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ABSTRACT

We address two distinct but related problems in the field of time-harmonic electromagnetic
scattering from both perfectly conducting and penetrable long tubular objects. The first problem
is the inverse scattering problem of reconstructing an object from knowledge of the corresponding
far-field pattern for a single incident field. The inverse scattering problem can be formulated as a
non-linear, ill-posed operator equation, where the operator is the far-field map, which maps the
boundary of the scatterer to the far-field pattern of the scattered field exited by one incident
field. The shape of the scatterer is reconstructed using a Gauss—Newton minimization procedure
for the regularized relative residual of this equation. We establish a characterization of the shape
derivative of the far-field map for the class of tubular objects under consideration. The second
problem focuses on the shape optimization of scatterers with respect to their electromagnetic
chirality properties. A scatterer is called electromagnetically chiral if the scattering response from
fields with one pure helicity cannot be reproduced with fields of the opposite helicity. It is called
maximally electromagnetically chiral, if it is invisible to fields of one pure helicity. A chirality
measure usually requires the far-field operator. We present a general Fréchet differentiability
proof for the far-field operator and establish both a characterization of the derivative for tubular
objects and an efficient numerical implementation. Numerical examples are provided for both
the inverse problem and the shape optimization. The computation of the scattered fields and
their domain derivatives is conducted using boundary element methods.
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CHAPTER 1

INTRODUCTION

The overarching motif of this dissertation revolves around electromagnetic scattering. Maxwell’s
equations constitute the foundational theoretical framework that governs the propagation of
electromagnetic waves. By only allowing solutions that are periodic in time, we restrict to a time-
harmonic Maxwell system. Overall, we are interested in two types of scattering objects: penetrable
and perfectly conducting long tubular obstacles. To set up the corresponding frameworks, further
interface and boundary conditions have to be imposed. This leads to a transmission and a perfect
conductor problem as our reference problems.

On this basis, we address two main goals that we are concerned with in this thesis. On the one
hand, we consider an inverse identification problem, where our aim is to determine the shape of a
tubular scatterer from measurements of the far-field data corresponding to a given incoming field.
On the other hand, we examine scatterers that interact differently with electromagnetic fields
of opposite helicity. Such objects are called electromagnetically chiral. Our aim is to optimize
the shape of objects in order to maximize their chirality properties, which rely on a measure of
electromagnetic chirality depending on corresponding far-field operators.

Electromagnetically chiral scatterers play an important role in a variety of disciplines, such as
light-matter interaction, nanoelectronics, and sensing and detection. High chirality properties
have been observed for metallic tubular scatterers. For wavelengths in the near to far infrared
regime, previous studies have focused on helical shapes [0, 46, @7]. In [B @2] £9], thin tubular
objects with small cross sections have been considered. These lead to asymptotic representation
formulae for the scattered field and its far field, such that no Maxwell system has to be solved.
This enables an inexpensive shape optimization. However, both helical and thin objects have
their disadvantages. They are heavily restrictive on either the course or the cross section of the
shape — or both. It turns out that optimal helical objects tend to be extremely small. Thin
wires have a minuscule small nature by definition. Consequently, both of them are difficult to
realize in practice. In this thesis, we develop shape optimization techniques for thick and long
tubular free-form objects. This relieves us from the previously mentioned restrictions, however,
the implementation becomes much more expensive.

Both the shape reconstruction and optimization deal with far-field data corresponding to
scattering problems. Approaching these problems, one is confronted with the question about the
dependence of solutions and their far-field patterns on variations of the boundary of the scatterer.
This leads to the notion of the domain derivative of solutions to Maxwell’s equations. A shape
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Figure 1.1. Sketch of a scattering problem with an incident electric plane wave

E'" (green), the scattering object D (0/(1), and the corresponding scattered field E*
(purple).

reconstruction algorithm for star-shaped obstacles has been established in [53], by considering an
abstract far-field map, which maps the boundary of an obstacle onto the corresponding far-field
pattern, and characterizing a Fréchet derivative with respect to perturbations of the domain.
The assumption on the geometry being star-shaped implies linear dependence of the boundary
parameterization on functions in the domain of the corresponding far-field map. This is not true
for the long tubular objects considered in this dissertation. We extend the previously proved
results and establish the existence and a characterization of the Fréchet derivative of the far-field
map corresponding to tubular objects.

For the shape optimization problem, we need to consider an abstract far-field operator, mapping
the boundary of an obstacle onto a linear mapping that, again, maps to a far-field pattern. We
also establish the existence and a characterization of the Fréchet derivative of the far-field operator
with respect to perturbations of the boundary.

Throughout this work, we assume only homogeneous and isotropic media. This enables an
equivalent formulation of the scattering problems as boundary integral equations, which we then
solve by boundary element methods.

In conclusion, the main novelties in this work lie in (i) a general existence proof of a domain
derivative of the far-field operator, and (ii) the consideration of long free-from tubular objects,
which are thick and generally not star-shaped, and an existence proof as well as a characteriza-
tion of the Fréchet derivative of the corresponding far-field map and operator with respect to
perturbations of the boundary. Furthermore, we focus on an efficient numerical computation of
such shape derivatives.
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1.1. Outline of the Thesis

In Chapter [2] we start by recalling some preliminaries, involving the definition of standard spaces
and some notations used throughout this thesis. We proceed by deducing the time-harmonic
Maxwell equations from the classical time dependent formulation, which is then complemented
by boundary and interface conditions to formulate our reference problems, namely, the scattering
of electromagnetic waves by penetrable obstacles and perfect conductors. We then summarize the
definition of Sobolev spaces, traces and trace spaces to derive a weak formulation for both of our
reference problems. After introducing the notion of electromagnetic chirality and a measure for
quantifying it, we formulate the two main goals of this dissertation: the inverse shape identification
problem and the shape optimization with respect to electromagnetic chirality.

Since we want to tackle both of these problems with iterative schemes, we need to linearize
the occuring non-linear operator equations. For the shape identification, these equations involve
far-field maps, which map boundaries 3D to far-field patterns of the scattered electromagnetic
field. For the optimization problem — through the measure of electromagnetic chirality — they
involve far-field operators, mapping 0D to operators that, again, map to far-field patterns of
the scattered electromagnetic field. Thus, in Chapter [3] we analyze the behavior of scattering
problems and the corresponding far fields with respect to perturbations of the boundary 0D. We
conclude the chapter with a novel result and one of the main theorems of this work, Theorem
in which we prove differentiability of the far-field operator with respect to perturbations of
oD.

