 2.3.1. Suppose a finite difference scheme of the form Z"*! = S, Z" + F", where F is
bounded and the subscript k indicates that the time-stepping matrix is dependent on the time step.

The time-stepping matrix S is said to be stable if for some C > 0,
Isfl<c

for all n and k such that 0 < nk < Typg-

Lemma2.3.1. If all the eigenvalues of Sy satisfy |A;(S;)| < 1+ 0(At), and ||F"|| < C, for some constant
independent of Ax and At, then the explicit scheme Z"*! = §; Z" + F" is stable where F is the source

vector.

We note in our instance that F” is always bounded, therefore we only need to show that the
eigenvalues satisfy the condition stability criterion. In Table 2.6 we show the result of numerically
calculating the largest eigenvalue for the matrix S; in magnitude (the spectral radius of S;), which
we denote as p[S;] as we continually refine the mesh. The matrix Sy, is the discretized differential

operator that is obtain by applying our finite-difference method to the infinite dimensional problem.
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Table 2.6 Eigenvalues of time step matrix S; for different meshes such that At = Z\A/XT, and Ax = ni
[T X

Ny p[sk]
16 1.000
32 | 1.000
64 1.000
128 | 1.000
256 | 1.000
512 | 1.000
1024 | 1.000

We observe that in all cases that the maximum eigenvalue is exactly one. This means that our method
is stable. This shows that as long as we satisfy the CFL condition, we obtain stability of the IIM
scheme,

Our numerical experiment demonstrates the consistency and the stability of our scheme. Be-
cause the state equation is a linear PDE, we invoke the Lax-Equivalence Theorem [64, 66] to establish
convergence. Since we have shown numerically that the scheme is consistent and stable, then we
can guarantee the convergence numerically. In Figure 2.3 we plot the true and numerical solution
for u, v at t =1 on the finest mesh with n, = 1024. We see that indeed the numerical and true

solution agree (which is supported by our average convergence order).
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u v

—— True Solution —— True Solution

1.4~

1.41 -®- Numerical Solution -®- Numerical Solution

0.00 0.25 0.50 0.75 1.00 0.00 0.25 0.50 0.75 1.00

Figure 2.3 Solution of the TM equation at t=1.
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2.4 The 1D TE Equations and Yee’s scheme

In this Section we introduce the FDTD scheme for the TE equations. This subsection will follow
a similar structure to the previous subsection 2.3.3. We direct the reader to Section 2.3.3 for a
description of the mesh used in the FDTD method and the notation convention used to describe
the scheme. We note that the TE scheme uses the exact same mesh as the TM scheme.

In the TE equations, we approximate the derivatives as follows:

du u™t—yn

=7 (6 by y) = =+ 0(AL), (2.82)
n+3 n—1

ov Vil TV

5, Gy )= — o 0(Ar), (2.83)

ou ul  —ul

S5 iy ta) ==+ 0(AX), (2.84)
n+s  n+i

v Vied 7V

a(xi,tn%): %'Fﬁ(sz). (2.85)

We now define the FDTD (Yee’s) scheme for the TE equation:

At 1 1 1
n+tl _ . n_ n+z _ _nt3 n+;
u; " =u; ﬁiAx(vHé l/l,_% )—I—Atfi (2.86)
nty _ onl At( . n
Vil = Vi1 K”%_Ax Ui —U; +Atgl.+%.

As was the case for the TM scheme, the TE scheme is 0(Ax? + At?) (second order accurate in time

and space) for continuous permittivity and permeability. We must also satisfy the CFL condition for

stability of the scheme:
max( K)At <1 (2.87)
.t BJAx ™ '

2.4.1 The Modified Yee’s Scheme for the 1D TE Equation

We omit the details of deriving the linear systems and correction term for the spatial derivatives in
the TE equations because the derivation is exactly the same as was done for the TM equations in
subsection 2.3.3. We provide the summary of the scheme as follows: if a spatial gridpoint is irregular
then

At 1 1 LENVAN .
+1 _ + n+ + n+ n+
u; —ul."——‘(auvl_+12+byvi_12)+Atfi 2+—.Cl.” (2.88)
ﬁl 2 2 ﬂz
n+y  n—3 £ n £ 1 n u*
Vipr =V —AtKH;(auuiH—l—bu ui)+Atgi+;+AtKi+;Ci .
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If regular then we use the standard FDTD scheme. The weights and correction term based on the
position of the irregular grid point is

1 1 0 1 1 0
B~ at + a”
xipp—a grlya-a||"v=11|, |[Fa-a) (oi—a)| "= 1], (2.89)
(x,1-af P K*(x, 1 —al | | Dy BrK-(x 1—af (x_1—a? ||Dy
i+ i 0 *3 2 0
2 BTK2 2p-K+ 2
where
- ﬁ_[fo_gt](x 1 —a)?
v _
¢ = by =By — )= — —) 2.90)
_ + ﬁ+|:fo_gt:| (xi+l_a)2
14 — 2
C, :au(ﬁ 1y =)+ — 5 ) 2.91)
and
1 0 1 1 0
K+ a, K- ay
(ximn—a) == || D=1, |xwEin—a) (—a)f| “f=[1}, (2.92)
o-a?  pritta? [LPu] o] B a—e? e [Pl
2 26V K- 2B~ K+ 2
where
. —g] B8 (x; —a@)?
Cl.” = b:( - (Xi—a)_K_[Fx_ft]—l 5 ), (2.93)
-_ (gl B8 (Xi1 — @)
Cl.u :au(ﬁ(xi-kl—a)-l'ﬁ[ﬁx_ft] e 5 ) (2.94)
We note that we can recover the original TE fields by undoing the change of variables:
EY=u H*=v. (2.95)

2.4.2 A Numerical Experiment

In this section we conduct a numerical experiment to demonstrate that our method solves the
TM equations with discontinuous permittivity and permeability to second order accuracy. We will
test our method by using the method of manufactured solution. We propose a solution to the TM
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equations

sin(x—3)+1%  x<3
ulx,t)=v(x,t)= _ ) | (2.96)
sin((x—3)2)+1> x>3,
with permittivity function,
8 x< %
€= (2.97)
4 x>3,
and permeability function
3 x< %
u= X (2.98)
6 x2> 3.

We repeat the steps discussed in Section 2.3.5. Using the same spatial and time mesh as we used
for the TM numerical experiment. We first report the convergence order for the different mesh sizes
in Tables 2.7 and 2.8. The average convergence orders are 2.04 and 2.04 respectively, which means
that our method is second order accurate [64].
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Table 2.7 Error and Convergence for Solution u.

n Error | Convergence Order
16 2.90e-4 -
32 1.03e-4 1.49
64 1.59e-5 2.69
128 | 6.16e-6 1.37
256 | 9.65e-7 2.67
512 | 3.86e-7 1.32
1024 | 5.99e-8 2.68

Table 2.8 Error and Convergence for Solution v.

n Error | Convergence Order
16 2.88e-4 -
32 1.10e-4 1.38
64 1.56e-5 2.82
128 | 6.70e-6 1.22
256 | 9.48e-7 2.82
512 | 4.14e-7 1.19
1024 | 5.87e-8 2.81
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We omit the details of the time step matrix, which was shown in Section 2.3.5, because in this
case the matrix is the transpose of the matrix that was presented. A square matrix and its transpose
matrix share the same eigenvalues [75], however, we still calculate and present the eigenvalues for

different mesh sizes in Table 2.9.

Table 2.9 Eigenvalues of the transpose of the time step matrix Sy for different meshes such that At = zf/x%,
and Ax = .-
n, | plS;]
16 1.000
32 1.000
64 1.000
128 | 1.000
256 | 1.000
512 | 1.000
1024 | 1.000

Since we have numerically established the consistency and stability of our method, we again
can invoke the Lax-Equivalence Theorem [64, 66] to establish the numerical convergence of the
numerical solution to the true solution of the problem. In Figure 2.4 we plot the true and numerical
solution for u, v at t =1 on the finest mesh with n, = 1024. We see that indeed the numerical and

true solution agree (which is supported by our average convergence order).
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u v

—— True Solution —— True Solution

1.4~

147 _e- Numerical Solution -®- Numerical Solution

0.00 0.25 0.50 0.75 1.00 0.00 0.25 0.50 0.75 1.00

Figure 2.4 Solution of the TE equation at t=1.
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CHAPTER

3

AN AUGMENTED IMMERSED
INTERFACE METHOD TO SOLVE
MAXWELL'S EQUATIONS IN ONE AND
TWO DIMENSIONAL SPACE

3.1 Chapter Outline

In this chapter we introduce an ADI-Yee’s method combined with the IIM[64]. In chapter 2, we
introduced a direct IIM that took advantage of Yee’s scheme. We cannot apply the same idea for
2D Maxwell’s equations because the jump conditions cannot be isolated for i.e we may know the
jump, [y + uy, ], but wouldn’t be able to establish what the direct jumps conditions were from
the previous jump condition i.e [u,],[u,,]. Instead we introduce an ADI-Yee’s scheme that takes
advantage of the augmented IIM [64]. In this perspective, we introduce augmented variables to take
the role of the value of unknown jump conditions we cannot explicitly derive from the PDE. We
first present the idea for the 1D Maxwell’s equations, then generalize this framework to solve 2D
Maxwell’s equations where the interface can be curved. As in chapter 2, our IIM method for solving
Maxwell’s equations is second order in time and space. In 1D we prove that our method is stable

and in 2D we show numerical results which establish the stability, without proof. In all situations we
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observe as long as the CFL condition is satisfied this is sufficient to ensure the numerical stability of
our method. We provide two numerical experiments to demonstrate that the convergence order of
our method is two. The convergence order being two indicates the method admits a second order

truncation order in time and space, and is stable.

3.2 The ADI-Yee’s Scheme for One-Dimensional Maxwell’s equation

We first use the one-dimensional example to illustrate the idea. Note that if we let

1
) (3.1)

u=—H", p=E% p=p  K=-

then the one-dimensional Maxwell’s equations (TM) can be written in the form of the one-dimensional
acoustic wave equations
1
ut+5px=0 (or f(x,1)), 0<t, a<x<bh, (3.2)
p:+Ku,=0 (or g(x,t)), 0<t, a<x<b, (3.3)

with initial conditions u(x,0) and p(x,0) and appropriate boundary conditions, where u; = ‘;—Lt‘,

Uy = ‘2—;‘, and so on. We add source terms f and g to the right-hand side so that we can construct

analytic solutions more easily.

3.2.1 Yee’s scheme for a regular one-dimensional problems

Givenamesh x; =a+ih,i=0,1,---,N, h=(b—a)/N, and a time step size Af, tk = kAt, Yee's
scheme for the one-dimensional problem has the following form:

k12 k=12 VAL k k
Uip1jp = Uity — o (pf—pf)+At Iy (3.4)
KAt
k+1 _ k k+1/2 k+1/2 k+1/2
pi =P _T( i+1/2 _ui—1/2)+Atgi ’ (3.5
where ufjll/zz ~ u(x;+h/2,t* 4+ At/2)is an approximation to the solution and so on. The discretiza-
tion is explicit and second order accurate O((At)? + h?). Note also that the discretization is a second
order time splitting scheme at (x;1 /2, tk) for the first equation, and at (x;, t¥*1/2) for the second
equation. The CFL condition is
K At At . Jo)
max —— <1, or — <miny/ —. (3.6)
O p h h Qr VK
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The finite difference scheme can be written as
25 = 5. 7k + FF, 3.7)

k—1/2
i+1/2”

satisfied, the spectral radius of S satisfies p(S) <1+ CAt for the convergence, where C is a constant
independent of / and At.

N
where Z¥ = | u pik]i—o is the solution vector at time ¢* and so on. When the CFL condition is

3.2.2 Jump Conditions and the Modified Finite-Difference Approximations

Now we assume that p and K are piecewise constants and have finite jump discontinuities across
a fixed interface x = a in the solution domain. We refer to the jump conditions in 2.3.2, which we
again use here. The jumps are defined as the differences of the related limiting values from each
side of the interface.

Numerically there are several approaches in discretizing the partial differential equations ac-
curately. One approach is to modify the finite difference stencil and coefficients as in [23, 110],
which often leads to large finite difference stencils and compromises the stability analysis. Another
approach is to keep the finite difference stencil unchanged but introduce augmented variable(s) and
equations as in [65]. For the one-dimensional case, the differences between different approaches are
notsignificant but will be in two dimensions. We introduce an ADI-Yee’s method for one-dimensional
problems and carry out the consistency and stability analysis. The fundamental discretization for-

mulas are also used for two-dimensional problems.

[ u
Xit 112
o e HoeH—e e
Xi_1 X Xiv1
o o

Figure 3.1 A diagram of one-dimensional stencil and an interface «.

If we know the jump condition [u,] = g, and [u, ] = ¢,, which we are unable to derive explicitly
from Maxwell’s equations, then we can get a second order accurate discretization from the following
lemma.

Lemma3.2.1. Let u(x)be a piecewise C3 function in (x;,@) and (@, x;4,) with finite jumps [u], [u,],
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and [u,,] at @, where x; < a < Xj1, Xj;1 — X; = h. Then we have

)+Ci+0(h?) ifx;+%<a,

3.8)
J-Ci+or?) ifa<x;+,

u(xpa)—ulx) [ w(x,
L ' (xy,

[ T

where C; is given by

[+ — @)l )+ g — ]
J h 4

(3.9)

as seen in [64].
Proof. We prove the first case in which x; + h /2 < a. Define the extension of u(x) from the left side

of a to the right as

1 1
ul(x)= u_+(x—a)u;+é(x—a)zu;x+5(x—a) U o x>a. (3.10)

Then we have

u(xj)—ul(x;)  ut+(xjp—aul+ %(xjﬂ —aful +O0(h*)—u(x;)

h _ - (3.11)
T+ (X —@ug + (0 — @, + 5 — @, + O(h®)— ulx;) (3.12)
p— h :
. [u]+(xj+1—a)[ux]+%(Xjﬂ—a)z[uxx] (3.13)
h
=~ (xj+1})l— s Cj+ 0= (1,1 )+ Cj+ OR?) G.19)
O

The proof for the case x; <a < x; + h/2 is similar.

3.2.3 Interpolation for the Interface Conditions

We can approximate [u,] and [p,] explicitly as it was done in [23, 110], which will destroy the
structure of Yee’s scheme and will lead to a small CFL number. In our approach, we solve [u,]
and [p, ] implicitly and we will show that the CFL condition is nearly unchanged with a possible
order O(h?) perturbation. The augmented variables should be chosen such that the jump condition
[Ku,]=[g]is satisfied at t5+7 while [%px] =[f]is satisfied at t**1.

In our algorithm, [u, ] and [p, ] are used as intermediate variables so that the interface conditions
can be satisfied, which is done through some interpolation formulas from function values. A second
order accurate interpolation formula is stated in the following lemma.
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Lemma3.2.2. Let u(x) be a piecewise C? function in (xj—1,a) and (@, xj;) with finite jumps [u],

[uy], and [u,,] at a, where x; <@ < X1, Xj— Xj_; = Xj ;1 — X; = h. Then we have
u (@) =r1u(xj_1)—(r1 +72)ulx;)+ r2u(xje1)+ C; + O(h?), (3.15)

where the coefficients and the correction term are given by

_a—xj 1 _a—xj 1 ) 3.16
Nn=—5 "oy T Yoy (3.16)
_ 1
Cy =2 [0+ (1= s+ 5y — @11 (3.17)

Proof. Similar to the proof in Lemma 3.2.1, we use Taylor expansion of u(x;_), u(x;), and u(x;;,)

at a from each side of the interface to have

riu(xj—)—(r1+r2)ulx;)+raulxjg)+C; (3.18)
- 1 -
=u (a)+r, ([ ul+(xj —aucd+ S(xjn _a)z[uxx]) +Cj+0(n?), (3.19)
which leads to the lemma immediately. Note that C i =—r2C;jh where C; is defined in 3.9.

The interface condition [Ku,] = [g] is discretized using the interpolation scheme above as

follows. We use the following approximation

K'ul—K u_=K"(u_+lu,))—K u, =[Klu_ + K u,]=[gla (3.20)

= [u,]= (8o (K, ;([f(]u; (3.21)
a K }

= [}i —[ﬁ](hu(x,-_l)—(h +y2)ulx;)+12ulxi)+ C;)+ O(h®). (3.22)

O

From the expressions above, we have the following lemma.

Lemma 3.2.3. Let u(x) be a piecewise C? function in (xj_1,@) and (@, x;4,) with finite jumps [u],
[uy], and [u, ] at @, where x; < a < xj;, Xj4; —X; = X; — xj_; = h. Then we have

1 . IK
[uxl= | Ko, ([Ii]ﬂL _%(Ylu(xj—l)_u’l‘i‘)’z)u(xj) (3.23)
K+
+rau(Xji)+ C‘j))+0(h2) (3.24)
=Bru(xj1)—(Br+ B2)ulx;)+ Bou(xj1)+ B3lgla +/34Cj +0(h?), (3.25)
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for some constants §; (j =1,2,3,4) that are determined from above expression, where
- 1 )
Cp==r2|[ul+ S (xp —a) el |- (3.26)

3.2.4 The ADI-Yee’s Scheme for the One-Dimensional Maxwell’s Equations with an In-
terface

To deal with the discontinuities in the coefficients and maintain the structure of Yee’s scheme, we
need to add correction terms when the interface falls in the finite difference stencil. Take the diagram

- . . Lo k+3
in Figure 3.1 in which x;, 1SA<Xj4, for example, only the finite difference formulas for uj:f and
2

p]kfll need to be modified as
1At
k+1/2 _  k—1/2 ! kP k
Ujrrp = Ujprp — o (pj+1 —Pi = Cj+1/2) +ALfi (3.27)
KAt
k+1 _ k k+1/2 k+1/2 k+1/2
P =Pja— T (”j+3/2 Uit lej-l) tALgL (3.28)
where (note that [u]=0and [p]=0)
1
Clup == a[p]+ 35— [ps] (3.29)
1
iy = G2 g 7], 530

For practical reasons, we approximate the second order jumps explicitly. The modified finite
difference scheme can be written as

21 = 5. ZF + BQF! + FF, (3.31)

k—1/2
j+1/2°

term due to contributions from the second order jump corrections, and Q**! has only two non-

N
where ZF = [u p}“] o is the k-th finite difference solution vector, F¥ is the modified source
]:

zero entries corresponding to [ p)f] and [u’;“/ 2]. The so-called augmented variable Q**! should be
chosen such that the interface conditions in 2.3.2: at time ¢** for the first equation, and ¢*+1/2 for
the second equation, are satisfied. In discretization, Q“*!’s two components have the expressions

like (3.23). Thus the discretization of the interface conditions can be written as

k+1 k+1 k _
RZ*™ +GQ""' —F; =0. (3.32)
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If we put the two equations 3.31 and 3.32 together, we get

Zk+1
Qk+1 =

I -B
R G

SyZ* +Fk
k
F2

= F]f (3.33)
= F§ . .