Then, in Chapter 4, we specify the scatterers that we are concerned with, namely, long tubular
objects. We give comprehensive definitions of the associated surface parameterizations. Since
these maps do not depend linearly on their defining parameters, we derive linearizations and
explicit expressions thereof, which we utilize for the numerical implementation. Finally, we
conclude this chapter by two novel and major results, Theorems and [4.14], establishing
characterizations of the corresponding domain derivatives for long tubular objects.

In Chapter [5], we turn to the shape reconstruction problem. We implement an efficient numerical
algorithm using the priorly established characterization of the shape derivative. We start by
formulating the occurring boundary value problems as boundary integral equations. We then
proceed with a summary on boundary element methods and the relevant boundary element spaces.
Then, we regularize and discretize the inverse problem and conclude with several promising
numerical examples.

Furthermore, in Chapter [6] we tackle the shape optimization problem, in which we want to
optimally design tubular scattering objects, such that they acquire close to maximal chirality
properties. After describing the problem, we state a regularized version and apply a BFGS
scheme. Furthermore, we illustrate how the far-field operator is discretized. We conclude by
presenting numerical examples, where we compare our novel results with significantly dissimilar
objects that have been optimized by using different approaches and specifications.

Appendix [A] provides a brief formulary. For the discretization of tubular objects, we use
B-spline curves. In Appendix [B] we give a comprehensive summary of these and list important
results that are needed in the context of this thesis. In Appendix [C| we present a different set of
boundary integral equations — for both perfect conductors and penetrable obstacles — than the
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ones used in Chapter[5| We use them to generate forward data for the inverse problem. Finally, in
Appendix [D] we demonstrate a test case, in which we numerically validate the characterizations
of the Fréchet derivatives.

1.2. Prior Publication

This dissertation partially includes the content of [5], in which I contributed as an author. In
[, we give a definition of tubular objects (cf. Chapter , characterize the domain derivative of
the corresponding far-field map (cf. Theorem [4.13), and tackle the inverse shape identification
problem (cf. Chapter . However, in [B] we use different boundary integral equations and a
different approach for solving them. We list these boundary integral formulations in Appendix [C]
They lead to a different strategy concerning the implementation.



CHAPTER 2

ELECTROMAGNETIC SCATTERING

In this work, we are concerned with electromagnetic scattering at bounded obstacles in R3. We
begin with an overview of the basic spaces and notations used throughout this work. Then we
introduce the systems that describe the propagation of electromagnetic waves. Subsequently, to
obtain proper reference problems, we specify additional spaces, traces and tangential differential
operators. At the end, we summarize the notion of electromagnetic chirality and state the two
main tasks of this thesis.

2.1. Preliminaries

We briefly summarize some standard definitions and notations employed throughout this work. For
a more detailed overview for some of the following results, see, e.g., [82 Chapter 3]. Let D C R?,
d € {2,3}, be an open and non-empty domain and k£ € Nyg. We call 8 = (f1,...,0n) € Nj a
multi-index with absolute value |B| = >_7_; Bx. We define the differential operator

918l
9P = 2.1
and the spaces
C*(D) == {u: D — R : dPu is continuous for all |8| < k}, (2.2)
C¥(D) == {u e C*(D) : suppu C D compact}, (2.3)

where suppu == {x € D : u(x) # 0} defines the support of u. Furthermore, we define the set of
smooth functions

C®(D) = () ¢™D), (2.4)

meN

the set of test functions

C5°(D) :={u e C*®(D) : suppu C D compact} , (2.5)
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and the norm

|ullor = max sup [0Pu(zx)], ue Ck(D), keNy.
|BI<k zeD
For k = 0, we usually write || - ||oc :== || - [|[co = || - [|c. Furthermore, for 1 < p < oo, we define the
norm
1/p
</ |u(m)|pdm) . 1<p<oo,
lull e (D) = b
ess sup |u(x)|, p =00,
xzeD

and the standard Lebesgueﬂ spaces
LP(D,C) = {u: D — C : u measurable and ||lu||z»(p) < oo} //\/, 1<p<oco, (26)
where N denotes the set of null functions, i.e.,
N :={u: D — C: u measurable, u = 0 almost everywhere} .

The space L?(D) with the scalar product

(u,v)2(py = /Du(a:)v(a:) dz, u,v € L*(D),

is a Hilbertﬂ space. Let k € Ng. For a € (0,1] and u: D — R we define

o = sup 18 =)
m,yeﬁ Hx - y”
TEY

Furthermore, for u € C*(D) we define the H()'ldeﬂ norm by

lullgram) = Do 10%ullor + D 107ula
18|<k |BI=F

as well as the (k, «)-Hélder space via
CE(D) = {u € CHD) : [ull oo < oo} (2.7)

Throughout this work, v denotes the exterior unit normal to the surface 9D — assuming that
it is sufficiently smooth. For smooth vector fields V', we have

V=vx(Vxv)+v Vv

Henri Léon Lebesgue (1875-1941)
2David Hilbert (1862-1943)
3Ludwig Otto Holder (1859-1937)
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where we also write V,, = v - V.
Furthermore, we denote the corresponding vector-valued spaces by bold letters, spaces of
tangential fields by the subscript “t”, and the local spaces by the subscript “loc”, e.g.,

(D) = 13(D,C%) = (I3(D))*, (25)
L?(0D) = {u € L*(0D) : u L v almost everywhere on 9D}, .
L} (D)= {u: D — C?: u|g € L*(K) for any open bounded subset K C D} . (2.10)

In this case of vector-valued spaces, the corresponding L?-scalar product is given by
(u,v)p2(py = / u(x) - v(x) de, u,v € L*(D).
D

Moreover, we will need the FréchetE] differentiability of operators between normed vector spaces,
see [ Definition 5.3.1].

Definition 2.1. Let (X, |- ||lx), (Y] - |ly) open normed vector spaces and U C X open. An
operator ¢: U — Y is said to be Fréchet differentiable at x € U, if there is a bounded linear
operator d¢[z]: X —'Y, such that

l¢(z + h) — ¢(x) — dglalhlly = O(|hI%),  lhlx —0.

do[x] is then called Fréchet derivative of ¢ at x. If the Fréchet derivative exists for all x € U,
then we call dp: U — {A: X — Y : A bounded linear operator} with x — d¢|x] the Fréchet
derivative of ¢ on U.

Remark 2.2. Throughout this work, we will always use a generic constant C' > 0 for all estimates,
even in cases, where the constant may vary from line to line.