Eliminating Z**! in (3.33) gives the Schur complement equation for Q
k+1 _ gk k
(G+RB)Q"" =F; —RFy. (3.34)

For fixed interface and time step size At, the matrix (G + R B) is also fixed. Thus, we can use one
step P(G + RB)= LU decomposition and find subsequent solutions Q**! rather easily, where P is a

permutation matrix.

3.2.5 The Stability Analysis for the One-Dimensional Algorithm

If there is no interface, then the CFL condition for Yee’s scheme is At/h < v/p/K, see [25, 47, 76).
Since we treat the correction terms implicitly, we do not expect that the CFL condition will change
as verified in our numerical tests. Note that, for the first order linear system of partial differential
equations with interfaces, second order derivative corrections are not so important since they
are O(h?) terms. In this work, to further simplify the new algorithms, we treat the jumps in the
second order derivatives explicitly. Thus, if we treat [u,, ] and [p, ] as known source terms, then for
one-dimensional problems, we can find an explicit expression of Q¥*! using (3.23) as

(a4 = rul (B Poluf + Poul i, + CFHE, (3.35)
where the correction term C*+2 depends on jumps [g]’”% and [u,,]¥*2 etc. There is a similar re-
lation for [p,]. Our stability analysis is based on Lemma 2.3.1. Note that the stability condition
in Lemma 2.3.1 is also sufficient for the convergence for any initial data and F°. For Yee’s scheme
without an interface, the condition is satisfied if the CFL condition is met. Now we consider the
ADI-Yee’s scheme when there is an interface «. In this case, we can find the entries of B in (3.31)
explicitly for the one-dimensional problem. For instance, assume that x el Sa<Xj; then the
entries of B are zero except for a 6-by-6 block corresponding to

[uffll //22 , uﬁll //22, uf:; //22 , P ;‘“, p ]l‘jll, p ;‘:21], see Figure 3.1 for an illustration. In fact, from Lem-
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mas 3.2.2 and 3.2.3 we know that

a—x] 1

01=C1( 5 —ﬁ)(xjﬂ—a)» (3.36)
a—x]- 1

(ZZZCI( 12 +E)(xj+1—a), 3.37)
=Xyl 1 h

ﬂl—Cz(—hzj - —%)(xﬂﬁg—a), (3.38)
a—x1 1 h

— ]+2 —_— . — —
ﬂZ_CZ( 12 +2h)(x]+1+ ) a), (3.39)

|—

where C; = % <land G, = KTAI < 1 from the usual CFL constraints of Yee’s scheme. Using the

w

relation (3.23) we can write the ADI-Yee’s Scheme as

(I—E)ZF' =, ZF + F*. (3.40)

We note that E is a matrix of all zeros, except in certain diagonal blocks. These special blocks
correspond to 6-by-6 matrices, which we denote as Ej, for each irregular grid point with index j.
The block matrix E; takes the form

0 0 0 0 0 0 \
0 0 0 o —(a1+ay) oy
0 0 0 0 0 0
E;= (3.41)
0 0 0 0 0 0
Br —(Br+B) P2 O 0 0
0 0 0 0 0 0

The eigenvalues of Is— E; are A; <1, i =3,--,6, due to the stencil weights associated with the Yee’s

scheme [47], except for two listed below that we find using Maple:

—h?+4/CCy(—2x;—3h +2a)2a—2x;— h)(a—x;)? | h?
N e e i T [ e e g .
4C1C2(a—xj—h/2)(a—3h/2—xj)(a—xj) —h4

(=% +4/CCo(—2x;—3h +20) (2a —2x; — h)(a— x;)2 ) h?

Ay =— (3.43)

4C1C2(oz—xj—h/2)(0{—3h/2—xj)(oz—xj)z—h4

The stability of the ADI-Yee’s scheme is stated in the following theorem.

Theorem 3.2.4. If the conditions of Lemma 2.3.1 are satisfied, and [u] =0, [p] = 0; and [u, ] and [py ]
are known (exact) quantities, then the ADI-Yee’s scheme for one-dimensional Maxwell interface

problems is stable, and thus is also convergent.
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Proof. From the relation (3.23) we can write
(I—E)ZF' =8, ZF + F*. (3.44)

Using Maple shows that I; — E; is invertible and its eigenvalues are bounded by (1+ CA¢) assuming
At ~h.

It is easy to find the extreme values of |A;| and |A,| above for x j+l < a< xj; as asingle function
of a. We use Maple again to obtain that |A;/=1, i =1,2. Note that when a = x; L1 we have exactly
A =1

For The ADI-Yee’s scheme, S;. can be written S, = I + E; and || E;|| < CAt for some constant C,
and the structure of E; is determined by the Yee stencil weights. Using eigenvalue perturbation
theory, we know that the eigenvalues of (I — E)™! S, are those eigenvalues of (I — E)~! with an order
of At perturbations, that is, A;((I — E)! S )=2A; ((I— E) ™Y+ O(At). Thus, there is a matrix norm
such that || (I — E)"! S|| < 1 + CAt, which guarantees the stability of the ADI-Yee’s scheme. O

We use an explicit one-sided finite difference to approximate second order derivative jumps of
[u,,]and [py,]. Since the second order derivative jumps are high order terms (O(h?)), they have
little effect on the stability. In one space dimension, whether we treat second order jump conditions

explicitly or implicitly does not make much difference, but it will for two-dimensional problems.

3.3 The ADI-Yee’s scheme for the two-dimensional Maxwell’s equation

with an Interface

In two space dimensions, Maxwell’s equations for the TM waves are

3Hx+13EZ_0 (3.45)
ot udy ’
J0HY 10E* o (3.46)
ot udx '
Lt L LA e
ot e\ Oy ox ) '
The jump conditions are
[z-H]=0, [n-pH|=0, [E*]=0, (3.48)

where n is the normal vector to the interface and 7 is the tangent vector to the interface curve. Again,
we assume that all the coefficients are piecewise constants that can have a finite jump across the
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interface I'. Note that if we let
X Z ]'
u=—H’, v=HY, p=E?, P =, K:E, (3.49)

then the two-dimensional Maxwell’s equations (TM) can be written in the form of the two-dimensional

acoustic wave equations

v, Lor_, (3.50)
ot pady ’
a_u_,_la_p:, 3.51)
ot podx

a_P+K(@+3_“):0 (3.52)
ot Jdy 0x ' '

with given initial and boundary conditions.

The jump conditions now become

lc.( _”u )l:o, [n.p( _”u )]:0, [K (v, + uy)]=0, [%pn]zQ (3.53)

along with [ p] = 0. More discussion regarding the jump relations can be found in [23, 108].

3.3.1 Augmented Variables and the Enlarged System

To use the ADI dimensional splitting approach for Maxwell’s equations with discontinuities across a
material interface I' = (X(s), Y(s)), where s is a parameter on the interface, say the arc-length, we
introduce several intermediate variables, also called augmented variables. We set

0 0 0
ql(s,r)=ln-(_”u )l als0=| 50| wsn=|50] atsn=[50] s

If these variables are known, then we can discretize Maxwell’s equations dimension by dimension
as in the one-dimensional case. That is why the new method is called the ADI-Yee’s scheme.

Note that since we know [7 -[u, —v]T], we can solve for [¢] and [v] in terms of the known normal
and tangential directions. Note also that there are different ways in introducing augmented variables.
The main motivation of our choice is that we can still use Yee’s scheme near and at the interface
with modified right-hand sides.

Given ¢, ¢», g3, and g, with required regularity, for example, g; € C(I'?), ¢», g5, g4 € C(T'), we can
solve Maxwell’s equations (3.45) or (3.50) to get the solution (u, v, p) that depends on ¢, ¢», g3, and
gs- The solution in general does not satisfy the original jump conditions (3.53). Thus we have an

58



enlarged system: the original Maxwell’s equations (3.45) or (3.50), the original jump conditions

(3.53), and the newly introduced interface jump conditions eq3.54.

3.3.2 Equivalence of the Original and Enlarged Systems

The wellposedness of the Maxwell initial and boundary value problems is well established with
consistent initial and boundary conditions [47]. Assume that the original initial and boundary value
problem of Maxwell’s equations (3.50) and the jump conditions (3.53) has a unique solution [86, 108].
Then the solution is also the solution of the enlarged system since ¢, -, g, are all from the solution
and their derivatives. The existence of the solution of the enlarged system can be established easily.
On the other hand, if there is another set of solution (u, v, p), then it will satisfy Maxwell’s equations
(3.50) and the jump conditions (3.53) in addition to the augmented relations (3.54). Thus from the
uniqueness of the original initial and boundary value problem of Maxwell’s equations (3.50) and

the jump conditions (3.53), the solution must be the solution to the original problem.

3.3.3 The ADI-Yee’s scheme in two dimensions

We assume that the domain (2 is rectangular, say [a, b] x [c, d]. We use a uniform M x N grid with
xi=a+ih, yj=c+jh, h=(b—a)/M =(d—c)/N, for simplicity of the presentation.

r >0
Qv
O
0<0 "
Yi ¢
o X

Figure 3.2 A diagram of a two-dimensional stencil, an interface I', and orthogonal projections where the
augmented variables are defined.

We use the transverse magnetic (TM) case to illustrate our algorithm. According to Yee's scheme,

we use pl.kj ~ p(xi, ¥, t*) as the finite difference approximation at a grid point (x;, y;j) and the

k+1/2. and yk+1/2

) . .
i+1/2,] i+l Yee’s scheme for non-interface problems is the

time level t*, and similarly for u
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following

k12 k=12 1AL 4 k
Vij+1/2= i,j+1/2__h_(pi,j+1_pij)’ (3.53)
p hny
k+1/2  k—12  LAL k
Uit12,j = i+1/2,j___(pi+1,j_pij)’ (3.56)
p hy
Uk+1/2 o Vk+1/2 uk+1/2 o uk+1/2
pzkH _ pik‘ _ KAt i,j+1/2 i,j—1/2 " i+1/2,j i—1/2,j (3.57)
j j n, h,

We use a level set representation for an interface I' in the domain. That is, the interface is the zero
level of a Lipschitz continuous function ¢(x, y). For example, for a unit circle interface x? + y2 =1,
one of (and the ideal) level set functions is p(x, y) = y/x2+ y2—1. In general, the signed distance
function is recommended for numerical computations. In discretization, the level set function is
determined explicitly by its values at the grid points ¢;; = ¢(x;, y;), for example, for the unit circle
interface, ¢;; = 1/x} +y7—1.

We classify a grid point (x;, y;) to be regular or irregular using the level set function. At a grid
point (x;, y;), define

™ =max{p; 1 j, iy Pit1,jp Pi 1 Pije1 ) (3.58)
sﬂmin Zmin{‘ﬁi—l,j,%,j, Pivl,j» Pi,j—1 SDi,jH}- (3.59)

If pma*min > 0, the grid point (x;, ;) is called regular, otherwise it is irregular, meaning the
interface cuts through the standard five point finite difference stencil. Note that, with the level
set function representation, the interface can cut the grid line only between two neighboring grid
points, for example, (x;_;, y;) and (x;, y;) once.

At an irregular grid point where the interface cuts through either the x-axis or y-axis, we simply
add the correction terms to Yee’s scheme as in the one-dimensional case:

k+1/2 _ k-1/2 LAt Py
Uivj+1/2 T Vi 12T p h (pl j+1 pz] C )’ (3.60)
1 At
k+1/2 _  k—1/2 p,x
Uivryo,j = Uitaye,j— p h (szr] j P,] + C ), (3.61)

(3.62)

k+1/2  k+1/2 +C.v.,y k+1/2 k+1/2 +Cux
hy hy ’

v, . v, . A L —
k+1 _ Kk i,j+1/2 i,j—1/2 i+1/2,j i—1/2,j
Pij pij—KAt(

where CZ Y, Cf; i Cll;y, and C * correspond to correction terms, see Lemma 3.2.1 and 3.8-3.9, if
the interface cuts the staggered finite difference stencil. Since we use the dimension by dimension
discretization and the specially selected augmented variables, the formula in Lemma 3.2.1 is used

for the correction terms. Again, we approximate the second order jumps explicitly. The modified
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finite difference scheme can be written as
ZM1 = 5. 2" + BQ¥! + FF, (3.63)
where Q¥*! is the vector of the discrete augmented variables ¢, ¢, g5, and g, defined in 3.54.

3.3.4 Discretization of the Interface Conditions

In order to discretize the interface conditions, we need to choose a set of points (X;,Y), [ =
1,2,---,Np, called control points, on the interface. With a level set function representation and
assuming that the level set function is a good approximation of the signed distance function, see for
example [81, 91], we use the orthogonal projections of irregular grid points (x;, y;) on the interface
from one particular side, often Q*, see the little hexagons in Figure 3.2 for an illustration. If we know
values of a given function at those points, we can find the function value, its first and second order
surface derivatives from a local reconstruction, see [64] for the details regarding how this idea has
been used for other application problems.

The discretization of (3.53) is done using the second order least squares interpolation scheme [64].
In the least squares interpolation scheme, we select more grid points, often 9 ~ 12 in two dimensions,
than that of needed for second order accuracy. Advantages of the least squares interpolation include
balanced coefficients and more accurate derivative approximations.

We take the last jump condition [%) pn] =0in (3.53) at (X}, ;) at time level k + 1 as an example.

The interpolation using pl.’;.+

1 [p]=0, and g, = [p,] is an approximation to [%p;;— f%pn_ =0 at
(X;,Y;) and the time level k + 1. The interface condition is equivalent to [%] p, + ’% =0. The least

squares interpolation scheme is

zr—1 k+1

1 I k+l ka1 a
[_] Z T2 pi*jrz.j“rz -G+ —=0, (3.64)
p z=0 P

where (x;:, yj:) is the closest grid point to (X;, ¥7), z; is the number of grid points involved in the
interpolation scheme (9 ~ 12), and C lk“ is a correction term.

It is more convenient to use the local coordinates in the normal and tangential directions,

E=(x—X;)cosO +(y—Y;)siné, (3.65)
n=—(x—X;)sinf +(y—Y;)cos@, (3.66)

where 0 is the angle between the x-axis and the normal direction n=(cos 8,sin 8) at (X;, ;).
For simplification of notations, we will drop the time level dependance t**! and k + 1. The
coefficients {yé} are determined by minimizing the interpolation error of (3.64) when p;. ; iy, is

substituted by the exact solution p(x;s;, yj«+z,:). Using the local coordinate system centered at the
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point (X;, ¥;), and denoting the local coordinates of (X;, ;, yj«+2) as (£ 2,7 .), we have the following

from the Taylor expansion at X; =(X;, ¥;), or (0,0) in the local coordinates:
P(Xivszr Yjorz) = p(E22) = PT +E2pF 4120y (3.67)
+%5§p§5+€znzp§n+%ninﬁnw(#), (3.68)
where the ‘+’ or ‘—’ sign is chosen depending on whether (£,,7,) lies on the ‘+" or ‘—’ side of T, p*,

p;, - pnin are evaluated at the local coordinates (0,0), or X; =(X}, ¥}) in the original coordinate

system. The coefficients {y,}’s satisfy the following linear system of equations:

Z[—l Z[—l

> rl=0, >orle=1, (3.69)
z=0

z=0

Zl_l 1 ZI—I

D rin.=0, 5 DL TE=0, (3.70)
z=0 k=0

Z]_l 1 Z[—l

D> rbEn. =0, QZTi n* =0. (3.71)
z=0 z=0

Once {yi}’s are computed, the correction term ClkJrl is determined from the following:

CH' =ayq + aslp,)+ ag[pzz |+ aro [pzy )+ @12 [Pon ], (3.72)

where a, =, i+ 7L, s = cxr E27L, a5 =3 ,cx+ M.7., and so on; z € K+ means that the grid
point involved in the interpolation (X;.,z, yji.) € Q*.
If we carry out such a local least squares interpolation for all the interface conditions 3.53, the

discretization can be written as
RZ*' + GQ*' —Fk =0, (3.73)

where the vector Q¥*! contains the discrete values of ¢;, ¢», g3, and ¢,, and the non-zero en-
tries of R and G are the coefficients of the local interpolations scheme. Thus, the size of Q*+!
is O(4Np) ~ O(4N). The procedure is the same as described early except that the matrices R, B, and
G are different, and unlike the one-dimensional case, we can not solve Q**! explicitly. Once again,

eliminating Z**! in (3.63) gives the Schur complement equation for Q
k+1 _ gk k
(G+RB)Q*" =F; —RFY. (3.74)

For fixed interface and time step size A¢, the matrix (G + R B) is also fixed. Thus, we use one step

P(G + RB) = LU decomposition and find subsequent solutions Q**! rather easily, where P is a
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permutation matrix.

The Convergence Discussion: The ADI-Yee’s scheme is consistent with O(h?2). This is a result of
using the Yee stencil from Yee’s scheme. For a line interface that is parallel to one of the axes, the
Maxwell interface problem is essentially a one-dimensional interface problem, and the ADI-Yee’s
scheme is stable with the usual Yee’s CFL constraint. For general interfaces, the study of the stability
is complicated and it is still a challenging open problem. Nevertheless, all our numerical tests show
that the usual Yee’s CFL constraint is enough for the stability. There are two intuitive explanations of
the stability. The augmented variables are determined implicitly, which often improve the stability.
Secondly, the modifications are needed at grid points near or on the interfaces. The number of those

grid points has co-dimension one compared with the total number of grid points.