2.2. Maxwell’s Equations

Denote by £ the electric field, by D the electric displacement, by H the magnetic field and by
B the magnetic flur density. Furthermore, J and p denote the current density and the charge
density, respectively. With these quantities, the propagation of electromagnetic waves is described
by the Mazwel ] equations

oB
e +curl, € =0, (2.11a)
ot
diveaD = p, (2.11c¢)
divgB=0. (2.11d)

4Maurice René Fréchet (1878-1973)
5James Clerk Maxwell (1831-1879)
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Equation is Faraday ’s{ﬂ Law of Induction, which quantifies how a time-varying magnetic
field induces an electric current. Equation is Ampeére ’{7] Law, which describes how
a magnetic field can be created by both an electric current and a time-varying electric field.
Equation is Gaussﬁ] Law for Electricity and implies that electric charges are the sources
and sinks of the electric field, where (2.11d), Gauss’ Law for Magnetism, implies that magnetic
monopoles do not exist.

Introducing the electric polarization P and the magnetization M of a medium, we consider
the model with the constitutive equations (see [I13] p. 44])

1
D=2£+P, M= B-M,

where £: R? — R3*3 and p: R? — R3*3 are the electric permittivity tensor and the magnetic
permeability tensor, respectively. For linear materials the electric polarization and magnetization
are neglected, i.e., the constitutive equations reduce to (see [II3] p. 45])

D=2, B=u#H.

Furthermore, in isotropic media these relations do not depend on the spatial directions, such
that we can model the constitutive equations with the scalar valued electric permittivity &: R3 — R
and magnetic permeability j: R> — R.

If we additionally assume that € and p are constant, we call the medium homogeneous.

Using Ohm ’a[—_gl law, i.e., the linear approximation of the current density

T =0+ T, (2.12)

with conductivity o and external current density J.., where we always assume J., = 0, and
under the additional assumption that there are no charge distributions, i.e., p = 0, we arrive at
the following formulation of Maxwell’s equations:

0 ég: +curl,€ =0, (2.13a)

58—8 —curl,H=—-0€&, (2.13b)
ot

diva€ =0, (2.13¢)

divpaH =0. (2.13d)

Furthermore, assuming that all fields are periodic with respect to time and have the same
angular frequency w > 0, we can separate the temporal and spatial parts, i.e.,

E(x,t) = Re(e W E(x)), H(x,t) = Re(e ' H(x)),

SMichael Faraday (1791-1867)
"André-Marie Ampére (1775-1836)
8Carl Friedrich Gauss (1777-1855)
9Georg Simon Ohm (1789-1854)
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where E and H are complex valued and the real parts are taken to ensure a physically meaningful
solution to the Maxwell system. Consequently, E and H satisfy the following reduced time-
harmonic version of Maxwell’s equations:

curlE —iwp H =0, curl H + (iwe — o) E =0. (2.14)

.~ . ~ O . ~ .0
WwWe—o0o=Wwle——|=wlet+1—].
1w w

We define € := €+ io/w € C and call ¢ electric permittivity again. Media with ¢ = 0 (or

It holds

equivalently Ime = 0) are called dielectric.
Henceforth, we call E the electric and H the magnetic field. The two equations , ,
stating that both fields are divergence free, are automatically satisfied due to div curl = 0.
Summarized, we consider the time-harmonic Maxwell equations

curlE —iwp H =0, curl H +iwe E=0, (2.15)

for linear, isotropic media with neither charge distributions nor external current density. With
this, let us address scattering problems.

2.3. Reference Problems

In the following definition, for & € {0,1,2} and « € (0, 1], we classify domains in R? for which the
surface can be represented locally by (k, a)-Hélder continuous functions v: R? — R, see (2.7).

Definition 2.3. Let k € {0,1,2}, a € (0,1] and D C R3 be open. Then, D is called C**-smooth
if OD is compact and if there are sets {U;}iLy = {U; : j € {1,...,m}}, {D;}]L, ={D; : j €
{1,...,m}}, m € N, with

(i) {U;}]Ly is a finite open cover of OD, i.e., U; is open for all j € {1,...,m} and 0D C
ML U,
1=1%J

(it) for each j € {1,...,m} there are transformations T, embodying rotations and translations,
such that D; = T;({x = (v1,32,23) " : 13 < vj(21,72)}), where the functions v;: R> — R
are (k,a)-Holder continuous,

(tit) D satisfies Uy D =U;N Dy for each j € {1,...,m}.

Remark 2.4. As usual, we refer to C%!'-smooth domains as Lz’pschitﬂ domains. The local
parameterizations for Lipschitz domains are almost everywhere differentiable by Rademacher’sE-]
theorem, see [I08, Theorem 10.8 (ii)], and, hence, the exterior unit vector v is defined almost
everywhere on dD. Using a local coordinate system and a corresponding partition of unity, see
[68] Theorem A.9], we can also define the function spaces from Section on 0D, see, e.g., [68]
Definition A.14] for differentiable functions. Moreover, if we replace the (k, «)-Holder continuous
functions in Definition by C* functions, we call the corresponding domains C*-smooth.

PRudolf Otto Sigismund Lipschitz (1832-1903)
"Hans Adolph Rademacher (1892-1969)
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We want to consider scattering problems with some scattering object D C R3, which is almost
exclusively assumed to be a bounded C'-smooth domain, such that R3\ D is connected. We
illuminate D by incident fields E¢, H' solving the time-harmonic Maxwell equations in R3,
which entails the scattered fields E®, H®, also solving 7 where we need to impose additional
boundary or interface and radiation conditions in order to obtain a well-posed problem. For the
time being, we assume that the occurring fields are sufficiently smooth and, thus, do not yet
specify appropriate function spaces for these problems.

2.3.1. Penetrable Obstacle

We consider the following situation: the surface 9D of the scattering object D separates two
different homogeneous media, meaning that the material parameters ¢ € C and p € R are in
our case piecewise constant, with finite jump across dD. Denote the electric permittivity and
magnetic permeability of the homogeneous background medium (the exterior domain R? \ D)
by e+ and py and those of the homogeneous scattering object (the interior domain D) by e_
and p—. The interface conditions for penetrable obstacles follow naturally from the integral
forms of Faraday’s law and Ampere’s law (which can be readily obtained by using
Stoke’d?| theorem, see, e.g., [, Theorem 16.34])

E-db=— %-Vds and / %-dﬁ—/j-uds—i—/dD-uds, (2.16)

s s dit s S s dit
respectively, where S is a small curved rectangle somewhere across — and locally perpendicular to
— the interface D with two opposite sides, say a, b, parallel to 9D — where a C D and b C R?\ D.
Eventually, considering the limits of the equations from (2.16)) — as the sides of 95 perpendicular
to the interface tend to zero — yields that the tangential components of both the (space-time
dependent) electric field £ and magnetic field ‘H are continuous across the surface.
Next, for & € 0D we introduce the notation

Ul:(x) = lim_ U(y), U|l_(x) = lim U(y) (2.17)
yeR3\D yeD
YT y—T

and carry this property to the time-harmonic system, obtaining the transmission interface
condition

E|. xv=E|_Xxv, H|, xv=H|_xv on 0D, (2.18)
for the total electric and magnetic fields

ES’R:S\ﬁ + EZ‘R5\5 in Rg \ﬁ7 and H — HS‘R3\ﬁ + HZ|R5\5 in RS \E7
E’|p in D, H?|p in D,

E = (2.19)

respectively. Note that in the exterior domain R? \ D, the total fields are a superposition of
the incident and scattered fields. By incorporating the scattering object D into the scene, there

128ir George Gabriel Stokes, 1st Baronet (1819-1903)
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are effectively no incident fields E?, H' throughout D, hence, there the total fields are just the
transmitted fields, which, for the sake of simplicity, we also denote by E°*, H®. On that note, we

also have
E'xv=FE|, xv, H'xv=H, xv on d0D.

Furthermore, we impose the Silve%Mdlle@ radiation condition (SMRC')

lim |o|( iy H(2) x @ — 65 B*(x)) =0, (2.20)
|| —o00
uniformly with respect to the direction of observation Z = z/|z| € S? == {y € R?: |y| = 1}, on
the scattered fields E°, H®. This assures that the scattered fields asymptotically behave like
electromagnetic dipole fields, emitted by a Hertzian™#| dipole (see [61], Section 9.2], 39}, Subsection
4.3.3]). In particular, they are outgoing and decay as 1/|z| as |x| tends to infinity. Such fields
are also called radiating. All things considered, we state the transmission problem for penetrable
obstacles as follows:
Given the incident fields E¢, H' solving

curl B —iwp, H' =0, curl H +iwe, E' =0 in R3, (2.21)

we want to find the corresponding scattered fields E°, H?® that satisfy

curl B —iwuy H* =0, curl H® 4+ iwe; E° =0 in R\ D (2.22a)
22a
curl B —iwu_ H®* =0, curl H + iwe_ E* =0 in D
E’|, xv—E’|_xv=—-E'xv
. on 9D, (2.22b)
H’|y xv—-H°|_xv=-H"xv

together with the SMRC (2.20)).

Remark 2.5. Note that by the prior descriptions, the scattering problem (2.22]) together with the
SMRC ([2.20) is equivalent to the problem in which we want to find the total fields E, H that

satisfy (2.22a)) and (2.18), where E — E', H — H® satisfy (2.20).

2.3.2. Perfect Conductor

A perfect conductor D can be viewed as the limiting case of a penetrable obstacle that models
(metallic) objects with infinite conductivity (or, equivalently, zero resistivity), i.e., applying an
external electric field causes the object’s surface charge to rearrange such that an opposing electric
field is induced, cancelling the external electric field throughout the object. In other words:
considering ¢ — oo in while J remains finite, we expect E — 0 within the object. Thus,
in this case becomes the boundary condition

Exv=0 onodD

13Samuel Silver (1915-1976), Claus Miiller (1920-2008)
M Heinrich Rudolf Hertz (1857-1894)
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for the total electric field E = E®+ E’, and we state the scattering problem for perfect conductors
as follows:
Given the incident fields E*, H' solving

curl B —iwp H =0, curl H + iwe E' =0 in R?, (2.23)
we want to find the the corresponding scattered fields E®, H® that satisfy

curl E° —iwp H* =0, curl H® 4 iwe E° = in R3\ D, (2.24a)
E*xv=—-E'xv ondD, (2.24Db)

together with the SMRC ((2.20)).

2.4. Sobolev Spaces

Problems and (2.24)), both together with the SMRC (2.20)), are idealized models of how
electromagnetic fields propagate and are scattered by penetrable or perfectly conducting objects.
However, assuming that a field is sufficiently smooth, such that its curl and divergence exist, is a
strong assumption that excludes physically meaningful solutions. Hence, we extend problems
, and , to weak formulations on function spaces with less regularity
assumptions. In doing so, we obtain a coherent solvability theory for more general solutions in
Hilbert spaces.

In the subsequent sections, we provide some requisites and eventually, in Section the weak
formulations for , as well as , in terms of the scattered electric field E*
as well as the total electric field E.

First, we need to define suitable spaces and traces on and with which we also define the required
differential operators. Let D C R? be an open, bounded Lipschitz domain. Motivated by the
formulae in as well as the integral identities from Lemma we recall the subsequent
definition.

Definition 2.6. We define the following weak differential operators:

(i) A function U € L*(D) possesses a weak divergence in L%(D), if there exists a u € L?(D)
with
/U-Vgpdxz—/ugpdm for all ¢ € C5°(D) .
D D

We write divU = u.

(i) A function u € L*(D) possesses a weak gradient in L?(D), if there exists a U € L*(D)
with
/chpda::—/Uapda: for all ¢ € C5°(D).
D D

We write Vu =U.
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(iii) A function U € L*(D) possesses a weak curl in L*(D), if there is a W € L*(D) with

/U-curlcpdar::/W-cpd:c for all p € CF (D).
D D

We write curlU = W.

Remark 2.7. Denseness of C§°(D) in L?(D) and C(D) in L*(D), see [I2, Corollary 4.23], imply
uniqueness of these weak derivatives div, V and curl, justifying their corresponding operator
notation.

With these definitions, we define the standard SoboletE’-] spaces
HY(D) = {u € L*(D): Vue L*(D)} ,
H'(D) = {u e L*(D): Vu; € L¥(D), j € {1,2,3}} ,
H(curl, D) := {U € L*(D) : curlU € L*(D)} ,

which, equipped with the corresponding canonical inner products

(u, V) g (py = (W, V) p2(p) + (VU, VU) 2y = /Du@—i- Vu-Vide,
3 3
(u, v) g1 (py = (w,v) g2(py + Z<VUj,VUj>L2(D) = /D [u v+ > (Vu;- V'vj)]dcc,
j=1

=1

(U, V)H(cur1,p) = (U, V) 2(py + (curlU, curl V) 12y = /D lU -V + <curl U - curl V>] dx,

are Hilbert spaces, see [68, Theorem 4.3, p. 178].

Theorem 2.8. Let D be a bounded Lipschitz domain. Then C™ (D) is dense in H(D) with
respect to the H'(D)-norm and also dense in H (curl, D) with respect to the H (curl, D)-norm.