3.4 Numerical Examples

We have implemented our new method for one and two-dimensional problems with different
interfaces and discontinuities and compared the numerical results with those from the literature.
All numerical experiments show second order convergence under usual CFL conditions for Yee’s
scheme.

The first example is a two-dimensional problem from [106] . We show grid refinement analysis
using the two-dimensional example from [106] in which a dielectric of relative permittivity €,,
occupying the spatial region [0, 1/2] x [0, 1], is inserted in a PEC-bounded [0,5/4] x [0, 1] domain. An

exact solution in this caseis (0< y <1):

E e pe sin(a; x)sin(b y)sin(wt), (3.75)
cos(a,x)sin(b y)sin(wt),
4 in(b 1), ifo<x<i,
HY =y ;02 c.os(alx)s'ln( y)cos(wt) 1 1 X 25 (3.76)
wsin(ayx)sin(by)cos(wt), if;<x<73,
HY— e %sin(alx)cos(by)cos(a) t), 1f? <x< %, 3.77)
 cos(azx)cos(by)cos(wt), if; <x<7.

We use the same parameters as in [106, 110], €, =1, €, =2, a; =27, b = 7, and w = +/57, and present
grid refinement results in Table 3.1, which clearly confirm second order accuracy for all involved
quantities.

In this constructed general example, we allow the solutions (p, u, v) and their derivatives, the
coefficients of the partial differential equations, and source terms, to be discontinuous. The jump

conditions are non-homogeneous with more general interfaces.
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Table 3.1 Grid refinement analysis for Maxwell’s equations with a line interface x = 1/2 using the
dimensional jump splitting method. Second order convergence is confirmed. The final time is T =5.

N E(u) r E(v) r E(p) r
16 | 1.5859e-02 6.0688e-02 6.0688e-02
32 | 4.0064e-03 1.9850 | 1.5691e-02 1.9514 | 1.5691e-02 2.0138
64 | 1.0535e-03 1.9271 | 4.0553e-03 1.9521 | 4.0553e-03 2.0537
128 | 2.7546e-04 1.9353 | 1.0455e-03 1.9556 | 1.0455e-03 2.0027
256 | 6.9981e-05 1.9768 | 2.6496e-04 1.9804 | 2.6496e-04 1.9820
512 | 1.7399e-05 2.0080 | 6.6046e-05 2.0042 | 6.6046e-05 2.0063
The true solution is designed as below
(x.7) —ayx +Dbysin(x + y)+agh(t) if(x,y)eQ,
ug(x,y)=
oty —a, X+ bysin(x + y)+azh(t) if(x,y)eQ,
by sin(x + y)+azh(t) if(x,y)eQt,
w(x,y)= . . .
bysin(x + y)+azh(t) if(x,y)eQ,
t+azsinxsiny if(x,y)eQt,
p()(x’ y’ t) = 2 2 . _
t+az(x°+y°) if(x,y)eqQ.

The interface is an ellipse that is represented by the zero level set of

x2

2

plx,y)=5+L -1,

The source term is derived from the solution,

rd
fng=] A (@) i y) e,
e 24X 1 ash/(t) if (x,y)eq,
=] SR @) it yean
e 2a) + agh'(1) if (x,y) e,
fp(x,y,t)=0.

(3.78)

(3.79)

(3.80)

(3.81)

(3.82)

(3.83)

(3.84)

Table 3.2 shows results of grid refinement analysis with h(z) = sin ¢ with the usual Yee’s CFL

condition. The interface is a circle: x? + y? = 0.82. The parameters are a; = 10, a, = 0.7, b; = 1.5,

b, =3, p; =10, p, =2, and a3 = 1. Average second order accuracy is confirmed. Note that for

Cartesian mesh methods that do not fit the interface, the error constants depend on the interface

because the relative position of the interface and the underlying grid is not fixed, see for example
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Table 3.2 Grid refinement analysis for Maxwell’s equations with a circular interface x2 + y? = 0.82 using the
ADI-Yee’s scheme with the usual Yee’s CFL constraint. Second order convergence is confirmed. The final time

isT=1.2.
N E(u) r E(v) r E(p) r
16 2.8221e-02 2.1101e-02 1.7693e-02

32 4.6064e-03 2.6151 | 3.0213e-03 2.8041 | 2.4169e-03 2.8719
64 5.3087e-04 3.1172 | 5.7567e-04 2.3918 | 2.5706e-04 3.2330
128 1.4724e-04 1.8502 | 2.0385e-04 1.4977 | 8.0732e-05 1.6709
256 3.4879e-05 2.0777 | 4.8737e-05 2.0644 | 1.9963e-05 2.0158
Average 2.4151 2.1895 2.4479

[63]. Similar results are observed with different k(¢) € C1(¢ > 0).

In Table 3.3, we show the results of grid refinement analysis with large jump ratios in the coeffi-
cients and an elliptic interface: % + % = 1. The parameters are a; = 1.2, a, =50, b; =5, b, =3,
p1=1.5, p, =100, and as =1 with h(t)=sint. In this case, the coarse grid with N =16 would not
generate a meaningful result due to the unresolved (complicated) geometry.

In the bottom Table 3.3, we switch everything in the parameters used in the top table, that is,

2
the interface is % +ip =1,and a; =50, a, =1.2, by =3, b, =5, p; =100, and p, = 1.5.

Table 3.3 Grid refinement analysis for Maxwell’s equations at a final time T = 1.2 with an elliptic interface
2
%122 + 3% = 1 and large jumps in the coefficients using the ADI-Yee’s scheme. Second order convergence is

observed again. The bottom table shows the results of switching the parameter values inside and outside
2
with the interface being % + 1% =1.

N | E r | E@) r | Ep) r
32 5.2014e-01 2.1529e-01 2.6368e-01
64 3.1325e-03 7.3755 | 4.6313e-03 5.5387 | 1.9557e-03 7.0750
128 8.1156e-04 1.9485 | 8.3639e-04 2.4692 | 3.4856e-04 2.4882
256 1.4849e-04 2.4503 | 1.1429e-04 2.8715 | 3.7206e-05 3.2278
Average 3.4630 3.2360 3.7017

32 3.5252e-01 2.9110e-01 1.7246e-01

64 8.8514e-02 1.9937 | 5.3917e-02 2.4327 | 1.8491e-02 3.2214

128 1.8516e-02 2.2572 | 1.0871e-02 2.3102 | 2.0227e-03 3.1925

256 1.0516e-03 4.1380 | 2.4153e-03 2.1702 | 6.0501e-04 1.7412
Average 2.6167 2.2444 2.5427

65



3.5 Conclusions

In this chapter, we proposed a new method for Maxwell’s equations with material interfaces based
on Yee’s scheme and the augmented strategy. With some intermediate (augmented) variables, we
can discretize Maxwell’s equations dimension by dimension with some added correction terms to
treat the discontinuities. The new method maintains the structure and accuracy of Yee’s scheme

even with the presence of discontinuities.

66



CHAPTER

4

A MIXED-INTEGER PDE-CONSTRAINED
OPTIMIZATION FORMULATION FOR
THE CONSTRUCTION OF
ELECTROMAGNETIC CLOAKS WITH A
SINGLE MATERIAL IN 2D

4.1 Chapter Outline

In this work, we study the design of electromagnetic cloaks by formulating and solving a mixed-
integer partial-differential equation constrained optimization problem. The objective is to minimize
the integral of the response in the region we wish to cloak. The constraints include a 2D Helmholtz
equation with absorbing boundary conditions for each component of the complex valued scattering
wave, that are parameterized by the design of the electromagnetic cloak. The design is obtained
using binary variables that determine whether a cell in the system is filled with material or not.

The cloak design is dependent on the angle of the incidence wave, the cloaking material, and the
wavenumber.
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We also consider the design of a cloak that works well for several different angles of the incident
wave leading to a stochastic programming formulation where we minimize the expected value of
the objective function with respect to a discrete set of angles. Rather than a single 2D Helmholtz
equation, this uncertain version has a 2D Helmholtz equation for each angle.

In both the single and uncertain incident wave formulation we solve the combinatorial opti-
mization problem in two steps. The first step is to relax the binary variables, solve the relaxation, and
apply a rounding heuristic to obtain an initial design. In the second step we use a new trust-region
method to improve upon the initial design to obtain a final design. Our approach replaces the
large-scale MINLP by a sequence of easier linear knapsack problems.

Chapter Outline: In Section 4.2.1 we define the infinite-dimensional electromagnetic cloaking
problem using a single material for a nominal wave angle. We then extend this formulation to
an optimization problem under uncertainty that can account for uncertainty in the angle of the
incident wave, and we compute sensitivities with respect to the design variables that are needed in
our optimization approach. In Section 4.2.4 we derive a finite-dimensional optimal design problem
by discretizing the PDE using a finite-element approach, resulting in a large-scale MINLP. Next, we
present an approach to solve the relaxed MINLP. In Section 4.2.5 we motivate a simple rounding
heuristic and describe our trust-region steepest-descent algorithm. We provide numerical experi-
ments in Section 4.2.6 to demonstrate the success of our trust-region method, and we comment
on the computational effort to solve our problems. We define success as our ability to bring the
integrand of the objective function to a small value. We conclude with a brief summary in Section 4.3.

Detailed numerical results are presented in the appendix section .1.

4.2 Electromagnetic Cloaking Design for a Single Material in 2D

In this section we review the infinite-dimensional cloaking design problem for a single material. We
extend the nominal design and propose a stochastic optimization formulation for the design under
uncertainty. We also show how adjoints of the problems are derived. We choose the adjoint method
because we have a large amount of controls present in the problem. The adjoint method requires
only one state solve and one adjoint solve to produce the gradient (independent of the number of
controls). An approach, such as calculating sensitivity equations, would require us to solve the state
equation as many times as there are controls present in the problem. These adjoints are needed for

the solution of the continuous relaxation and for our proposed trust-region method.

4.2.1 Formulation of the Nominal Wave Electromagnetic Cloaking Problem

We consider the design of an electromagnetic cloak from [41], where we aim to determine the optimal
topology that induces electromagnetic cloaking. We let D c R? be the computational domain and

68



Dy C D be the part of the domain that we wish to cloak. We let D c D — D, be the subregion in which
we can design the cloak and €2 c D be the topology of the cloak. The optimal topology is determined
by solving the following topology optimization problem that aims to minimize the response due to
the incidence wave in Dy subject to Helmholtz equation in D:

1
e - 2
minimize —||u+ ig|

u,Qch 2 2D

subjectto —Au—ki(1+qlg)u=kilgilg, inD, (4.1)

0
—u—ikouzo, ondD,
on

where i = v—1, 8 D is the boundary of the computational domain and
itg(x, y)=exp(iky(x cos(8)+ ysin(0))) 4.2)

is the incident wave in direction d = (cos(8), sin(8)), with wave number k,. The angle 8 at which the
incident wave approaches the cloak is measured from the x-axis, and we refer to 8 as the nominal
angle of attack. The state variable u represents the electromagnetic field intensity, and the parameter
q is the electromagnetic permittivity difference between €2, the part of the cloak filled with material,
and D —(), the part of the cloak without material.

The interpretation of this MIPDECQO is as follows: the objective function represents the scattering
that occurs in the region Dy. Our goal is to minimize this quantity. If the scattering in the region D, is
small, then this means D, is optically invisible. The constraint, which is Maxwell’s wave equation in
the frequency domain, describes the scattering behavior that will occur as the electromagnetic wave
that travels through the domain interacts with the cloak. The optimization problem is to determine
the cloak that will cause scattering to be minimized in D,; by minimizing the scattering we are
inducing electromagnetic cloaking.

When manufacturing cloaks, there is typically a lower bound on the size of the features in the
cloak, Q). We partition the cloak ) into a finite number of equally sized squares, {,,, forn=1,...,N.
We refer to this partition as the control mesh and assume that the control mesh defines a partition
of the computational domain, i.e, that

N
Q= Ufln and (Qn\aﬂn)ﬂ(ﬂp\3Qp):(?)forn76p,

n=1

see Figure 4.1 for an illustration.
We represent the decision of whether or not to fill a square €2, ¢ Q by a binary (control) variable
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v, €{0,1} for n=1,...,N, and we define the indicator function 1y for Qn as

1 if(x,y)el
1o, (x,y)= ! (4.3)
0 otherwise,

for n =1...N. The resulting reformulation of (4.1) can be rewritten as the MIPDECO

1
o e _ 2
minimize —|U+ U
nimize Slu+dgll, p,

subject to —Au—k§(1+qw)u = kngug inD,

Ju .

ﬁ—lkouzo onaD, (4.4)
N

w zzvnﬂﬂn\aﬂn,
n=1

v, €{0,1} VYn=1,...,N,

where the defined control, w, now takes the place of the topological variable, . In this formulation,
we have a fixed finite number of binary variables v,, that represent the design. Our formulation (4.4)
is a full-space problem. We could equally derive a reduced-space formulation in which u = u(v)is
implicitly defined as the solution of the PDE.

Because u, ity : R? — C are complex valued, we split u and itg into its real and the imaginary
parts. We then formulate two separate PDEs for each part. In particular, we set u = ug, + i Uy, and
ilg = Ulpe + i Uyy. We then rewrite the PDE-constraints in (4.4) as

—Ape—k3(1+qw)uge = ki qw iige

_Aulm_kg(1+qw)ulm: ngalm (4.5)
0 0 Uy
(?uRe =—ko Um, i _ ko uge-
n

In general, we have an m x m control mesh made up of N = m? squares. The optimization
problem is to decide if we place material (v, = 1) or do not place material (v, =0) in any {,, € D to
best cloak the region D,. We illustrate a sample design in Figure 4.1, where red indicates material
and blue indicates no material. It is straightforward to add constraints on v to model other design
restrictions, such as an upper bound on the amount of cloaking material which can be modeled by
eTv <M, where M < N is the total number of patches that can be filled.
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Figure 4.1 Illustration of a 4x4 grid of control elements in which the goal is to cloak the region D, in this case
a circle in the top right corner of the domain.

4.2.2 Optimal Design for Electromagnetic Cloaking Under Uncertainty

Here, we extend the optimal design problem to account for uncertainty in the incidence angle or
angle of attack, 8. We formulate an optimization problem to create a design that can effectively
cloak a given region even if the incidence angle of the wave changes.

To account for uncertainty in the design, we generalize problem (4.4) to allow a range of inci-
dence angles 6 and we regard the incidence angle as a random variable. We can then formulate
an optimization problem that minimizes, for example, the expected value of the effectiveness of
the cloak, which is a risk-neutral formulation [4, 29, 35, 56] . We let (®, &, P) be a triple of sample
space, o -algebra, and probability measure, and we formulate the following stochastic optimization
problem:

u,v,w

1
minimize #(u,v,w)=Ey I:E”ug + IZ@”%DO:I

subject to —Aug—k§(1+qw)ug=k§qwﬂ9 inD, V0 €O

Jup .

ﬁ—lkoug =0 ondD, V00 (4.6)
N

w :Z Vnﬂﬂn\aﬂn
n=1

Vn:{o»l} Vn=1,...,N,
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where Egy[-] is the expectation with respect to the random variable 8, which is distributed uniformly,
and ug = ugy(v)is the solution of the PDE for a given control, v, and incidence angle 6. Problem (4.6)
has a structure similar to that of a two-stage stochastic program [92] if we interpret the controls w and
v as the first-stage decision variables, and the states uy as the second-stage variables. However, there
is no optimization in the second stage because w, v, and 8 uniquely determine uy. To approximate
(4.6), we select a finite set of s angles denoted by the set O(s) c ©, for example,

o(s) = {9|9— ™ =, }

and we replace the expectation by the sample average approximation (SSA). We assume that each 6;
has a probability P; of occurring, and we assume that all angles of attack are equally likely, P; = m
(though this assumption is readily relaxed). We can interpret ©(s) as a discretization of a uniform
distribution over the interval of interest. We now rewrite our cloaking optimization problem for the
finite set ©(s) as

S

. 1 , .
iimi (7 - E (D 4 752

minimize uv,v,w)= u’’'+u
ul),v,w f( ) 2|0(s)| I ||2'D0

j=0
subject to —Au(j)—k§(1+qw)u(j):lcnga(j) inD,Vj=0,...,s
oulh) .
—ikou =0 ondD,Vj=0,...,s (4.7)
on
N
w:ZUnﬂQn\aQn
n=1
Vn:{o’l} Vn:].,...,N.

where (/) is the state corresponding to the j™ scenario, 8 i, and the incidence wave associated with
8; is defined as
L—t(j)(x,y):e(iko(xcos(g +y sin(0 ) V] 0,. (4.8)

This stochastic program has 2|0(s)| state variables and 2|0(s)| adjoint variables (two for each angle
of attack ;). The evaluation of the objective function and gradient of (4.6) requires the solution of
4]0(s)| PDEs for each fixed v.