Proof. See [68] Lemma 5.3] and [68, Lemma 5.19]. [

Remark 2.9. Analogously as above, a function u € L?(D) possesses a weak derivative of order
o € N3 if there is a function f € L?(D) such that

/Duc?o‘go de = (—1)|a|/DUcp dzx for all ¢ € C°(D).
We use the usual notation 0%u = U. Then, we define the Hilbert spaces
H*(D) = {u € L*(D) : 9*u € L*(D) for every multi-index a with || < 2} ,
equipped with the inner product

(u, U>H2(D) = <u,v)L2(D) + Z <8°‘u,6"v>L2(D),

aeN?
la|<2

15Sergei Lwowitsch Sobolew (1908-1989)
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and
H(curl®, D) = {U € L*(D) : curlU € L*(D), curlcurlU ¢ L2(D)} ,

equipped with the inner product

2
(U, V) feariz.py = (U, V) p2py + >_(curl U, curl V) 12y .
j=1

2.5. Traces, Trace Spaces and Tangential Differential
Operators

We start by briefly summarizing some definitions and results on Sobolev spaces of scalar-valued
functions on the boundary. For a rigorous construction and definition, see [80, Chapter 3] or
[82) Subsection 3.2.1]. We define the fractional Sobolev space over the boundary of a Lipschitz
domain D by

HY2(8D) := {U € L*(8D) : there exists u € H'(D) such that U = ulsp}
with norm
Ul 1720 = mt{|Jull g1y : w € HY (D), yu=U}.

In [0, Theorem 3.37], the trace operator v: C§°(D) — C§°(OD) with yu = ulsp has been
defined and there it has been proved that if D is a Lipschitz domain, v has a unique extension to
a bounded linear operator

~: HY(D) — H*(dD),

where this extension has a continuous right inverse. We denote the dual space of H'/2(dD)
with respect to the pivot space L2(dD) by H~'/2(dD). Since we are dealing with vector-valued
functions u: D — C™, we extend the traces to spaces of such functions as in [82 pp. 106—
107], where for spaces of vector-valued functions we also use the bold notation H*Y/2(9D) :=
H*6=1/2(9D, C3) = (H*=1/2(9D))? (cf. Section 2.1).

Furthermore, we want to motivate the definitions of those differential operators on the surface
0D that are relevant for this dissertation. Assume for the moment that D is C?-smooth. This
assures that there are compactly supported extensions f € CYHR?), Ve CY(R3) for every
f € CY(OD), V € C}(dD), respectively, see [68, Lemma A.15]. Let f € C'(dD), V € C1(dD)
and f € C*(U), V € CY(U) be such extensions into U, where U C R? is a neighborhood of
0D. We define the surface gradient Gradg2 of f as the orthogonal projection of V f onto the
tangential plane, i.e.,

of

Grade: f :=v X (fo u) =Vf— Voo on 0D, (2.25)

and the surface divergence Dive of V' by

Divee V = divV —v . j‘j,l/ on 9D,
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see, e.g., [68 Definition A.16]. Furthermore, we define the vectorial surface curl
Curle: f = Grade: f x v on 0D. (2.26)

Note that we use the index “C?” to emphasize that these differential operators are defined for
C?-smooth domains.
Moreover, motivated by the scalar-valued 2D curl

curb u = —= — — =div

8u2 8’11,1 us
8:131 8:132

) . weCYoD,C?),

—uy
we define the scalar surface curl Curl as the surface divergence of a rotated vector field
Curlg2 V = Divee(V x v) = = Divee (v x V) on 0D .
By [68, Corollary A.20] it holds that
Curl2 V=v- curl V on 0D.

Lemma 2.10. The following dualities hold for all f € C*(dD),V € C}(0D):

/ fDivee V ds = — V - Gradg: f ds,
oD oD

/ fCurl2 Vds = / V . Curle: f ds.
éD oD

Proof. For the first identity see, e.g., [68) Lemma A.18 (c)]. Then, the second identity immediately
follows by
V .-Curle: f =V - (Gradg: f xv) =Grade2 f - (v x V)

from the first identity. ]

By Lemma and by C}(0D) being dense in L?(0D), we can verify that the definitions
of Grad2 and Dive and, thus, of Curls2 and Curls2 do not depend on the choices of the
extensions, see [68, Lemma A.19].

Now, we want to define corresponding surface differential operators for Lipschitz domains
D C R3 (cf. Definition for k =0, o =1). The integration by parts formula

/u-curlfv—curlu-’udx:—/ u~('v><1/)d5:—/ (v x(uxv))(vxv)ds
D oD oD

—see (|A.4d) and note that u = (v X (u x v)) + (v - u)v — suggests the definition of the tangential
traces

~,: C*(D) — L>*(dD), U~—Uxv,
~vp: C*(D) — L*™®(0D), U—vx(Uxv).
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We denote exterior and interior traces by

WU =7 (Ulgp) and 5 U:=%Ulp), (2.27)

respectively. In [I9 Section 2|, it has been argued that such traces can be extended to continuous
linear mappings from H (curl, D) to H~'/2(dD). These extensions are obviously not surjective,
since the traces 7, yr are tangential to 0D, whereas H —l/ 2(0D) contains elements that are not
tangential to dD. The difficulty for Lipschitz domains is that the Sobolev space of tangential
vector fields of order 1/2 on 0D can be defined in multiple ways, which are equivalent for smooth
domains but different even for piecewise smooth domains, see [I8] Section 1]. Furthermore, the
unit normal vector v is discontinuous, entailing that the scalar product v - u is not defined for
ue HY2(8D).

Following the remedying approach of [I8], we introduce the subspaces V; = ~,(H*(D)) C
L?(0D), Vg := vp(H' (D)) C L}(0D), as well as the antisymmetric bilinear form

(-Yeap: LAOD) x L2(@D) = C, (U, Vyop ::/ U.-(vxV)ds.
oD

Then, we define the corresponding dual spaces V;* and V7 via extensions of (-, )¢ sp, see [I8]
Section 2], [I9 Definition 1]. In [I8] Definition 3.1], the operators

Grad: H'(0D) — L?(dD), Curl: H(0D) — L?(0D) (2.28)

have been defined by a localization argument, using the Lipschitz continuous maps by which the
boundary can be represented. Henceforward, we denote the duality pairings between H*(9D)
and H—%(0D), with L2(0D) as pivot space, by (-,--)s sp for any s that may occur. Moreover,
vy (s )y as well as y+ (-, )y denote the duality pairings between Vi and Vr as well as V;* and
V4, respectively. The adjoint operators of —Grad and Curl are

Div: L?(dD) — H Y(0D)  and  Curl: L?(dD) — H YD),

respectively, and they are defined by the dualities

(Div e, ¥)1.0p = —/ @ - Grad v ds

op @ € L2(0D), ¢ € H' (D) (2.29)

(Curl g, ¥)1.0p = / ¢ - Curly ds
oD

(cf. Lemma [2.10)).

Next, let H3/2(0D) := v(H?(D)) and its dual space H~3/2(0D) with L*(dD) as pivot space
as in [I7], [[§]. Then, in [I8, Proposition 3.4], it has been shown that for any 1 € H?(9D), the
expressions vy (V) and ~,(V) depend only on the trace v on 9D and consequently that the
restrictions of Grad and Curl from verify

Grad(y¢) =yp(Vy),  Curl(yy) = (V)  for any ¢ € H*(D) (2.30)

(cf. definitions (2.25)) and (2.26))). There, they also have shown that the restrictions of Grad



2.5. TRACES, TRACE SPACES AND TANGENTIAL DIFFERENTIAL OPERATORS 17

and Curl
Grad: H*?(OD) — Vp,  Curl: H¥?(0D) - V;, (2.31)

are linear and continuous. We define

Div: Vjf - H™32(@D)  and  Curl: V;* - H3/2(dD) (2.32)

by the dualities
(Dive,)3/00p = —vy (@, Grad )y, , @€ Vy, v € HY*D), (2.33)
(Curlp, ¥)32.0p = vy (@, Curl )y, @ € V", ¢ € HY?(OD). (2.34)

Next, the integration by parts formula
[ curlv = curlu v de = v (o) = v G w0y
see [I8, Equation (27)], can be used to (i) conclude continuity of the extensions
~,: H(curl, D) — V| ~r: H(curl, D) — V",

by surjectivity of v,: HY(D) — V;, 43: HY(D) — V7 and (ii) deduce that for any ¢ € H'(D),
the mappings ¢ — v7(Vp) and ¢ — ~,(V¢) are linear and continuous and that they only
depend on the trace of ¢ on dD. In [I8 Proposition 3.6], the following extension result is then
proved.

Lemma 2.11. The operators from (2.31)) and (2.32) with the following choice of spaces are
linear and continuous:

Grad: H'/?(D) —» V;*,  Curl: H'/?(0D) — V;',
Div: V; - H Y/2(dD), Curl: Vo — H-V2(9D),
where H32(0D) and (-, ~)3/2,0p are replaced by H'Y2(dD) and (-, “)1/2,0D, respectively, in (2.30),
239, @31).

As in [I8 Theorem 4.1], we define the following trace spaces.
Definition 2.12. We define the two subspaces

H™'/*(Div,dD) = {V € V; : DivV € H /*(aD)},
H'2(Cwl,dD) == {V € V;*: CwrlV € HY/?(dD)} .

Finally, we have the following results.

Theorem 2.13. The trace operators ~y, and ~yp can be extended to surjective, bounded linear
operators

~v,: H(curl, D) - H~Y2(Div,0D),  ~p: H(curl, D) — H~'/?(Curl, dD).
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Moreover, (-,--)tap can be extended to a continuous bilinear form on H71/2(Div, 0D) with respect

to which H='/?(Div,dD) is self-dual.
Proof. See [I8, Theorem 4.1] and [I§, Lemma 5.6]. [

Theorem 2.14. The operators

Div: L}(0D) — {¢ € H Y(dD) : (¢,1)10p = 0},
Curl: L}(9D) — {¢ € H'(dD) : (£, 1)1,0p = 0}

and their restrictions

Div: V; = {¢ € H_1/2((9D) : (&, 1>1/2,8D =0},
Curl: Vi — {£ € H71/2(8D) (&, 1>1/2,6D = 0}

are linear, continuous and surjective.
Proof. See [I8 Corollary 5.4]. |
Corollary 2.15. The restrictions
Div: H™'?(Div,8D) — H~'/2(dD),  Curl: H'/?(Curl,dD) — H~/?(8D)
are linear, continuous and surjective.

Proof. By Theorem it holds that H~'/?(Div,dD) = (H'/?(Curl, dD))* C V;. Moreover,
for any ¢ € H~Y?(Div,dD), it holds that Dive € H~/2(dD) by definition and

2.6. Weak formulations

One fundamental step in deriving the weak formulations of the scattering problems ([2.22)), (2.20)
and (2.24)), (2.20)), is to reduce these problems to bounded domains in R3. Hence, we consider an
auxiliary open ball Br centered at zero with radius R > 0, such that D C Bpg, and define

Q= BR \b .
Additionally, we define the wave number k = w.,/ep and the trace operator
1
yn: H(curl?, D) — H™Y?(Div,0D),  ~yU = L veurlU.
i

Note that v, maps an electric field E solving the Maxwell system — up to some scaling — onto the
corresponding trace of the magnetic field H. Furthermore, we introduce the Calderén operator
in order to incorporate the SMRC (2.20) into the weak formulation. Given a tangential field
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¢ € H™'/2(Div, dBg), there is a unique radiating electromagnetic field (E*, H®) € Hjo(R? \
Br) x Hioo(R?\ Bg) such that v, E° = ¢ on 0Bg, see [82, Lemma 9.19]. On that note, the
Calderén operator A: H'/?(Div,dBr) — H~'/?(Div, dBg) is defined by

Ap =~H® = \/?'yNES on 0Bpg. (2.35)
W

A is a bounded linear operator, see [82] Theorem 9.21].
With this, we reduce the scattering problem to the bounded domain Br — which means to
Q) C Bp in the perfect conductor case — and impose the exact non-local boundary condition

A E®) =~vH*

on the artificial boundary 0Bpg. This ensures that solutions of the truncated problem in Bg are
restrictions of outgoing fields satisfying the SMRC (12.20)).

2.6.1. Penetrable Obstacle

In order to concisely write down the following calculations, we define

{5+ in R3\ D, {,u+ in R3\ D,
E = M::

e_ in D, /. inD.

Recall the notation for exterior and interior traces from (2.27). With a view to the piecewise
definition of the total fields in (2.19)), we also use that if we have E; € H(curl, D) and
E; € H(curl, Bg \ D) such that v, E; = ~;” E3 on 0D, then

E1 in D,
E = _ € H(curl,Bg).
E,  inBp\D

The same holds for H.