4.2.3 Adjoint-Based Gradient Computation

Our method for solving (4.7) is based on solving the continuous relaxation followed by a rounding
step and an incremental trust-region improvement algorithm. Both steps require computing gradi-

ents with respect to the control variables v. Here, we present the derivation of the weak state and
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weak adjoint equation for the uncertain problem (the derivation for the easier nominal problem
follows in a similar way). In addition we provide the strong gradient derivation for (4.6) using the
adjoint approach for calculating the gradient for the continuous relaxation (0 < v < 1). We begin by
formally defining the strong Lagrangian .Z of (4.7) as

Lty Uy Vi A A )
—1 , (), -2 () | (2
szn(Z( f (e + tie)” + (i + ) dDo)
j=0 JDy
(4.9)

N
() () _q2 ()_q2 - (J)
+ EO <7LRe, (—AuRe —ky(1+qw)ug, —kyqw uRe)>L2(D)
=

+Z< Im,(—AuIm k2(1+qw)ulm kzqwuﬁﬂ»mm,
j=0

where (-,-)12(p) is the L? inner product over D and ARe, Al U) are the adjoint variables for the jth real
and imaginary state equation respectively. (4.9) defines the strong Lagrangian, because we assume
that the pairs u{{;j, u£r1n) € C?(D) are twice continuously differentiable. We weaken this regularity
assumption because we intend to search for weak solutions with the finite-element method. Next,

we derive the weak form of the Lagrangian by applying Green’s theorem to the two constraint terms:

S
jZO<7LRe’(—Au(] kz(lJrqw)uRe kzqque)»Lz(D)
_Z[J Mo (~Au = (1 + qw)uy kzqwagg)dD]
(4.10)

S
= f Vi) vALdD + f kAP daD

- f A0+ quid] + Kgwil) o]
D
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and
|:<A§mr(_AuIm k2(1+6]w)u1m kzqwulm)))Lz(D)]

©

- U A (—aul) k20 + qu)ull) - kzqwaggdp)]
D

- U vl . v ap - J ko2 40D

—f %iﬁ(kz(l +qw)ug)+ kzqwag)w].
D

(4.11)

We substitute (4.10) and (4.11) into (4.9) and obtain the weak Lagrangian:

g(uge)’ u%ljrz’ U’Ag{e’ Im’ 0)

N

1 o o
" 21005) (Z(j (e + )"+ (i + uﬁﬂf)deo))
Dy

j=0

S
() () (/)4 ()
+ZU Vufge-wfgedDJrf ko)A doD
= D oD
() () () 4.12)
_ J [/lee[kg(1+qw)u1{e+k§qwa}{e]]dD]
D

N
() ()
+ZU whfn-wlfndp—f koud) 2 aaD
= D oD
—f[ [k2(1+qw)u1m+k2qwulm]]dD]
D

In the final form (4.12), we assume that ugg, uﬂ]g € HY(D), where H(D) := W'2(D) is the Sobolev
space of all functions that are L?(D) (square integrable) and whose weak partial derivatives, in the
sense of distributions, is also in L?(D) [86]. To find the sensitivities of the objective function, ¢, with
respect to v, we exploit the fact that there exists a unique w for any choice of v and that (under
suitable conditions on k) there exists a unique u for any v. We start by deriving the weak state

equations, which are obtained by taking variations of the Lagrangian with respect to ig{g, /ﬁfr)l and
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setting the resulting expression to zero:
2ol = vuld . vilap+ | kuliVasD (4.13)
Age) Re! ™ Re Re 0 Utm\Re .
D oD
. f Ak + gyl + Kqua]ap
D
_ 5() 1 :
=0 VA €H (D),Yj=0,..,s
Ly (A =f vuld.villap— f koul2deD (4.14)
D éD
—J DIk +qwul) + k2 qwa]aD
D
=0 V?L €eH'(D),Yj=0,.
We note that the weak state equation pair has a unique solution in H'(D)[41]. Once we have solved

this state equation pair, we can then calculate the adjoint pairs, (Aée, /\Ijm), by solving the weak adjoint

equations obtained by taking variations of the Lagrangian with respect to a;fe) , agﬁ and setting the

resulting expression to zero:

_ + dD 4.15
+ uRe Re Re 0( +qw)uRe
D D
—f ko2 doD
oD
=0 Val'e H'(D),Vj=0,..,s
O 0 = =0)
zul(ﬁ[ulm]_ |@(S)| JDO(uIm+uIm)uImdD0 (4‘16)
+f val).-valap - JA}ng(qu)aﬁerD
D D
+f ko)A, d D
0 UrmARe
oD
=0 valle H'(D),Vj=0,..,s

The proof for the existence and uniqueness of the solution to general elliptic equations with Robin
boundary conditions in H'(D) can be found in chapter 4 of [86] and extends to the adjoint equation
pair, which differs from the state equation pair only in its source term. An argument similar to [41]
can then be applied to show the existence and uniqueness of the solution to the adjoint equation.
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After we have calculated the state and adjoint variables for all scenarios, we can assemble the
nth component of the gradient of the Lagrangian with respect to v,,:

z |, (ot iaty s Gaaildaiiy)ac o
One can be show, as illustrated in [97],
LD)1=(V, L, 0)gn = (F'(v), D)gv VD ERY. (4.18)
Following Lemma 2.21 [97],
X T
(j'(v*)) (v—v9>0 VYveV={v:0<v<l,veR"} (4.19)

are the necessary optimality conditions of the reduced space formulation,

1 < .
minimize So.(v)+ )%
0<v<l1 S = 2/0(s)] ]Z:(;” 0,(V) 12, (4.20)
with Sy, being the solution operator of the state equation S; : v — u; for an angle of attack 6.

4.2.4 Solving the Continuous Optimal Design Problem

In the previous section we have described the infinite-dimension optimal design problem, and
derived optimality conditions in function space. In this section we describe our discretization and

then show how we solve the continuous design problem using a reduced-space method.

4.2.4.1 Discretization of State and Adjoint Equations

Here we show how to solve discretizations of the state and adjoint PDEs and compute gradients
(discretized) that can be used in a reduced-space approach. To solve the state and adjoint PDEs we
use a continuous Galerkin FEM [66]. We decompose our physical domain D into a computational
domain made up of uniform triangle elements, E;, with length and height h asillustrated in Figure 4.2,
such that
D= JE and (E\GE)n(E;\OE;)=0,Vi#j. (4.21)
i

We also assume that each control element §2,, covers a fixed number of finite elements E;, as shown
in Figure 4.2.
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Figure 4.2 An illustration of the state and adjoint FEM discretization. Each control element (blue) is
composed of eight triangular finite elements. In the FEM approach we represent each control element as a
constant with value v,. The state and adjoint variables are defined on the finite-element mesh.

We construct an approximate solution to the state and adjoint variables using piecewise linear
test functions on our finite elements, giving linear test functions that have compact support on their

element. We then approximate the solution by a linear combination of the test functions for the jth

scenario:
Lo R o ko
up = > ul g, upl = > ugle; (4.22)
i=1 i=1
LR LR
And =D Al M =D i, (4.23)
i=1 i=1

where uﬁe, uljm, llée, and },I’m are the coefficient vectors of our expansion that are determined by the
FEM (we use boldface to indicate finite-dimensional vectors in the remainder). Here, R(h) is the
number of elements in the discretization for a fixed step size h.

We choose a piecewise linear FEM basis. Recall that solving the Helmholtz equation with trian-
gular elements gives an error order of p + 1; this result can be found in chapter two of [66], where
p is the order of polynomial used in the approximation over the triangular elements. Thus, with
piecewise basis function, we obtain second order error, 0(h?).

Given a v (and hence, w), we substitute (4.22) and (4.23) into (5.11), (5.12), (5.13), and (5.14).
This approach allows us to find the coefficients by solving a linear system of equations that defines

our approximate solution to the state and adjoint equations over the domain D. The resulting linear
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systems of equations (for fixed v) is obtained by substituting our trial solution into the real and

“Re] lf{ie(”)l (4.24)

U] [ fim(¥)

imaginary state equations
A(v) B(v)
—B(v) A(v)

for the jth angle of attack, where

[A(v)]_ =f w:i-vfmdmf koi1ddD
il D 8D

N

_JD kg(l +q(z vn]lg,,\asz,,))¢i¢ldD,

n=1

[B(u)]“ = LD ko¢:$1d oD,

N
[f{ae(v)]':f kgq(z ynngn\mn)aggwp,
l D n=1
and
. N .
[f{m(v)]_= f kéq(Zvann\mn)a&mdD.
l D n=1

Next we write down the systems for the adjoint variables associated with the real and imaginary
adjoint equations. We note that the weak adjoint equations depend on the solution to the state
equations. In the discretized adjoint equations we use the discretized solution found by solving the

state equations as an approximation to the state. The system for the adjoint variables is

Mo g{;e(v)]
e | _ | Oh (4.25)
] lg{m(v)

A(v) —B(v)
B(v) A(v)

for the jth angle of attack, where

[gRe S)|f Re + uRe ¢ dDO

i
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and
I:glm( = | f + uIm ¢ dDO
i

is an affine function in the states, u.
Once we have found the solution to the state and adjoint equations, we construct an approxi-
. . ’ h . . .
mation of the nth component of the reduced gradient, ( 5 (v))n, by using a tensorized two-point

Gauss-Legendre quadrature rule:
(V. ZJ 2q(upd amd 4wl A+ k2 q(ak AT + hf;\’”))cm (4.26)

When we approximate both the components of the reduced gradient and the objective function we
obtain an error of the order ¢(h?), which is consistent with the discretization error of the state and

adjoint equations.

4.2.4.2 Reduced-Space Method for Continuous Design
The derivation in the proceeding section shows that we can write the finite-dimensional approxi-
mation of (4.4) as

. 1 El )

inimi h h _ ()2

minimize v)= S )+ i1 , .
vel0, 1N S zl@(s)ljz_(;” Hj( )+ 15,7, p, (4.27)

where S;’j (v) is the solution operator for the FEM mesh of size h given by system (4.24) with angle 6;.
The derivation of the reduced gradient, V,, J"(v), is given in (4.26), and we apply a reduced-space
optimization approach using a quasi-Newton approximation of the Hessian.

We note that the structure of the discretized state and adjoint equations (4.24) and (4.25), respec-
tively imply that this optimization problem is nonconvex, because the state equations are bilinear

in v and u. We investigate the effect of this nonconvexity further in Section 4.2.6.

4.2.5 Solving the Mixed-Integer Design Problem

The finite-dimensional approximation of the nominal (single angle) and uncertain (multiple angle)
MIPDECO (4.4) and (4.6), respectively, become finite-dimensional pure integer nonlinear optimiza-

tion problems:
A 1
o e . h I’l _ 2
minimize N ==IIS")+ i1 498
inimiy 7" (v) 2|| o (V) + Gl (4.28)
and s
~ 1 .
inimi h h - (j))2
minimize V)= St + @ , .
W @) 2|®(s)l§“ o, (V) 1z (4.29)
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respectively, where Sg( v) is the solution operator defined in (4.24).

In this work, we are not concerned with the existence of the optimal solution as we refine the
control mesh. Instead, we keep the control mesh fixed, so that we always minimize over the same
integer space {0,1}"V. This restriction ensures that the solution to the weak forward and adjoint
system exist, and can be consistently approximated using the FEM discretization.

The structure of (4.28) and (4.29) involving the solution operators S;’( v) makes it difficult to apply
the standard MINLP solvers (e.g., [2, 10, 72]) that require analytic expressions for all the functions.
One approach might be to include the discretized PDEs (4.24) and (4.25) directly as constraints.
However, we found on other MIPDECOs that such an approach does not provide a MINLP that can
be solved by modern MINLP solver in a reasonable time. Hence we consider a heuristic approach,
described next.

Our approach for solving the MIPDECOs, (4.28) and (4.29), is a two-phase method. We first solve
arelaxation, (4.20) and then round its solution. We apply a discrete steepest-descent trust-region
approach to improve this rounded solution. Our approach builds on the method in [37] and can
be interpreted as a rounding heuristic followed by repeated application of local branching [32,
79]. Unlike local branching, however, we use only first-order information to solve a sequence of
approximations enforcing descent from one iteration to the next. As a result, each trust-region
subproblem requires the solution of the discretized forward and adjoint PDEs, (4.24) and (4.25),
respectively, making it computationally efficient for MIPDECOs. Moreover, the trust-region problem

itself can be formulated and solved efficiently as a knapsack problem.

4.2.5.1 Rounding Heuristic

After solving the relaxation, we use a rounding heuristic with rounding threshold 7,

1 v,27

R (v,)= - (4.30)
0 v,<7.

A popular rounding heuristic is T = 0.5 [6, 70]. However, we chose 7 = 0.8. We have observed in our
numerical computation that using this value of 7 yields an objective value that is at least 10 percent

lower than using 7 =0.5.

4.2.5.2 Steepest-Descent Trust-Region for MIPDECO

Here we describe our steepest-descent trust-region approach to improve the rounded solution. Our
approach is related to the local branching heuristic [32, 79], but it neither backtracks nor uses the
full nonlinear relaxation. Instead, we only require the solution of the state and adjoint equations
to make progress and solve a knapsack problem at each iteration. The approach is motivated by
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[37]. The trust-region algorithm can use any feasible point v € {0,1}" as a starting guess. However,
we create our starting guess from using our rounding scheme from 4.2.5.1 on the solution found
by solving continuous relaxation,(4.20). The algorithm on the kth iteration then tries to produce a
better design on each iteration by varying the trust-region radius, A, at most A elements of v(*) to
improve the cloaking capability of our design. The algorithm terminates once Ay < 1, which means
that no local improvement could be found and reducing A further would not yield a better point.

The algorithm is shown in Algorithm 1.

Given initial trust-region radius Ay = A > 1 and initial guess v € {0, 1}V

Select an acceptance step parameter g, and set k < 0

Evaluate the objective function f}(lk) = f"(vM) and the gradient g;lk) =V, /" (v®)
while A, >1do

Solve the trust-region (knapsack) subproblem for 7:

T A
U = argmin gilk) (v—v(k))+],(lk)
v
subjectto  [lv—v®|; <A,

vef{o,1}V

Evaluate the objective Jj,(7, u(D)) by solving state equations with 7;
JWO—j(@,u(@) .

k+1))

Compute the ratio of actual over predicted reduction: p; =

if p;. > p then

Accept the step: v**1) = 7, and evaluate the gradient g¢*1) = /(1!
if || o+ —p®))|, = A}, then increase the trust-region radius A, =24 ;
Ise if p; > 0 then

Accept the step v**V) = 7, and evaluate the gradient g(k+1) = j/(p(k+1))
Keep trust-region radius unchanged Ay, = A

else

Reject the step, set v¢*1) = p(*) and copy the gradient glk+1) = g(¥)

Reduce the trust-region radius Ay, ; = floor % ;

[¢]

Setk—k+1;

Algorithm 1: Steepest-Descent Trust-Region Algorithm.

We interpret Algorithm 1 as a trust-region method for solving MIPDECOs. We choose the [ -

norm trust-region because it is equivalent to the hamming distance between v and v¥), and hence

ﬂoor(Ak) corresponds to the maximum number of components of v that can change from their
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current value v(*). One can see easily that the trust-region constraint ||y — v%)||; < A, is equivalent
to the following affine constraint

N N
Z v; + Z (1—v;) <Ay, 4.31)
1 =1

i=
(0
1

k)

v =0 v =1

resulting in a knapsack constraint. The step acceptance and step rejection criteria are taken directly
from the nonlinear trust-region method; see, for example [80] in chapter four.

Our approach is motivated by [38] in which the authors present a convergence analysis for
refining a sequence of control meshes. We empirically evaluate the performance of our algorithm in
the next section.

4.2.6 Numerical Experiments

In this section we describe our experience in solving the nominal cloak design (4.28) and the cloak
design under uncertainty (4.29). We start by stating the common features of both experiments. We
examine the convexity properties of our design problem and then finally present the results for the

nominal and uncertain design in turn.

4.2.6.1 Experimental Setup

We consider the cloaking of three different domains D, DZ, and D; given by

D) ={x,y| —06<x<0607<y<1} (Rectangle)
D;={x,y07<x<107<y<1} (Square) (4.32)
D} ={x,y |(x—.857%+(y —.85)* < (.1} (Circle).

We run all our tests using a MacOS desktop with a 4-core Intel processor working at 3.3 GHz.
We use the FEniCS package in Python [5] version 2017.2.0 to solve the state and adjoint PDEs using
piecewise linear basis functions. In addition we use the FEniCS default two-point Gauss quadrature
method to build the components of the gradient. To solve the relaxation, we use the Toolkit for
Advanced Optimization (TAO) [22] with the “blmvm" solver, which is a limited-memory line-search
quasi-Newton method for solving bound-constrained problems. We use CPLEX 12.8.0.0 to solve
our trust-region knapsack problem. In our trust-region method, we use p =.75, as recommended
by [80]), and an initial trust-region radius of Ay = 256. All numerical experiments use the following
set of common parameters: wave number kj; = 67, material constant g =0.75, and cloak location
D c D, where

55

~ [ 55
D=[-1,1]x[-1,1] and D:[—g,g]x[—g,g]. (4.33)
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Preliminary numerical simulations indicate that a 128x128 finite-element mesh provides a good
balance between an efficient solution of the state and adjoint equations and a reliable gradient
evaluation. We create six test problems each for the nominal and uncertain design by taking the
three cloaking regions from (6.3) and two angles of attack for each region, namely, = 7 and 0 = 7 in
the nominal design. In the case of the design under uncertainty, we consider the same two nominal

angles with an uncertainty set of +%, giving 6 €[0, 5] and 6 €[, 3], respectively.

4.2.6.2 Effect of the Nonconvexity

We investigate the nonconvexity of our optimal design problem in the following experiment. We

first define a parametric function w :[0, 1] — L2()),

w(t)x,y)=tw+(1—1)ws, (4.34)
where
N N
wn :Z vnlﬂQn\aQn’ wy :Z Vﬁﬂgn\agn, (4.35)
n=1 n=1
for the particular choice
) 1 n even ) 1 n odd
v, = and v, = (4.36)
0 n odd 0 n even.

It follows that 0 < w(t) <1, V¢ €[0, 1], and thus w(t) is a feasible point for the relaxation. We then
discretize the interval [0, 1] into 100 discrete points, ty, ..., t1g, calculate w(t;) for i =1,..,100, and nu-
merically solve the PDE constraint in (4.4) using w := w(t;). Next, we evaluate the objective J"(w(t))
on a 128 x 128 mesh and plot J"(w(t)) versus ¢ for the circle, square and rectangle geometries (we
define these in Section 4.2.6) for 6 = 7, 7, for a 20 x 20 cloak to demonstrate that the objective
function is nonconvex; see Figure 4.3.