With that, let (E*, H®) € (C*°(Bg\ D)UC>®(D)) x (C*(Bgr\ D) UC>(D)) be a solution
of in Br with smooth extension to R?\ By satisfying (2.20), where the corresponding
incident field (E?, H*) € C*°(Bg) x C*°(Bg) solves in Bp. We add curl H 4+iwe , E* = 0
from and curl H® +iwe E° = 0 from together in Q2 to incorporate the requirement
for the incident field into the formulation and obtain the equation

curl H +iweE =0 in Br \ 0D (2.36)

for the total field E (cf. (2.19))). After multiplying (2.36)) by the complex conjugate of a smooth
test function V' € C*°(Bg) and integrating over Br\ D as well as D, we can use (A.4d]), obtaining

/ (H-cuer+iwsE-V)dm—/ (H xv)-Vds
Br O0BR

_/ (H|4 xv)-V]y — (H|-xv)-V|_ds=0 (2.37)
oD
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(see (2.17)) for the notation [-]|1). Note that V =wv x (V xv) + (v - V)v and, therefore,

/(qu)-Vds:/ (Hxv)-(vx (Vxv)ds, Xe{0D,Bg}.
0X 0X

Thus, if we further assume v x (V|1 xv) —v x (V|- x v) = 0 on 9D and use the interface

condition ([2.22b)) — or equivalently (2.18) for the total fields —, then (2.37)) becomes

/ (H-cuer—i—iweE-V)dm—/ (Hxv) - (rx(Vxv)ds=0. (2.38)
Bpr OBRr
Next, we want to eliminate H from the equation. The systems (2.21)), (2.22a)) also provide

1
H=_—curlE in Bp\ 0D. (2.39)

iwp

Furthermore, we employ the Calderén operator A to incorporate the SMRC ([2.20) into the
formulation. Using the linearity of A, we split the trace v, on 0Bp into a “known” part of
traces of E' and an “unknown” part of a trace of the total field E:

i s i s € i i
vH =~vH'+~vH* =~vH'+ A(v,E°) = {\/;'YNE — A E )] + AE). (2.40)

Inserting (2.39) and (2.40) into (2.38), moving the “known” terms to the right-hand side,
multiplying by iwpu and using the density of C*°(Bg) in H(curl, Bg), see Theorem yields
that the classical smooth solution E satisfies the variational formulation

/ (curlE ccurlV — w’ep E V) dz —iwp (AM%E), % V), 08,
Br ’
= iwp <\/j’yNEi — A(y,EY), 'ytV> for all V € H(curl, Bg). (2.41)
t,0BRr

A weak solution of the scattering problem for a penetrable obstacle is then a total field E €
H (curl, Bg) solving (2.41)).

Remark 2.16. Note that for the incident electric field E* € H)o.(curl,R3) (see (2.21)) — which
does not satisfy the SMRC ([2.20) — it holds that

/3 (curl E'.curlV —w? pu, E V) de =0 for all V € Hy(curl,R?),
R

where Hg(curl, R?) denotes the space of compactly supported functions in H (curl, R3).

By [I Lemma 4.1, Lemma 4.2] the equivalency of the scattering problem together with
the SMRC , its truncation to the bounded domain Bgr and the variational problem
is proved — note that in [I] the Sommerfelﬂ radiation condition, see [I05, p. 328, Equation
(21)], has been used, however, by [BIl Theorem 6.8] the SMRC for a radiating field is
equivalent to the Sommerfeld radiation condition for every component of the field. The existence
of a unique solution has been proved in [I, Lemma 4.3]. However, there the real parts of the

16 Arnold Sommerfeld (1868-1951)



2.6. WEAK FORMULATIONS 21

interior electric permittivity and magnetic permeability are assumed to be strictly positive for
the transmission problem. In [69, Theorem 2.21], the statements have been complemented for
e_ € C with Re(e~) <0, Im(e—) > 0 and p_ > 0.

Theorem 2.17. Lete_ >0 ore_ € C with Ree_ <0 and Ime_ >0, and let u— >0, e4 > 0,
py > 0. Furthermore, let the incident fields (E*, H') € H,.(curl,R3) x Hj,(curl,R3) be a
weak solution of with respect to €4, 4. Then, the scattering problem to find a weak
solution E € H(curl, D) U H(curl, Bg \ D) of is uniquely solvable. There is a unique
extension E € H(curl, D) U Hy,.(curl,R3\ D).

From the unique solvability of the variational formulation for the total fields, we immediately
infer the same result for the corresponding variational formulation for the scattering problem
together with the SMRC ([2.20)) (cf. Remark . To derive such a formulation, on the one hand,
we can proceed as for the total field, additionally assuming v x (V|4 xv) =v x (V|- xv) =0
on 0D, where with the interface condition , we arrive at the variational formulation

/ (curl E*.curlV — v’y E* V) dz — iwp (A(VE*), % V) o5, =0
Br ’
for all V € H(curl, BR) N{V : 7V =~4;V =0}.  (2.42)

On the other hand, we can choose extensions f,g € H (curl, Bg) of the right-hand sides of the
interface conditions (2.22b]). Considering E® — f, H® — g, leads again to a problem with zero
interface condition and, hence, with the same procedure as for the total fields above, we obtain
the formulation

/B (curl E* . curlV — w?eu E° V) dz — iwp (A(E®), %V ) 05,
R
= /B (iwu curlg -V — w?ep f V) dx for all V € H(curl, Bg). (2.43)
R
In the case at hand, we have
Yef = *%Eia "9 = *’7tHi = \/j’YNEi on 0D. (2.44)

With f = —E', g = —H', we arrive again exactly at (2.42). However, for differing interface
conditions, this allows an incorporation of these conditions into the variational formulation.

Corollary 2.18. Lete_ >0 ore_ € C with Ree_ <0 and Ime_ >0, and let p— >0, e > 0,
ps > 0. Furthermore, let the incident fields (E', H') € H)oc(curl, R?) x Hjoc(curl,R?) be a
weak solution of with respect to €4, p+. Then, the variational problem to find a weak
solution E* € H(curl, D) U H(curl, Bg \ D) of (2.42), is uniquely solvable. There is a unique
extension E* € H(curl, D) U Hjc(curl, R3\ D).
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2.6.2. Perfect Conductor

We introduce the closed subspace
H,(curl,Q) :={F € H(curl,Q) :vE =0 on 0D}
and note that 9Q = dBr U JD and that for H € C*°(Q) it holds that
(vwH,%V),op =0, V e C®(Q) with v x (V xv)=0o0ndD.

With that, we proceed similarly as for the transmission problem in the previous Subsection [2.6.1
and obtain the weak formulation of the scattering problem for a perfect conductor:
Find E € Hc(curl, Q) such that

/ (curlE ccurlV —w?e u, E - V) dz — iwps (M%E), %V )i 08,
Q I
= iwpy <\/?7NEi - A(‘ytEi),'ytV> for all V € Hy(curl, ). (2.45)
1% t,0BRr

We always assume that e, uy > 0. Problem (12.45) is uniquely solvable, see [82] Theorem 10.7].