In all cases we see that the objective function is a nonconvex function of ¢. Because of this
nonconvexity, our quasi-Newton yields only a local minimum. Consequently, we cannot guarantee
that the objective associated with the solution of the relaxation found is a valid lower bound on the
integer solution. In fact, we observe that even the rounding step can improve/reduce the objective

value.

4.2.6.3 Results for the Nominal Problem

Next, we evaluate how well the trust-region method performs from random starting points for all

cloaking domains on a 20x20 mesh and a 40x40 control mesh. For each instance, we create 25
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Figure 4.3 Nonconvexity of the objective function for a single angle of attack.

random samples of v € {0, 1}, solve for the state, and plot the corresponding objective value. We
then use each of these samples v as a starting guess for our trust-region method, with 6 = 7, and
plot the objective at the end. The results are shown in Figure 4.4.

We observe that not only has the trust-region method reduced the objective function value in
all cases but also that the variance of the final objective value, is significantly lower. We include
a summary of the comparison in Table 4.1. We conclude that the trust-region method helps de-
sign competitive cloaking devices. We have observed similar behavior also in our designs under
uncertainty.

Next, we investigate solving the relaxation of (4.28), with TAO for the rectangular domain with
0 = 7 for the 20 x 20 and the 40 x 40 control mesh (Figures 4.5a and 4.5b respectively). We note that
both the objective function value (Figures 4.5c and 4.5d) and the norm of the projected gradient
(Figures 4.5e and 4.5f) are reduced; in both cases, TAO reduces the projected gradient below 1073,
We also note that the optimal solution for both mesh sizes is similar.

Next, we apply our rounding strategy (4.30) to obtain a rounded solution to use as a feasible
starting point for our trust-region method. Our numerical results in Table 4.1 demonstrate that
starting the trust-region method with an initial starting point of the rounded relaxation yields a lower

objective value when compared to starting the trust-region method from a randomly generated
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Figure 4.4 Trust-region method applied to 25 randomly generated samples for 6 = 7 and three cloaking
domains. The solid lines show the objective function value at initial guess and the dashed lines of the
corresponding color show the objective value after the trust-region method terminated.

design.

Table 4.1 Comparison of the trust-region method final objective when starting from a random initial binary
cloak versus starting from a cloak yield by rounding the continuous relaxation. We report the sample
objective that was the lowest amoung the 25 samples

Problem Instance

Domain Control | Trust-Region Sample | Trust-Region Rounded
Dy 20 x 20 0.1201 0.0168
D¢ 20 x 20 0.0134 0.0052
D} 20 x 20 0.0015 0.0011
Dy 40 x 40 0.1081 0.0163
D¢ 40 x40 0.0101 0.0032
D; 40 x 40 0.0013 0.0010

Next we investigate the value of solving the relaxation. Our numerical experiments demonstrate
that starting the trust-region method with an initial starting point of the rounded relaxation yields a
lower objective value when compared to starting the trust-region method from a randomly generated
design. We demonstrate this for § = 7 in Table 4.1 for the both 20 x 20 and 40 x 40 cloak on all
geometries. We take the smallest objective from the result of our trust-region method after initializing
the method with 25 different samples, as illustrated in Figure 4.4. We also solve the MIPDECO
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Figure 4.5 TAO relaxation results on the rectangular region with 6 =
for 20 x 20 control mesh (left column) and 40 x 40 control mesh (right column).
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relaxation, round it, then apply our trust-region algorithm to determine the objective value. We
observe that in all cases the objective function value obtained by starting with the rounded relaxation
is always lower than the lowest objective function value obtained by starting from 25 random samples.
In the case of the circle geometry, we see only slight gain in using the rounded relaxation when
compared to the sampling approach, however, in the case of the square and rectangle geometries we
see that the objective function value is an order of magnitude smaller using the rounded relaxation
as a starting iterate versus sampling.

Even though the relaxation takes a considerable amount of time to solve and sampling might
appear attractive, we note that the size of the design space for a 20x20 and 40x40 control mesh is
2400 and 2169, respectively, making it unlikely that sampling can beat the rounded relaxation. The
success of our algorithm when started from the rounded relaxation solution is an indication that

our trust-region approach may be able to find good local solutions in this application.
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> 0.00 > 0.00
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Figure 4.6 log,, of [|7ig||;2(p,) (the unscattered field) for 6 = 7 and 6 = 7.

In Figures 4.7e and 4.7f we show a log,, plot of the scattering field, log, (|« + iy |), and show that
we reduce the integrand of the objective value in the region of interest to a small value. In addition,
the gradient over the cloaking region, as shown in Figures 4.7c and 4.7d, is small, indicating that
we have found a local optimum to (4.28). The unscattered field in the log,, scale is shown in Figure
4.6, when there is no cloak present (v =0). When we compare the scattering field produced by our
cloaks in Figure 4.7e and 4.7f with the unscattered field in Figure 4.6 we observe that our cloak
achieves pointwise scattering in a large portion of the rectangular domain to a value on the order of
10~*. Without a cloak the domain has a scatter value on the order of one, demonstrating that our
cloaks are successful at manipulating the incoming incident wave to minimize scattering in our
rectangular domain and inducing cloaking ability. We also observe that the final integer cloak is

quite similar to the relaxation, which indicates the relaxation is a good initial guess.
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Figure 4.7 Results of the trust-region method applied to the rounded relaxation for 6 = 7 for cloaking
domain Dy
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We also compare the final discrete design in Figure 4.7 to the solution of the continuous relaxation
in Figure 4.5. We note that the two designs are very similar, which we take as a further indication
that our approach is able to find good-quality cloaking designs.

In Figure 4.8 we show the progress of our trust-region method in terms of objective function
values and trust-region radii as a function of iteration for the 20x20 and 40x40 control meshes. We
observe that our trust-region method is successful at reducing the incumbent objective function for

the small trust-region radii regime, making steady improvement.
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Figure 4.8 Trust-region progress for 20x20 and 40x40 control mesh.

In Tables 4.2 and 4.3 the first column shows the domain and the second column shows the size of
the control mesh. We report the CPU time in seconds for our trust-region method in Tables 4.2 and
4.3 for the nominal angle § = 7 and 6 = 5, respectively. The tables summarize the computational
effort required to solve the MIPDECO. The first three measures show the CPU time of the relaxation
solve, the CPU time of the forward (state), adjoint and gradient computation, and the CPU time
of the knapsack solve. The CPU time for PDEs/gradient includes computational effort required to
build w(v). We include this to highlight the additional computational time required going from
20 x 20 to 40 x 40 cloak elements, because of the size of each of the respective gradients.

We observe from Tables 4.2 and 4.3 that the computation time for solving the knapsack problems,
denoted as MIPs, is negligible. We also observe that the number of trust-region iterations required
to meet our termination condition is modest. The trust-region methods time is divided into the
amount of time it takes to solve the PDEs, build the gradient, and then solve the knapsack problem.
We note that the number of iterations required to solve (4.28) grows only moderately as we increase
the control mesh from 20x20 to 40x40, even though the design space grows exponentially.

In Table 4.4 we report numerical values of the objective associated with the nominal angles
6 = % and 0 = §. The table contains three values: the relaxed objective, J(u™®), the rounded
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Table 4.2 CPU times(s) for nominal relaxation and PDE solves, as well as trust-region computation on the

128 x 128 mesh with 6 = %.

Problem Instance Solution CPU Time(s) Trust-Region|Solution
Domain Control Relaxation|PDEs/ Gradient|MIPs Iterations| Figure
DO1 20 x 20 302.48 98.23| 0.26 15 1

D} 20 x 20 125.93 122.85| 0.59 200 5

DO3 20 x 20 35.27 121.39| 0.42 20 9

Dy 40 x 40|  1497.04 420.39| 0.51 200 3

DO2 40 x 40 141.06 1789.25| 1.48 79 7

D3 40 x 40 196.24 1405.30( 1.42 68| 11

Table 4.3 CPU times(s) for nominal relaxation and PDE solves, as well as trust-region computation on

128 x 128 mesh with 0 = 7.

Problem Instance Solution CPU Time(s) Trust-Region|Solution
Domain Control Relaxation|PDEs/ Gradient|MIPs Iterations| Figure
D, 20 % 20 76.53 60.31| 0.16 11 13
D¢ 20 x 20 41.77 84.77| 0.22 17 17
D} 20 % 20 31.43 89.12( 0.17 18] 21
D, 40 x 40 202.40 917.72| 1.06 40 15
D¢ 40 x 40 86.24 671.36| 0.72 41 19
D} 40 x 40 56.55 872.90| 0.98 50 23

90




relaxation objective function value, f(x™""9), and the trust-region objective function value J(z™"st).
In all simulations we are able to reduce the objective for the circle and square cases to a reasonably
small value. The objective associated with the rectangle is much larger by comparison, which is due
to its having a larger area. We see in several cases that our trust-region method is able to reduce
the objective value. We observe that the relaxed objective function value does not always give a
lower bound on the solution. In fact, in some cases, simply rounding already reduces the objective
function value. We believe that this behavior is a result of the nonconvexity of our problem.

Table 4.4 Objective function values for nominal problem.

Problem Instance 0=1% 0=7%
Relaxed | Trust Relaxed | Trust
) Relaxed . Relaxed .

Domain Control Objective Rounded| Region Objective Rounded| Region

Objective|Objective Objective|Objective
DO1 20x 20 0.0142| 0.0321 0.0168| 0.0010, 0.0017| 0.0012
Do2 20x 20 0.0054| 0.0077| 0.0052| 0.0032] 0.0097, 0.0036
Dg’ 20x 20 0.0015f 0.0014| 0.0011 0.0002( 0.0126] 0.0017
DO1 40 x 40 0.0168 0.0219 0.0163 0.0029 0.0030 0.0007
Do2 40 x 40 0.0068| 0.0077 0.0032| 0.0039| 0.0187{ 0.0031
Dg’ 40 x 40 0.0019 0.0016 0.0010 0.0010 0.0126 0.0008

4.2.6.4 Results for the Uncertainty Problem

We now present our results for (4.29). In Figure 4.9 we compare the design found for the 40x40
instance for a nominal angle of § = 7 and the design found from solving the uncertainty problem for
15 angles on [0, 5 | for D}, DZ, and D3 Similar results for the nominal angle of § = § can be found
in the electronic supplement .1. We see a clear difference in design for the rectangle geometry.

In 4.5 and 4.6 we repeat the computational effort required to solved the uncertainty simulation
for 15 angles. We again take v(¥) = 0.5 as a starting guess in TAO. As in the nominal case, solving
the relaxation takes the most computational effort compared with the trust-region method. Even
though more angles are present in the uncertainty problem, the number of trust-region iterations
does not increase drastically. As in the nominal case, the computational time in the trust-region
method is dominated by solving the PDEs and constructing the gradient, not by solving the knapsack
problems. Another similarity is the number of iterations required by our trust-region method, which
increases modestly as we go from optimizing over 20 x 20 integer variables to 40 x 40. The number
of trust-region iterations is not dependent on the number of angles since we see similar iteration

counts between a single angle and 15 angles. In the electronic supplement .1 we include plots for all

91



>

>

y

1.00
0.75
0.50
0.25
0.00
—-0.25
—-0.50
-0.75
—1.00

—1.00 -0.75 -0.50 —=0.25 0.00 0.25 0.50 0.75 1.00

(a) Rectangle nominal 40x40.

—100 —0.75-0.50-0.25 0.00 0.25 0.50 0.75 1.00

0.00
—-0.25
—-0.50

-0.75

(c) Square nominal 40x40.

—100 —0.75 -0.50 -0.25 000 0.25 0.50 0.75 1.00

—-0.25
—-0.50

-0.75

(e) Circle nominal 40x40.

1.0

1.0

1.0

1.00
0.75
0.50
0.25

> 0.00
—-0.25
—-0.50
-0.75
—-1.00

-1.00 -0.75 -0.50 —0.25 0.00 0.25 0.50 0.75 1.00

(b) Rectangle uncertain 40x40.

1.00
0.75
0.50
0.25

> 0.00
—-0.25
—-0.50
-0.75
-1.00

—1.00 -0.75 -0.50 —0.25 0.00 0.25 0.50 0.75 1.00

(d) Square uncertain 40x40.

1.00
0.75
0.50
0.25

> 0.00
—-0.25
-0.50
-0.75
-1.00

—1.00 —-0.75 —-0.50 —0.25 000 0.25 0.50 0.75 1.00

(f) Circle uncertain 40x40.

1.0

1.0

1.0

Figure 4.9 Cloak designs due to 15 uniformly distributed 8 [0, %] and nominal angle
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numerical simulations.

Table 4.5 CPU times(s) for uncertain relaxation, PDE/gradient calculation and knapsack problem on

128 x 128 mesh for 15 angles where 0 € [O, %]

Problem Instance Solution CPU Time(s) Trust-Region|Solution
Domain Control Relaxation|PDEs/ Gradient|MIPs Iterations| Figure
DO1 20 %20 1094.43 690.49| 0.31 19 2
DO2 20 x20 158.04 762.72| 0.34 23 6
DO3 20 %20 121.82 418.73| 0.11 13 10
DO1 40 x 40 1996.71 1005.43| 0.23 18 4
DO2 40 x40 355.67 2444.14| 0.77 44 8
Dy 40x40(|  306.21 2664.15| 0.79 48 12

Table 4.6 CPU times(s) for uncertain relaxation, PDE/gradient calculation and knapsack problem on

128 x 128 mesh for 10 angles where 6 €[Z, 32 ].

Problem Instance Solution CPU Time(s) Trust-Region|Solution
Domain Control Relaxation|PDEs/ Gradient|MIPs Iterations| Figure
Dy 20x 20| 2093.23 430.97| 0.18 17 14
DO2 20 x 20 137.17 430.98| 0.16 17 18
D03 20x 20 135.26 361.15| 0.13 14 22
DO1 40 x 40 2495.73 3900.51| 0.91 61 16
D¢ 40 x 40 326.36 3715.97| 0.89 60 20
Dy 40 x 40 62.42 5986.25| 1.64 105 24

In Table 4.7, we show the solution quality for the uncertain case. We see in many cases, similar to
the single angle case, that we are able to reduce the objective function value below the relaxed objec-
tive function value with our trust-region method. This is not unexpected because, as demonstrated
in Figure 4.3 for a single angle, our problem is nonconvex.

We also compare nominal design compares with the uncertainty design over a range of angles
for the circular domain. We define the function

f@)=7"@;v' ), 4.37)
We take the solution of the trust-region method from the nominal and the uncertainty case with a
given 0, solve the state, and evaluate the objective value to obtain f(8). We compare the nominal
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Table 4.7 Objectives for uncertain problem with 15 angles.

Problem Instance 6€<l0,%] 0e[5,3F
Relaxed | Trust Relaxed | Trust
) Relaxed . Relaxed .

Domain Control Objective Rounded| Region Objective Rounded| Region

Objective|Objective Objective|Objective
DO1 20x 20 0.0927 0.0941 0.0902 0.0773 0.0770 0.0762
D02 20x 20 0.0106] 0.0107| 0.0083] 0.0196| 0.0210{ 0.0190
Dg’ 20x 20 0.0042 0.0034 0.0028 0.0086 0.0093 0.0082
DO1 40 x 40 0.0818| 0.0818| 0.0077| 0.0614| 0.0647| 0.0597
DO2 40 x 40 0.0111] 0.0101| 0.0071] 0.0220| 0.0220{ 0.0183
D3 40 x 40 0.0043| 0.0030| 0.0017| 0.0197| 0.0126] 0.0090

design for 6 = T with the uncertainty design found using 5, 10, and 15 angles from the interval [0, %]
on the 20x20 and 40x40 control meshes, respectively. We evaluate f on 6 = [0, Z] by breaking the
interval into 100 sample points and then plot the resulting objective value as a function of 8, as
shown in Figure 4.10. We observe that the nominal design produces a lower objective value at
when compared to the uncertain designs, which is expected. However, when we move away from
the nominal angle, 6 = 7, we observe that the uncertain design preforms better than the nominal
design. We built the nominal design to cloak for a single angle, so it makes sense that it is superior to

the uncertain design at § = 7, which covers several angles. Similarly, because the uncertain design

was developed for several angles, it performs better across a range of angles.
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(b) Comparison 40x40.

Figure 4.10 Comparison of nominal versus robust cloak design over a range of angles 6.
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4.3 Conclusions

In this chapter, we introduced a steepest descent trust-region method for MIPDECO using an
adjoint-based gradient. Our approach to MIPDECO is systematic and to our knowledge the first
OTD approach for MIPDECO. We first solve the continuous relaxation of the MIPDECO, then we use
arounding heuristic to produce a feasible control for the MIPDECO. We use this feasible control as a
starting point for our trust-region method. We have shown that our approach produces minimizers
with lower objective function value when compared to the objective function value of minimizers
produced by random feasible starting guesses. Our numerical solutions have demonstrated that
our algorithm produces quality minimizers for our application problem and is, more importantly,
computationally problem. In fact the computational effort required to solve the integer portion of
the MIPDECO is negligible to the overall effort required to execute the trust-region algorithm.
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CHAPTER

5

A MIXED-INTEGER PDE-CONSTRAINED
OPTIMIZATION FORMULATION FOR
THE CONSTRUCTION OF
ELECTROMAGNETIC CLOAKS WITH
SEVERAL MATERIALS IN 2D

In this chapter we introduce a generalization of the cloaking problem from chapter 4. In this problem
we allow the cloak to be made out of several materials and constrain the maximum mass the cloak.
We study how the introduction of these constraints on the problem affect our trust-region algorithm
and the computational effort to solve the MIPDECO. We follow the same blueprint provided for
the single material problem. We introduce a rounding heuristic that maintains feasibility for this
application and we also introduce two continuations methods to improve our cloak designs. We
then present numerical results to show the effectiveness of the cloaks generated by our trust-region

and continuation approach, and compare these approaches.
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5.1 Introduction

The recent work of Haslinger [41] introduced a topology optimization problem for constructing
electromagnetic cloaks. The formulation assumes that the cloak is made out of a single material. In
our previous work in chapter 4, we posed a mixed-integer partial differential equation constrained
optimization (MIPDECO) formulation based on this topology optimization problem to design an
electromagnetic cloak. Our formulation accounted for uncertainty in the angle of attack of the
electromagnetic wave. Using a reduced-space formulation of MIPDECO for binary electromagnetic
cloaking, our method solved the continuous relaxation, rounded the solution, and used the rounded
solution as an initial starting point in a steepest-descent trust-region method. We chose to solve the
reduced-space problem using the optimize-then-discretize approach where we took advantage of
the adjoint equation associated with the MIPDECO to compute the gradient. In each iteration of the
trust-region method, only the weak state and adjoint equation were solved to update the gradient
for the trust-region problem. The trust-region subproblem is a binary knapsack problem that can be
solved quickly. Hence, our approach for solving MIPDECO problems can be viewed as sequentially
solving PDEs and mixed-integer programs. Our numerical results showed that our trust-region
method was computationally tractable and that the solutions provided effective cloaking ability.

Here, we introduce a generalized topology optimization problem based on Haslinger’s formu-
lation and on our previous work in chapter 4 that allows the electomagnetic cloak to be designed
from several different materials. We extend the single-material formulation from chapter 4 in two
important ways: (1) we allow multiple materials in the cloak with different material properties; and
(2) we add a mass constraint. The material used to build a cloak directly impacts the cost of the cloak,
which can create a financial incentive to build less massive cloaks. If the quality of the cloaking
ability is not adversely impacted, then there is no reason to build more massive cloaks. We add a
mass constraint to place an upper bound on the mass of the electromagnetic cloak.

To design an electromagnetic cloak from multiple materials, we let D C R? be the computational
domain and D, c D be the part of the domain we wish to cloak. We let D ¢ D — D, be the subregion
in which we can design the cloak and {2 ¢ D be the topology of the cloak. Our interest is to minimize
the scattering that occurs in D, to induce optical invisibility. We introduce the following topology

optimization problem to construct an optimal electromagnetic cloak out of p > 1 materials while
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also enforcing an upper bound on the mass of the cloak:

1
minimize > |z + a9||§ Dy

u, q,cD

subject to —Au—k§(1+qﬂﬂ)u=k§qﬂﬁu9 inD,
ou
——ikou=0 ondD, (5.1)
on

(Cl(x, y),P(x» J/))G {(0,0)»(671;131)’---r(Clp,Pp)},

f p(x,y)dO<c,

Q

where i = v/—1, 8 D is the boundary of the computational domain and

I:tg(x, y) — e(iko(x cos(0)+y sin(6))) (5.2)

is the incidence wave in direction d = (cos(0),sin(8)), and kg is the wave number. The angle
at which the incidence wave approaches the cloak is measured from the x-axis and we refer to
0 as the angle of attack. The state variable u represents the electromagnetic field intensity. In
this formulation we allow the cloak to be made out of p materials. Each material has a relative
permittivity g;, with corresponding density p; for i =1,..., p. We measure the relative permittivity
to zero which corresponds to the uniform permittivity found outside of the cloak in D — ). The
parameter C serves as an upper bound for the cloaks mass. Because u, ity : R? — C is complex
valued, we split u and ity into its real and imaginary parts, u = uge + i Uy, and itg = iige + i ity We
view the problem in term of the real and imaginary parts instead of the complex valued quantities
u and ity.

We study how the introduction of several materials can improve cloaking ability and how much
of an impact the mass constraint has on the quality of the cloaking ability. The introduction of
this mass constraint makes the design problem more complex by adding an additional resource
constraint. In some instances, we have observed inconsistent optimal solutions as we vary the
upper bound on the mass, due to the nonconvexity of the objective function. Hence, we introduce a
continuation scheme to create a heuristic that improves the electromagnetic cloaks in a sequential
manner. We show that by using our continuation method, we obtain cloaks with improved cloaking
ability when compared to producing cloaks by means of only solving the relaxation, rounding,
and then applying our trust-region method. We provide numerical experiments and cloak designs
obtained from our approach and report the computational effort.

Chapter Outline: In Section 5.2, we define the infinite-dimensional MIPDECO for electromagnetic
cloaking. This formulation allows multiple materials to be used in the cloaking device and sets

an upper bound on the mass of the cloak. In Section 5.3, we derive the optimality conditions to
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produce an adjoint-based gradient in infinite dimensions using the formal Lagrangian approach
and we discuss the discretization of the state and adjoint equation and the gradient. In Section 5.4,
we introduce a rounding scheme that enforces our mass constraint. We then discuss a trust-region
method for MIPDECO with constraints on the control variable. Next we introduce our continuation
method. We provide numerical experiments in Section 5.5 to demonstrate the cloaking ability of
cloaks produced by our trust-region method and we comment on the computational effort to solve
our problems. We then conclude by summarizing our results in Section 5.6.

5.2 Multi-Material Electromagnetic Cloak

For our MIPDECO based on the topology optimization problem introduced in (5.1), we assume that
the cloak €2 is a box. We then partition the cloak €2 into a finite number of non-overlapping uniform

squares, €2, for n =1,..., N. We refer to this partition as the control mesh and assume that
N
O={JQ, and (2,\00,)0(Qn\0Q,)=0forn#m.
n=1

We define two vectors, the relative permittivity vector g € #”, p > 1, which is relative to the uniform
permittivity found outside the cloak, D — ), and the density vector p € Z”:

i P1
7] P2

=1 .1 P=| .| (5.3)
dp Pp

n v
v v2

v=| |, whereeach v,=| |, (5.4)
Un Vr’lj

for n=1,..., N control elements. We illustrate a sample design in Figure 5.1, where we have two
materials, yellow and red, and purple corresponds to no material. In this formulation we associate
the binary vector v, with the n-th control element €2, by defining a material function, w(x, y),

p

N N
w:Z(qTUn)ﬂQn\aQn :qui V,llﬂgn\agn. (5.5)
n=1 n=11i

=1
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Figure 5.1 An illustration of a 4x4 grid of control elements in which the goal is to cloak the region D,. In this
case D, is a rectangle in the top region domain. We choose from two materials build our cloak in this
illustration.

To ensure that at most one type of material is selected in each control element, we add special-order-

set of type one (SOS1) constraints [30, 99, 100]:
p .
D> i<l Vn=1,...,N. (5.6)
i=1

If v, = 0 then we we place no material in the control element €2,,. This type of constraint has
been studied extensively and the structure of this constraint can be exploited when preforming
branch-and-bound.

In addition, we add a constraint on the the mass of the cloak. We compute the mass of the cloak

as the sum of the individual mass contributions from each €,,:

N p N N
m(”)=Z(J Zpiv,idfzn)=2(f Pl a2, )= p" val0, 5.7
n=1>JQ, i=1 n=1+JQ, n=1
where
IQn|=f 1d<,, (5.8)
(o8

and we add the constraint m(v) < C. We experiment with different values of C to illustrate the effect

the mass constraint has on the optimal design and its cloaking ability. We now summarize our new
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MIPDECO formulation:

1
e e s - 12
minimize u,v,w)=—|Uu + U
. j( ) 21D, ||I 0||2,D0

subject to —Au—k§(1+w)u:k§wu9 inD

— —ikyu=0 ondD

on
N

w=2(unn)ﬂQn\mn (5.9)
n=1

v, €{0,1} Yn=1,..., N,

p .

Zvégl Vn=1,...,N

i=1

m(v)<C Yn=1,...,N,

where C is an upper bound on the mass of the cloak. We note that (5.9) is a full-space formulation
of the MIPDECO. We established in chapter 4 that for any given v both the state u and control
function w are uniquely defined. Therefore, we solve a reduced-space formulation where instead of
optimizing over (u, v, w), we optimize over v. The objective function of this reduced approach can
be viewed as ¢ (v)=_¢(u(v), v, w(v)). We can obtain the gradient efficiently using the adjoint-based
gradient [97]. We also introduce a scaling parameter |Dy| = fDo 1d Dy so that the objective function
value is normalized to accurately measure the quality of our cloak.

5.3 Optimality Conditions and Discretization

In chapter 4, we outlined how to obtain the gradient of the objective, V,_¢#(v), by means of the
adjoint-based approach [97]. We omit the details here and provide a summary instead.
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To build the gradient, we pose the partial Lagrangian associated with (5.9):

L(Ugg Upyy Uy Ager Ay 0)

Re’ “*"Im’

1 _ _
= 2|_D0| fDO (uRe —+ uRe)Z + (ulm + ulm)deO

+f VuRe-VARedD+f Koty A 40 D
D oD

(5.10)
— | [A[K2Q+ w)u,, + k2 wiig.||dD
b Rel™0 Re 0

+f Vulm-VAImdD—J Kot A, A3 D
D oD
_ f Dy K20+ 0ty + Kewi]JaD,
D

where uge, Uy, are the solution to the real and imaginary part of the state equation, and Age, Ay, are
the adjoint (multiplier) variables associated with the real and imaginary state equation, respectively.
The reader may be curious why this Lagrangian does not take into account the SOS1 and mass
constraints. The reason is because these constraints do not contain the state variables, so they
have no contribution to the total derivative V,_¢ and we treat these constraints explicitly in the
reduced-space optimization problem. We follow our approach from chapter 4 to derive the weak
state and adjoint equations for our new formulation (5.9). The weak state equations are

OZZARE[ZRe]_J Vg, Vg dD +f kot Ag,d 8D (5.11)
oD
fa [K2(1+ w)ug, + ki w itge |d D Vg, € H'(D),
D
0= [A] f Vg, -VA,,dD— f ko g Ay, A0 D (5.12)
D oD
f Al kG (L+ w)uy, + kg wityy, |d D, VA, € H'(D),
D
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and the weak adjoint equations are

_ 1 _
0=y, [tgc]= mﬁ) (ttpe + fine) ge d Do
0
+f VﬁRe-VARedD—J Apeks(1+ qw)iip,dD (5.13)
D D
—f ko fig, Ay A0 D, Vig, € H'(D),
oD
_ 1 N
0=Ly,, [l = mJD (241, + fm ) iy, @ Do
0
+f Vﬁlm-VAImdD—f Apnke(L+ qw)iy, dD (5.14)
D D
+f ko ity Ao d 0D, Vi, €H' (D).
oD

Once we have solved for the state and adjoint variables we build each component of the gradient,
vl, by calculating the integral:

V5 (0)= —JA (kéq,-(uRexRe i Aam) + k2o A + almzlm))dfzn,
2y

forn=1,...,Nandi=1,...,p.

To solve the weak state and adjoint equations numerically, we discretize the infinite dimensional
equations using the finite-element method (FEM). We represent each solution to the weak state
and adjoint equations as a linear combination of piecewise linear basis functions, with a mesh
discretization parameter of h in both the x and y dimension. We denote these solutions for a fixed
h as uﬁe, uffn,)tﬁe, Alhm. We choose piecewise linear elements to obtain second-order accuracy in
the state and adjoint variable approximations, as discussed in chapter 4. Once we have solved for
the FEM approximation of the state and adjoint equations we produce a discretized gradient by

applying a two-point Gaussian quadrature rule to the following integral using the FEM solutions:
Y, 0" ()= _JA (kgq,.(u{;exge +ul AP )+ kgi(al AR+ a{;n/x{’m))dfzn, (5.15)
2,

forn=1,...,Nandi=1,...,p. We call V,,]h the approximation to the true gradient VvV, _¢.
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5.4 Solving the Multi-material Cloaking Problem

In chapter 4, we introduced a steepest-descent trust-region method. In this approach we first solve
a continuous relaxation of (5.9). This relaxation of (5.9) relaxes v to be continuous, 0 < v < 1. Next
we take the relaxed solution and apply a rounding heuristic to obtain a feasible solution for (5.9).
Then we apply a discrete steepest-descent trust-region method to improve this rounded solution. A

continuation scheme is then provided to further improve the cloak designs.

5.4.1 ARounding Heuristic for the Relaxation

Here, we present a deterministic rounding heuristic inspired by the feasibility pump, a heuristic
for obtaining good initial guesses for mixed-integer linear programming (MILP) and mixed-integer
nonlinear programming (MINLP) problems [1, 9, 11, 31, 33]. Let # € [0,1]”" and i € [0, qp]N
be the solution of the relaxation of (5.9), and construct an integer feasible point, v €[0,1]”" and
wef0,q1,...,qy IV, that is as close as possible to (#, ). Letting w,, = g’ v,,, where w,, is the constant
value of w on (2,,, we formulate this problem as the following MILP:

minimize |lw—w||;
v, w

subjectto w, =q" v,

P (5.16)
v, <1 Yn=1,...,N

i=1

v, €{0,1}" Yn=1,...,.N

weRN

ve{o,1}*N

We let our initial guess for our trust-region method be the solution (v, w) of (5.16), which is the
point that has a feasible, discrete cloaking pattern defined by w that is as close as possible to the
continuous relaxation.

We could use the ¢,-norm typically used in the feasibility pump in the objective. Unlike the full
feasibility pump, however, we solve only a single MILP to obtain our rounded initial guess instead

of a mixed-integer quadratic program that could take significantly more effort to solve.
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5.4.2 Steepest-Descent Trust-Region Method for MIPDECO

We generalize our trust-region method from chapter 4 to include additional constraints with Algo-
rithm 2. We decompose solving the MIPDECO into iteratively solving PDEs to obtain the gradients
and a binary linear program.

Given an initial trust-region radius, Ay = A > 1, and an initial guess v¥ € {0, 1}V
Select a acceptance step parameter p >0, and set k < 0

Evaluate the objective function ]}(lk) = J"(vM) and the gradient gglk) =V, ] (vW)
while A;. >1do

Solve the trust-region subproblem for :

T
U = minimize gék) (v—v(k))+],§k)
v

subjectto ||lv— v(k)lll < Ag
p
D i<l Yn=1,..,N
i=1
m(v)<C

ve{o, 1}V

Evaluate the objective J;,(7, u(7) by solving the state equations with 7;
JWO—j(@,u(@)) .

o) )
if p;. > p then
Accept the step: v**1) = 7 and evaluate the gradient g**!) = v, j(p(k+1))
if || vF+) — p(k)]|; = A, then increase the trust-region radius Ay, =2A ;
Ise if p; > 0 then
Accept the step v**!) = 7 and evaluate the gradient g(*+!) = v, J(p(k+1)
Keep trust-region radius unchanged Ay, = A
else
Reject the step, set v

Compute the ratio of actual over predicted reduction: p; =

[¢]

k+1) — k+1) k)

v(®) and copy the gradient glk*!) = g(
Reduce the trust-region radius Ay, = ﬂoor(% ;

Setk—k+1;

Algorithm 2: Steepest-Descent Trust-Region Algorithm.

In every iteration of our trust-region method we begin by solving the discretized state equation

given a v(¥), Next we build the discretized adjoint system by substituting the approximate state

h h

solution ug,, Re’ Aﬁe. Once we have the FEM approximation to

uf’;e and solve the adjoint system for A
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the state and adjoint equations, we build the gradient (5.15) by applying a quadrature rule. We use
this gradient in our trust-region subproblem. The constraints in our application problem are linear,
so the trust-region subproblem is still a mixed-integer linear program (MILP).

5.4.3 Continuation Algorithm

We introduce a continuation method in Algorithm 3 that we use to attempt to improve on the design
of our cloaks. We do this for s different mass upper bounds Cj, ..., C; that are ordered from least to
greatest. We introduce a sequence of / > 1 control meshes Ql, ... ,Ql, in which the k-th control mesh
Q4 corresponds to a 2K71N x 25~1 N mesh. We choose N with the intention that this size would
produce the coarsest of the control meshes to be examined in our continuation method. We note

that this ordering implies the following two propositions:

Proposition 1. Any feasible solution of (5.9) on the control mesh €Y. is a feasible solution on Q.

Proof. The control mesh ., is a relaxation of the control mesh .. Therefore a feasible solution

for Q. is a feasible solution for Q. O

Proposition 2. Any feasible solution of (5.9) with mass upper bound C; is feasible for a mass upper
bound Cl+1 = Cl-

Proof. Afeasible solution v satisfies m(v) < C; < C;, 1, therefore m(v) < Cp4;. O

We start the algorithm by first solving the relaxation of (5.9), rounding with (5.16), and executing
our trust-region method on the coarsest mesh, with C = C;. We note there are many possible paths
for continuation, such as first along the control mesh and then along the mass upper bound, or first
along the mass upper bound and then along the control mesh. We illustrate these two continuation
paths in Figure 5.2. We choose the following orientation while performing continuation: moving left
to right corresponds to refining the control mesh, and moving from top to bottom corresponds to

increasing the mass upper bounds. We define a general list L:
L=((C;,Qy)) forsomel,k, (5.17)

which defines the sequence of problems to be solved. The order of the sequence determines the
continuation path taken and any order is acceptable as long as the feasible region of the previous
problem is a subset of the feasible region of the current problem. We assume the first problem in

the list corresponds to the coarsest mesh and the smallest mass upper bound.
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(a) Stage 1 continuation on the mass, then in stage 2 (b) Stage 1 continuation on the control mesh, then in
continuation on the control mesh. stage 2 continuation on the mass.

Figure 5.2 5.2a: Continuation method with emphasis on continuation in control mesh size. Stage one of the
continuation is represented with black arrows and stage two of the continuation is represented by red lines.
5.2b: Continuation method with emphasis on continuation on the mass upper bound. Stage one is
represented with black arrows and stage two is represented with red arrows.

5.5 Numerical Experiments

We consider cloaking of an object in the region
Dy={x,y]| —0.6<x<0.6,07<y<1} (Rectangle). (5.18)

We run all our experiments using a MacOS desktop with a four core Intel processor working at
3.3GHz. We use the FEniCS version 2017.2.0 package in Python [5] to solve the state and adjoint
PDEs using piecewise linear basis functions. We solve all the PDEs on a 128 x 128 FEM mesh using
triangular elements. In addition we use FEniCS’s default two-point Gauss quadrature method to
build the components of the gradient. To solve the relaxation we use the “trust-constr” solver in
SciPy [52], which is a trust-region method for optimization problems with constraints. For this solver,
we set the termination condition to be once the two-norm of the gradient is 10~*. We use CPLEX
12.8.0.0 when solving our trust-region subproblem and when applying our rounding heuristic (5.16)
to the relaxed solution of (5.9). In our trust-region method, we use p =0.75, as recommended by
[80] and an initial trust-region radius of Ag = 256. All numerical experiments use the following set of
common parameters: wave number ky = 67 and cloak location, D c D, where

55

—= —]. (5.19)

D=[-1,1]x[-1,1] and 5:[_§,§]x ,
8 8 88

In Table 5.1, we list the material relative permittivity, density, and the color that we use for means
of plotting. If we choose to not place material in a region we color the cloak element blue. We let

the incidence wave approach the domain at angle § = 7 for all simulations. For our numerical
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Given list L of problems, (C;,€;) —pop(L) // select first element of list
Using the trust-region method 2, solve (5.9) using the mass upper bound and control mesh
(Cy,£4) to obtain trust-region solution vy

while L is not empty do

(C;, Q) —pop(L)// select next element of the list

if v; y_; solved then

Initialize the trust-region method starting point to be v; _; and solve (5.9) using
(C;, ) to produce trust-region solution Vi k. // continuation in the
control mesh

else
Initialize the trust-region method starting point to be v;_, ; and solve (5.9) using

(C;, ) to produce trust-region solution Vi x. // continuation in the mass
upper bound

Algorithm 3: Continuation Algorithm.

Table 5.1 Material relative permittivity, density and plotting color.

q; Pi Color
0.1875|1/6|Green
0.3750(1/2(Yellow
0.5625(2/3| Black
0.7500{1.0| Red

experiments we use mass upper bounds C; =0.30, C, =0.40, and C3 = 0.45, and we examine 10 x 10,
20 x 20, and 40 x 40 control meshes.

We experiment with both a single material and four materials. For the one material case, we use
the red material, and for the four material case we use all the materials in Table 5.1. In Section 5.5.1,

we establish if it is advantageous to build a cloak out of several materials versus a single material.

5.5.1 One Material

We first validate our model by comparing our results with the results from [41]. Next we conduct a
computational experiment that solves (5.9) with a single material using the approach by solving the
relaxation of (5.9), rounding the relaxation using (5.16), and performing our trust-region method
using the rounded relaxation as an initial starting point. We compare the objective values of solving
this problem with the mass constraint to our results in chapter 4, which did not constrain the mass
of the cloak, but did use the same material. We also report in this table the mass of the cloak. When
we examine the objective function values in Table 5.2 to the objective function values in chapter 4,

we observe that the objective values in Table 5.2 are an order of magnitude higher. Our conclusion
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Table 5.2 The trust-region solution objective function value for a given mass upper bound and control mesh
and the mass of the cloak. We solve the problem by solving the relaxation of (5.9) using one material, then
start our trust-region method with an initial guess generating by applying the rounding heuristic (5.16).

C 10x 10 20 x20 40 x 40
Objective|Constraint|Objective|Constraint|Objective| Constraint
0.30/0.1001  |0.2968 0.0379 ]0.2968 0.0194 |0.2998
0.40/0.0549  |0.3750 0.0278  |0.3984 0.0080  |0.3994
0.45|0.0541 |0.4375 0.0175 |0.4492 0.0139 |0.4404

is that the introduction of the mass constraint can negatively affect the cloaking ability of the cloak.
We observe that for C =0.30 and C = 0.40 the mass constraint is almost active. We make several
conclusions from Table 5.2. First, when C = 0.45, the mass constraint is not active in the local
solutions we find. As we solve the problem on more refined control meshes, we find lower objective
function values. This indicates that on more refined control meshes, where there is more choice in
the construction of the cloak, we are able to drive the objective function value lower. Second, we find
that when the upper bound for the mass is increased, there is an improvement in the cloaking ability.
In Figure 5.3, we show the designs produced by the trust-region method and in Figure 5.4 we show
the integrand of the objective function value of (5.9) on the computational domain for different
mass upper bounds and control meshes. We see that cloaking ability is improved as we refine the
control mesh. In Table 5.3 we report the computational effort required to solve the problem. When
we compare the computational effort incurred by the introduction of the mass constraint with
our results in chapter 4, we do not see a significant increase and the trust-region iterations are
comparable. This indicates that our trust-region method for MIPDECO is still computationally

tractable with linear constraints.

Table 5.3 CPU times in seconds when solving from scratch with one material including the PDE/gradient
calculations and knapsack problems on a 128 x 128 FEM mesh where 6 = 7.

Solution CPU Time(s) Trust-Region| Solution

C Control Relaxation| PDES|Gradient|MIPs Iterations| Figure
0.30 10x 10 707.64| 40.13|  26.03| 0.23 11/5.3a,5.4a
0.30 20x20|| 12432.87| 74.45| 172.13| 1.62 21|5.3b,5.4b
0.30 40 x40|| 3750.88|231.97| 2078.87|14.24 66| 5.3¢,5.4c
0.40 10x 10 564.90| 47.77 31.15| 0.29 13|5.3d,5.4d
0.40 20 x20|| 10072.67| 70.88| 163.72| 1.23 20(5.3e,5.4€
0.40 40 x40|| 82182.54(223.39| 1999.44(12.40 64| 5.3f,5.4f
0.45 10x 10 393.83| 43.21| 28.79| 0.27 12|5.3h,5.4h
0.45 20x20|| 10791.47{102.02] 234.94(1.704 29|5.3g,5.4g
0.45 40 x 40|| 67686.60{170.82| 1563.98| 8.44 49| 5.3i,5.4i

110



100 100
075 075
0350 0350
025 025

(a) C=030 N=10. (b) C=0.30 N =20. () C=0.30 N =40.
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(d C=0.40 N =10. (e) C=0.40 N =20. (f) C=040 N =40.
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(g C=045 N=10. (h) C=0.45 N =20. (i) C=0.45 N =40.

Figure 5.3 Cloak designs obtained when solving from scratch with one material.
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(a) C=030 N=10. (b) C=0.30 N =20. (c) C=0.30 N =40.
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050 150 050 150 050 150
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(d) C=0.40 N=10. (e) C=0.40 N =20. (f) C=0.40 N =40.

078 025 075 025 078 025
050 050 030 050 0350 050
—o2s 1z 028 1as 028 1z
-0s0 150 -0 -150 -0s0 150

(g C=045 N=10. (h) C=0.45 N =20. (i) C=0.45 N =40.

Figure 5.4 Scattering field in log;, obtained when solving from scratch with one material.
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(@) C=030 N=10. (b) C=0.30 N =20. (c) C=0.30 N =40.
(d C=0.40 N=10. (e) C=0.40 N =20. (f) C=0.40 N =40.
(g C=045 N=10. (h) C=0.45 N =20. (1) C=0.45 N =40.

Figure 5.5 Cloak designs obtained when solving from scratch with four materials.

5.5.2 Four Materials

In our next experiment, we examine solving (5.9) with four materials and compare the results with
the previous experiment. We compare Table 5.5, which reports the objective function value and mass
of the final cloak for four materials, to Table 5.3 that reports the same for one material. We see that
the objective function value for the four material case is slightly worse than the one material case,
but is on the same order of magnitude. This indicates that it is not necessarily advantageous to build
a cloak out of several materials, at least from the approach of solving the relaxation, rounding, and
applying the trust-region method. In Figures 5.5 and 5.6, we report the designs and scattering field
associated with using four materials. Our results follow a similar trend with our observations and
conclusions for one material, mainly that cloaking ability improves as we either refine the control
mesh or allow for a larger mass upper bound. The computational time for solving the problem using
different mass upper bounds and control meshes is reported in Table 5.5. Because of the way we
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(d C=0.40 N=10. (e) C=0.40 N =20. (f) C=0.40 N =40.

0350 050 050 o050 0350 050
025 075 o025 075 025 07
050 150 050 150 050 150
078 17 078 178 075 17

(g C=0.45 N=10. (h) C=0.45 N =20. (i) C=0.45 N =40.

Figure 5.6 Scattering field in log,, obtained when solving from scratch with four materials.

Table 5.4 The trust-region solution objective function value for a given mass upper bound and control mesh
and the mass of the cloak. We solve the problem by solving the relaxation of (5.9) using one material, then
start our trust-region method with an initial guess generating by applying the rounding heuristic (5.16).

10x 10 20x 20 40 x 40
Objective|Constraint|Objective|Constraint|Objective| Constraint
0.30/0.0981 |0.2968 0.0606 0.2994 0.0334 |0.2996
0.40|0.0608 |0.3984 0.0558 |0.3951 0.0162 |0.3995
0.45|0.0599 |0.4166 0.0312 ]0.4498 0.0153 |0.4497

C
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Table 5.5 CPU times in seconds when solving from scratch with four materials including the PDE/gradient
calculations and knapsack problems on a 128 x 128 FEM mesh where = 7.

Solution CPU Time(s) Trust-Region| Solution

C Control Relaxation| PDEs|Gradient|MIPs Iterations| Figure
0.30 10x 10 721.05| 45.72| 104.57| 1.07 12|5.5a,5.6a
0.30 20x 20 3196.71|358.80| 2990.04|19.43 96/5.5b,5.6b
0.30 40 x 40| 112647.39|377.80{12528.02|84.12 100| 5.5¢,5.6¢
0.40 10x10(13260.25885| 47.66| 107.44| 1.35 13|5.5d,5.6d
0.40 20x 20 3124.09| 76.65| 727.46| 6.81 20| 5.5e,5.6¢
0.40 40x40|| 117127.11|360.20{12486.30|88.30 100| 5.5%,5.6f]
0.45 10x 10 667.87| 45.92| 108.52| 0.48 12| 5.5g,5.6g
0.45 20x 20 3892.93|114.48| 972.96| 5.39 31|5.5h,5.6h
0.45 40 x40|| 107674.43|206.25| 7029.62|41.39 56| 5.5i,5.6i

have introduced the MIPDECO (5.9), the four-material problem has four times as many variables as
its one-material counterpart. When we take this into account, we see that the computational effort
required to construct the gradient for the trust-region method for the four material problem on a
given run is about four times greater than its one material counterpart. The computational effort
of building the gradient for the multi-material problem is just a multiple of building the gradient
for the one material problem. The multiplication factor that determines the effort is the number of
materials. This experiment shows that the designs found for the refined control meshes are cloaks
made out of mostly red and green material on the most refined control meshes. It is not surprising
that this is the case, because this green material is the least massive material and has the smallest
relative permittivity. When compared to the one material case, we replace more massive red material
with less massive green material to create a cloak. Even though the cloaking ability is slightly worse,

one can imagine the advantage of such a cloak.

5.5.3 Continuation

Solving the problem from scratch with four materials in some instances of C and control mesh size
produced cloaks whose cloaking ability were slightly worst than their one material counterparts. This
makes multi-material cloaking look less attractive. We address this concern with our continuation
approach and show that the continuation produces superior cloaks. One benefit of the continuation
methods is that we only solve one problem from scratch, which means only one relaxation must be
solved.

In Figure 5.7, we provide the upper bound on the mass and the control meshes we use in our
continuation method. In Figure 5.9, we present the designs from performing the continuation on
the control mesh, and in Figure 5.10, we present the corresponding scattering effect. We observe
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(0.30,10 x 10) | (0.30,20 x 20) | (0.30,40 x 40)

(0.40,10 x 10) | (0.40,20 x 20) | (0.40,40 x 40)

(0.45,10 x 10) | (0.45,20 x 20) | (0.45,40 x 40)

Figure 5.7 Parameters for the continuation method. The first parameter is the value of C and the second
parameter is the control mesh size.

the same behavior as in our previous experiments. The cloaking ability is enhanced as either we
refine the control mesh, or lessen the restriction on the mass upper bound and refine the mesh
simultaneously. Even though we can choose from several materials, our continuation solutions favor
the red material. We note that the objective function values we find from our continuation scheme
in Table 5.6 are better than the objective function values obtained from solving each instance of
the problem from scratch with four materials in Table 5.4 or one material in Table 5.2. Moreover,
when we compare the objective function values in Table 5.7 with our previous results in chapter
4, the objective functions values are on the same order of magnitude or better. Even with a mass
constraint, we can build a cloak out of four materials that is competitive with a cloak made out of
one material without a mass constraint. We also observe that when we look at the computational
effort of performing the continuation in Table 5.7, the average trust-region iterations required are
lower than solving the problem from scratch.

Next we present the designs in Figure 5.11 and the scattering fields in Figure 5.12 for continuation
on the mass upper bound. We observe that the refinement of the control mesh is helpful at reducing
the objective function value and therefore creating better cloaking ability. The cloaks obtained from
the continuation method still favor red material. The computational effort required for performing
this continuation in Table 5.9 is comparable.

We compare the effectiveness between solving the four material problem from scratch, using
control mesh continuation, and using cloak mass continuation in Figure 5.8. Between the control

mesh continuation and the cloak mass continuation, they are comparable in the quality of cloaks
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Table 5.6 Objective function value and cloak mass for control mesh continuation.

10x 10 20x 20 40 x 40
Objective|Constraint|Objective|Constraint|Objective|Constraint
0.30/0.0981  |0.2968 0.0218  |0.2994 0.0084  [0.2999
0.40|0.0362 |0.3906 0.0081 ]0.3984 0.0021 |0.3979
0.45|0.0348 |0.4218 0.0110 |0.4335 0.0026  [0.4335

C

produces. The objective function values of the two continuation schemes are on the same order of
magnitude. The control mesh continuation produces slightly lower objective values on the more
refined control meshes, 20 x 20 and 40 x 40. This makes a strong case that control mesh refinement
plays a powerful role at enhancing the cloaking ability of a cloak. In both cases, the objective function
values from conducting continuation in either Tables 5.6 or 5.8 are better than when solving from

scratch in Tables 5.2 and 5.4, and comparable to the objective function values found in chapter 4.
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(a) Control mesh continuation. (b) Mass continuation.
Figure 5.8 5.8a: Comparison between the control mesh continuation and solving the problem from scratch
with several different mass upper bounds. We use FS to denote the from scratch experiments and CC to
denote the control mesh continuation experiments. 5.8b: Comparison between the mass continuation and

solving the problem from scratch for several different control meshes. We use CM to denote mass
continuation experiments.

5.6 Conclusion

In this chapter we introduced a MIPDECO formulation for designing electromagnetic cloaks using

multiple materials, while also enforcing a constraint on the mass of the cloak. We introduced a
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(a) C=030 N=10. (b) C=0.30 N =20. (€) c=0.30 N =40.

(d C=0.40 N=10. (e) C=0.40 N =20. (f) C=0.40 N =40.
(g C=0.45 N=10. (h) C=0.45 N =20. (i) C=0.45 N =40.

Figure 5.9 Cloak designs obtained with control mesh continuation.

Table 5.7 CPU times in seconds from control mesh continuation including the PDE/gradient calculations

and knapsack problems on a 128 x 128 FEM mesh where 0 = 7.

Solution CPU Time(s) Trust-Region| Solution

C Control Relaxation|PDEs|Gradient|MIPs Iterations Figure
0.30 10x 10 288.29|88.36] 199.70| 1.55 23/5.9a,5.10a
0.30 20 x 20 -169.70| 651.68| 6.78 19/5.9b,5.10b
0.30 40 x40 -188.79| 3188.87|20.60 2415.9¢,5.10c
0.40 10x 10 -165.54| 155.88| 1.40 17|5.9d,5.10d
0.40 20x20 -155.97| 515.63| 2.98 22(5.9¢,5.10e
0.40 40 x40 -170.34| 2481.67(12.78 25| 5.9f,5.10f
0.45 10x10 -133.09 78.31| 0.34 10/5.9¢,5.10g
0.45 20x 20 -154.15| 473.93| 2.12 15|5.9h,5.10h
0.45 40x40 -|70.45| 2405.10/12.09 19| 5.9i,5.10i
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Figure 5.10 Scattering field in log,, with control mesh continuation.

Table 5.8 Objective function value and cloak mass for mass continuation.

10x 10 20x 20 40 x 40
Objective|Constraint|Objective|Constraint|Objective| Constraint
0.30{0.0981 0.2968 0.0218 |0.2994 0.0084 |0.2999
0.40|0.0362 |0.3906 0.0122 |0.3307 0.0031 |0.3273
0.45/0.0348 |0.4218 0.0122 |0.3307 0.0031 0.3273

C
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(a) C=030 N=10. (b) C=0.30 N =20. (c) C=0.30 N =40.

(d C=0.40 N=10. (e) C=0.40 N =20. (f) C=0.40 N =40.
(g C=0.45 N=10. (h) C=0.45 N =20. (i) C=0.45 N =40.

Figure 5.11 Cloak designs obtained with mass continuation.

Table 5.9 CPU times in seconds from mass continuation including the PDE/gradient calculations and

knapsack problems on a 128 x 128 FEM mesh where 6 = 7.

Solution CPU Time(s) Trust-Region| Solution

C Control Relaxation|PDEs|Gradient|MIPS Iterations Figure
0.3 10x10 272.46(87.47| 206.15| 1.81 23|5.11a,5.12a
0.3 20x20 -169.20| 659.69| 6.72 19|5.11b,5.12b
0.3 40x40 -189.04| 3333.24(19.53 24/5.11¢,5.12¢
0.40 10x 10 -168.54| 150.36| 1.57 18|5.11d,5.12d
0.40 20 x20 -|37.65| 361.92| 1.51 10{5.11e,5.12¢
0.40 40 x40 -|70.30| 2742.36(13.61 19| 5.11f,5.12f
0.45 10x 10 -|32.74|  76.38| 0.46 9/5.11g,5.12¢g
0.45 20 x20 -|33.54| 339.41| 1.00 9(5.11h,5.12h
0.45 40 x40 -133.59| 1295.91| 5.98 9 5.11i,5.12i
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Figure 5.12 Scattering field in log,, with mass continuation.
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trust-region method to solve this problem. The trust-region method was shown in our numerical
experiments to be computationally tractable, even with the mass constraint. Instead of solving the
our problem with the branch-and-bound method, which could be computationally intractable
in practice [34, 102], our method only requires the solutions of PDEs and mixed-integer linear
programming problems. Our numerical experiments demonstrated the effect the mass constraint
and the control mesh refinement had on the effectiveness of the electromagnetic cloak. We showed
that solving the MIPDECO problem from scratch is not as favorable as applying a continuation
method. The continuation method we introduced was successful at producing superior cloaks when

compared to solving our problem from scratch in each instance.
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CHAPTER

6

A MIXED-INTEGER PDE-CONSTRAINED
OPTIMIZATION FORMULATION FOR
THE CONSTRUCTION OF
ELECTROMAGNETIC CLOAKS WITH A
SINGLE MATERIAL IN 3D

In this chapter we introduce a model for binary electromagnetic cloaking in 3D. This new model is a
direct generalization of the 2D cloaking problem with a single material. The problem itself naturally
introduces a large number of integer variables. We study how to build a 20 x 20 x 20 cube cloak.
We show that even with 8000 integer variables present in the problem, our trust-region method
is successful in producing quality local solutions. Furthermore we show that like in the 2D case,
the bottleneck of MIPDECO from our perspective is not the number of integer variables present
in the problem. In fact, solving the integer portion of the MIPDECO during the execution of our
trust-region method adds negligible time compared to the time taken to solve the PDEs and building
the gradient.
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6.1 Electromagnetic Cloaking Design for a Single Material in 3D

In this section we study the binary electromagnetic cloaking MIPDECO in 3D. The nature of the 3D
problem introduces a large amount of integer variables. The purpose of this section is to illustrate
that our trust-region method for MIPDECO is computationally tractable when a large number of
integer variables are present. We show this with numerical experiments.

The remainder of the section will proceeds as follows: we first pose 3D formulation based on the
2D formulation presented in Section 4.2. We then present numerical experiments that demonstrate
the success of our trust-region method when a large amount of integer variables are present. We
note that there are many similarities between solving the 2D problem and 3D. Because of this fact
we omit repetitive details that are shared between the two sections.

6.1.1 A Formulation for 3D Binary Electromagnetic Cloaking

We first revisit our model based on [41] and presented in Section 4.2 for a single angle of attack. We
let D C R3 be the computational domain and Dy C D be the part of the domain that we wish to cloak.
We let D c D — D, be the subregion in which we can design the cloak and Q c D the cloak. The only
significant difference in the 2D and the 3D model is that the incident wave can now travel is a three
dimensional space instead of a two dimension space. We define the traveling (incident) wave to be
ity ¢ and define the 3D MIPDECO (with scaling) as

minimize _¢(u,v, w) ||u—ﬂwyg(l/),9)”§'D0

w00 " 2IDy|
subject to —Au—k§(1+qw)u:kngﬂ¢,9 inD
Ju |
%—zkouzo ondD 6.1)
N
w :Z Vnﬂﬂn\aﬂn
n=1
v, =1{0,1} Yn=1,...,,N,
where
ly,0(y, 0) = exp(iky(x sin(yp)cos(0) + y sin(y)sin(0) + z cos(y))) (6.2)

is the traveling wave with respect to which we are cloaking with normalized wave direction

(sin(y)) cos(8), sin(y)sin(8), cos(1))), and wave number k. We note that we will enforce the notation
for the spherical representation of the direction at which the wave travels. The quantity ¢ measures
the angle between the positive z axis and 6 measures the angle in the (x, y) plane from the positive

x axis. The quantity g is the electromagnetic permittivity between and the cloaked device region
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and the outside the cloak device region. The state variable u represents the electromagnetic field
intensity and 1 is the indicator function of the cloak. We introduce the scaling factor WH’ as seen
in the multiple material problem to ensure that the objective function cannot be made arbitrarily
small.

In this formulation, we generalize how we conceptualize 0,0 » and Dy. In the 2D problem, Qwas
a square subdomain. In this formulation 2 is a cube. In the 2D formulation, {2,, were squares, in this
formulation they are now cubes. We generalize the cloaking domains we used for the 2D formulation,
which were a circle, square and rectangle, to become a sphere, cube, and prism respectively.

We note that the derivations and analysis conducted in 4.2 is still valid in this current formulation.
The state, adjoint and gradient equation in 4.2.3 still hold for this problem. The only difference is

that the integrals are in R? instead of R?.

6.1.2 Numerical Experiments

In this section we describe our numerical experiments. We apply our trust-region method (Algorithm
1) to the 3D problem.

6.1.2.1 Experimental Setup

We consider the cloaking of three different domains D, DZ, and D given by

D} ={x,y,2] —06<x<0607<y<10.7<z<1} (Rectangular Prism)
D;={x,7,2107<x<107<y<107<z<1} (Cube) (6.3)
D} ={x,y,21(x—0.85)*+(y —0.85)* +(z —0.85)* < (.1)*} (Sphere).

We note that we use the same computational resources to solve this problem as we used in 4.2.6.
All numerical experiments use the following set of common parameters: wave number k, = 67,

material constant g = 0.75, spectral angles 6 = 7 and i = 7, and cloak location D c D, where

D=[-1,1]x[-1,1]x[-1,1] and 5:[—§,§] x [—§,§] x [—§,§]. (6.4)
88 88 88

We solve the state and adjoint equation on a 32 x 32 x 32 FEM mesh and will limit ourselves to a

20 %20 x 20 cloak; this instance of a cloaking mesh admits a MIPDECO that has 8000 integer variables
respectively. The goal of our experiment is to show that our trust-region method can solve problems
with a large number of integer variables. The focus of this experiment is not to solve the state to
high accuracy. Because this is an elliptic problem, the FEM matrices (for both the state and adjoint
operator) will become progressively more ill-conditioned as we refine the mesh. The difficulties

associated with solving the Helmholtz equation numerically as the space dimension increases is
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well known. A summary of these difficulties, and approaches to address them is discussed in [27].
Building a preconditioner (which will be dependent on the binary variable v) for both the relaxation
and the electromagnetic cloaking MIPDECO is nontrivial exercise and is beyond the scope of this
thesis.

In Table 6.1 we show the computational effort required to execute our trust-region algorithm.
We provide solution Figures for each run in the appendix. The solution figures can be interpreted as
“x-y slices” of the cloak. Level zero is the bottom of the cloak and we move to the top of the cloak
which is denoted as level twenty. We note that considerable computational effort is required to solve
the relaxation. To alleviate this cost, a feasible starting guess may be used, however in computational
experiments we have observed that we obtain better objective function values using the rounded
relaxation as a starting guess for our trust-region method than using a randomly generated feasible
starting guess. We also report the computational effort to preform the three components of our
trust-region method: solve the state and adjoint equations, build the gradients and solve a knapsack
problems. We observe that that for our experiments the computational effort is dominated by
building the gradient. In this instance, because we used a coarse mesh (32 x 32 x 32) the cost to solve
the state and adjoint is negligible compared to gradient computation. In real application problems,
where the mesh would be expected to be at least 128 x 128 x 128, we would see solving the state and
adjoint equation would take the most amount of time. The amount of time to solve the knapsack
problem, denoted “MIPs”, takes negligible time in the overall computational expense of executing
the trust-region method. Even with many more integer variables present in the 3D MIPDECO versus
the 2D MIPDECO, we see a similar amount of trust-region steps required to locate a local minimum.
As we observed in the 2D problem, the computational effort for solving MIPDECO is not hindered by
the presence of a large amount of integer variables, which is an extremely encouraging observation;
because this means that our approach scales well with the number of integer variables present
in the problem. We do not observe an exponential like time increase when comparing the effort
required to solve the 2D single material problem versus the 3D single material problem.

Table 6.1 CPU times(s) for 3D relaxation, PDE/gradient calculation and knapsack problem on a 32 x 32 x 32
FEM mesh where 0 = 7, ¢ = 7.

Problem Instance Solution CPU Time(s) Trust-Region|Solution
Domain Control Relaxation| PDEs |Gradient|MIPs Iterations| Figure
D, 20 x 20 x 20|| 91569.07|2129.87|34022.25| 1.54 31 2.1
D¢ 20 x 20 x 20|| 51535.83|3223.75|51119.53| 3.28 44 2.2

s 20 x 20 x 20|| 22122.63|1781.35(28734.25| 1.36 26 2.3

In Table 6.2 we report the objective function values for the relaxed solution, the rounded solution
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and the trust-region solution. In Figure 6.1, 6.2, 6.3 we show the progress of our trust-region method
for the three different cloaking regions. We plot the trust-region radius and objective function value
as a function of iteration count. We observe that our trust-region method is successful at significantly

reducing the objective function value in a reasonable amount of iterations.

Table 6.2 Objectives for 3D problem.

Problem Instance 0=%1y=%
Relaxed Relaxed | Trust
Domain Control Objective Rounded| Region
Objective|Objective

D! 20x20x20 0.0775| 0.1489| 0.0805
20x20x20 0.2642| 0.3286| 0.2691
20x20x20 0.0062| 1.0060{ 0.0112

0
2
0
3
0
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Figure 6.1 Trust-region progress on rectangular prism experiment.
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Figure 6.3 Trust-region progress on sphere experiment.
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6.1.3 Conclusion

In this chapter we posed a model that describes 3D binary electromagnetic cloaking with a single
material which results in a reduced space MIPDECO problem. The model is a generalization of
the 2D problem posed in Section 4.2.1. We derived the optimality conditions to produce a reduced
gradient and applied our trust-region method. We showed that even with 8000 integer variable
present in the problem, which is considered a large amount of integer variables, our trust-region
method is successful at finding a local minimum to the problem in a reasonable amount of iterations.
The fact that our method is still computationally tractable, even for a 3D PDE, is very promising.

This indicates that our method can be applied to many problems in the class of MIPDECO.
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CHAPTER

7

FUTURE WORK

In this chapter we highlight directions for the future research regarding the topics discussed in this
thesis.

7.0.1 The Immersed Interface Method and PDE Constrained Optimization Problems

A first natural direction for future work is to solve Maxwell’s equations in three dimensions. We can
use the tools developed for the one and two dimensional problem as a template to develop and
analyze methods for Maxwell’s equations in three dimensions. In this thesis we focused on a finite
difference approach to solve interface problems, using the FDTD method as a template which we
generalized. When using finite difference methods for interface problems, we assumed that the
solution has sufficient regularity away from the interface. That is to say we search for solutions to
satisfy Maxwell’s equations in a classical sense. We can redo this analysis, using the IIM with the
finite-element time domain (FETD) method, in order to find solutions that satisfy the equations in
a weak sense.

Another direction is studying optimal control of Maxwell equations with interfaces. In general
PDE optimization problems have been solved using the finite-element approach. Of course interface
control problems can be solved with with our finite-difference approach, but there needs to be
sufficient regularity in the state and control; in the absence of such regularity we need to search
for non classical solutions to Maxwell’s equations. This is a natural reason to derive the IIM using
the FETD approach. We can derive the gradient and Hessian by using adjoint and second order
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adjoint approach, then apply an use either trust-region or line search to solve the problem. To our

knowledge interface control problems have not been solved for Maxwell equations.

7.0.2 Mixed-Integer Partial-Differential Equation Constrained Optimization Theory

In this thesis we focused on using a trust-region method for solving MIPDECO. We constructed
a gradient by solving the state and adjoint equation. In our method we do not use the Hessian.
We can easily derive the Hessian by using the formal Lagrangian approach. Of course including
Hessian information will lead to quicker convergence to a local minimum (both for the relaxation
and trust-region solve), but it is not clear if this approach is viable for MIPDECO. The main reason
is because the introduction of the Hessian makes our trust-region sub problem, which is a linear
integer program (knapsack problem) in the steepest descent case, into a quadratic integer program,
which is significantly harder to solve. These questions need to be studied further. Other methods
that are classical to optimization can be modified for MIPDECO such as line search (Newton or
quasi-Newton) and the augmented Lagrangian approach.

The electromagnetic cloaking problem studied in this thesis can be viewed as a single stage
binary risk-neutral PDE optimization problem. An interesting direction would be to study the
general case - multi-stage binary risk adverse-PDE optimization (MBRAPDEOQ). The combination
of our trust-region method and techniques from stochastic programming can be combined to
numerically solve this class of problems. Such problems have not been studied in depth due to the
computational intractability of solving MIPDECO.

Another direction, which is purely theoretical, is motivated by the study and development of
cuts in finite dimensional integer programming. A popular technique in integer programming is
to introduce these cuts to the feasible region in order to make the problem more computationally
tractable. The motivation is to introduce possibly several additional inequality constraints to the
original integer program that isolates local minimums. Even thought the introduction of these
additional constraints can cause more computational effort to solve the relaxation, the hope is
branch and bound terminates “quickly” and does not take exponential time. Our interest is to
introduce “cuts” in infinite dimension, for convex problems, which isolate the infinite dimensional
minimums of the reduced space formulation. These “cuts” can be constructed with the intention
to produce quality controls for a given MIPDECO. This can help both the OTD or DTO approach
for MIPDECO. In the OTD case the cuts would appear in our knapsack sub problem. In the OTD
the infinite dimensional cuts would be discretized, which then could easily be passed to a MINLP.
Because these cuts are introduced in the infinite dimensional space rather than the discretized
space they maintain some physical proprieties of the control (which in finite dimensions can be
lost).

A final direction is applying our methodology to mixed-integer optimal control. In optimal con-
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trol, bang-bang problems have already been viewed with tools from integer programming. The DTO
approach is often used to solve these problems and there has been no study on the OTD approach
to our best knowledge. We believe an alternative formulation of these problems combined with our

algorithm can produce good local solutions, while also maintaining computational tractability.
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.1 Simulations for 2D Binary Electromagnetic Cloaking using a Single
Material

This portion of the appendix shows the solution of the relaxation, its rounding, the final trust-
region design, the final gradients, and the scattering field for the different test problems defined in
Section 4.2.6.
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Figure 1 Rectangle 20x20: Nominal angle 6 = 7.
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Solution..

Figure 11 Circle 40x40: Nominal angle 6 = 7
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.1.13 Nominal angle 6 = 5
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Figure 12 Circle 40x40: 15 Angles 0 € [0, g]



.1.14 15Angles |7, 3"

47 4
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(e) Gradient Evaluated with Trust-Region (f) log,, Scattering Field.
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Figure 13 Rectangle 20x20: Nominal angle 6 = 7.

156



.1.15 Nominal angle 6 = 5
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Figure 14 Rectangle 20x20: 15 Angles [%, 37”]
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.1.16 15Angles | 7,3~
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(e) Gradient Evaluated with Trust-Region (f) log,, Scattering Field.
Solution..

Figure 15 Rectangle 40x40: Nominal angle 6 = 7.
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.1.17 Nominal angle 6 = 5
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(e) Gradient Evaluated with Trust-Region (f) log,, Scattering Field.
Solution..

Figure 16 Rectangle 40x40: 15 Angles [%, E’T”]
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.1.18 15Angles|7,3"

47 4
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(e) Gradient Evaluated with Trust-Region (f) log,, Scattering Field.
Solution..

Figure 17 Square 20x20: Nominal angle 8 = 5
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.1.19 Nominal angle 6 = 5
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(c) Trust-Region Solution. (d) Gradient Evaluated with Rounded
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(e) Gradient Evaluated with Trust-Region (f) log,, Scattering Field.
Solution..

Figure 18 Square 20x20: 15 Angles [% %’T]
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3
.1.20 15Angles | 7,5
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(e) Gradient Evaluated with Trust-Region (f) log,, Scattering Field.
Solution..

Figure 19 Square 40x40: Nominal angle 8 = 5
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1.21

Nominal angle 0 =
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(e) Gradient Evaluated with Trust-Region (f) log,, Scattering Field.
Solution..

Figure 20 Square 40x40: 15 Angles [% %’T]
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(e) Gradient Evaluated with Trust-Region (f) log,, Scattering Field.
Solution..

Figure 21 Circle 20x20: Nominal angle [% T“]
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.1.22 15 Angles [gi—“]
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.1.23

Nominal angle 6 =5
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Figure 22 Circle 20x20: 15 Angles [% T’T]



X 1.0

0.75
0.8

0.50
0.25 0.6

> 0.00
~0.25 0.4

-0.50
0.2

-0.75
-1.00 0.0

-1.00 -0.75 -0.50 -0.25 000 0.25 0.50 0.75 1.00

-1.00 -0.75 -0.50 =0.25 0.00 0.25 0.50 0.75 1.00
x

(a) Relaxation. (b) Rounded Relaxation.

1.0
0.8
0.6
—0.25 0.4
-0.50
0.2
-0.75
-1.00 0.0

-1.00
—1.00 -0.75 -0.50 -0.25 000 0.25 0.50 0.75 1.00 -1.00 -0.75 -0.50 -0.25 0.00 0.25 0.50 0.75 1.00
X

0.00004

0.00003

0.00002

0.00001

0.00000

—0.00001

—0.00002

—0.00003

—0.00004

(c) Trust-Region Solution. (d) Gradient Evaluated with Rounded
Relaxation.

0.00003 100
0.75
0.00002
0.50
0.00001 0.25
0.00
0.00000
-0.25
—0.00001 -0.50
-0.75
—0.00002
-1.0

0
-1.00 -0.75 -0.50 —0.25 0.00 0.25 0.50 0.75 1.00

-1.00
-1.00 -0.75 -0.50 -0.25 0.00 0.25 0.50 0.75 1.00
x

(e) Gradient Evaluated with Trust-Region (f) log,, Scattering Field.
Solution..

Figure 23 Circle 40x40: Nominal angle [% T“]
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.1.24 15 Angles [gi—“]
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(e) Gradient Evaluated with Trust-Region (f) log,, Scattering Field.
Solution..

. ' ) 3
Figure 24 Circle 40x40: 15 Angles [%, T“]
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.2 Simulations for 3D Electromagnetic Cloaking using a Single Material

This portion of the appendix shows the solutions yielded by our trust-region method in Section
6.1.2.
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