Theorem 2.19. Let the incident fields (E*, H') € Hy,.(curl,R?) x Hjoc(curl,R3) be a weak
solution of (2.23)) with respect to ey, py. Then, the problem to find a weak solution E €
H . (curl, Q) of (2.45)) is uniquely solvable. There is a unique extension E € Hpc oc(curl, R3\ D).

As in the previous Subsection [2.6.1] we additionally formulate the weak formulation for the
scattering problem ([2.24) together with the SMRC (2.20]), which is

/ (curl E*-curlV — w’e,pu, E° V) dz —iwpy (AME®), % V), 08,
Q k)

= / (iw,u+ curlg - V —w?e puy f 7) dx for all V. e Hyc(curl, ),  (2.46)
Q

with extensions f,g € H(curl, D) of v, E* ~,H' € H~'/?(Div, dD), respectively.

Corollary 2.20. Let the incident fields (E', H') € Hioe(curl, R?) x H,(curl,R?) be a weak
solution of (2.23)) with respect to e, 4. Then, the variational problem to find E° € H (curl, Q)
that solves (2.46)), is uniquely solvable. There is a unique extension E* € Hyye(curl, R3\ D).

2.7. Inverse and Optimization Problem

Recall the definition of the unit sphere in R3 by S? = {x € R3: |z| = 1}. As a consequence of
the SMRC (2.20)), scattered electric fields can be asymptotically expanded as

E’(x) el (EOO(zT:) +0 (1)> as x| — oo, (2.47)

42| |
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uniformly with respect to Z = x/|x| € S?, see [BI, Theorem 6.9]. E® € L?(S?) is called the
electric far-field pattern and it holds that

E®(%&) = ik, <(%E +~,H x 56) Y e—ik+5'y>L2(8D) X%, aeS2, (2.48)
see [3I], Theorem 6.9]. The scattered magnetic field H® has a corresponding asymptotic form and
magnetic far-field pattern H* on S?, however, we can readily compute it by H>®(2) = Z x E*®(2),
z € S?, if required.

By construction of the Calderén operator A, for solutions (E, H) of or (2.45), the
scattered field (E*, H®) can be smoothly extended to radiating electromagnetic fields in R\ Bj.
The electric field in this extension has got the asymptotic representation from , with electric
far-field pattern E> € L7(S?) given by (2.48). At this point, we can make the following definition.

Definition 2.21. We define the far-field map F': 0D — E°° mapping an admissible boundary
D onto the corresponding far-field pattern E* for a fized incident field E°.

Based on the far-field data, two closely related problems will be treated in this work, namely,
an inverse and an optimization problem. For the latter, we first need to introduce the notion of
electromagnetic chirality.

2.7.1. Electromagnetic Chirality

The concept of electromagnetic chirality (em-chirality) has been much discussed in, e.g., [40 46l O7].
A measuring tool has been proposed in [40], which has been cast in a mathematical setting in [4].
In the following, we summarize this approach. We start by recalling the definition of geometrically
chiral objects.

Definition 2.22. An object D C R? is called geometrically achiral if there are xo € R? and an
orthogonal matriz S € R3*3 with det S = —1, such that D = x¢ + S(D). Otherwise, it is called
geometrically chiral.

In other words, a geometrically chiral object is defined by the impossibility to coincide with its
mirror image along some plane purely by rotations and translations. If this is possible, however,
the object is geometrically achiral. Obviously, if D is a sphere, it can be superposed onto any
mirror image of itself, whereas other objects may only have certain planes of reflection, where
this is possible. Thus, in a sense some objects can be viewed as being more or less geometrically
a-/chiral than others, see also [45]. However, Definition is merely a binary criterion, since
it does not classify how chiral an object may be. The em-chirality provides a remedy for this
issue. Essentially, it is based on the effect of the scatterer on electromagnetic fields rather than
on geometric properties of the scatterer itself.

In order to describe the concept of em-chirality, we first need to start with a general definition
of a vector field’s helicity. Recall the definition of the wave number k = w,/ep.

Definition 2.23. A field U € H(curl, Q) is said to have helicity +1 if it is an eigenfunction of
the operator 1/k curl with eigenvalue +1. Such fields U are also called Beltmmm vector fields.

"Eugenio Beltrami (1835-1900)
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+1 +1

Figure 2.1. Decomposition of an incident electric plane wave E® and the corre-
sponding scattered field E° into fields of helicity 1. For the former decomposition
the anti-/clockwise circular motion of Re p in the direction of propagation d is em-

phasized.

The em-chirality of an object now gives us information about how it interacts with incident
fields of opposite helicities. In what follows, we argue that the helicity of a plane wave describes
its circular polarization state.

We define a plane wave (E', H') with some direction d € R? and polarization p € C?\ {0},
p L d by

Ei(x,d,p) = pelfde Hi(x,d,p) = \/§d x pelfde x e R3. (2.49)
i

Such a plane wave is called left (or right) circularly polarized, if the real part of the amplitude
performs an anticlockwise (or clockwise) circular motion in the direction of propagation d.
In particular, since the amplitudes of the electric and magnetic fields of a plane wave are
perpendicular, a plane wave is left (or right) circularly polarized if and only if the electric field
coincides with — up to some scaling — F the magnetic field after a quarter of the wavelength A in
the direction of propagation d. Thus, by the definition of a plane wave, we find the relation

, ) A 1 .
iE'(x,d,p) = E'(x + \/4d,d,p) = :F\/gH’(:I:, d,p) = F curl E'(x,d, p),
indicating that a left (or right) circularly polarized plane wave has helicity +1. Furthermore,

. 1 . . .
E'(x,d,p) = iE curl Ei(z,d,p) <= pe*®?=+i(dxp)e*®? — p=+i(dxp).
(2.50)
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Hence, a plane wave has helicity +1 if and only if p = +i(d x p). This generalizes to arbitrary
solutions to the Maxwell system (2.15)) in the sense described below.

Definition 2.24. We define a Herglotz wave pair Vi[p] = (E‘[p], H'[p]), consisting of an
electric and a magnetic Herglotz wave, with some density @ € L?(S?) as a linear superposition
of plane waves

E'lgl(@) = | o(d)e**” ds(d)
x € R3.
Higl@) = [~ [ dx pld)e™* ds(a)

In any compact subset of R3, the Herglotz wave pairs form a dense subspace of the solution
space for the Maxwell system (2.15) with respect to the H(curl, D)-norm, see [29]. Hence, we
can approximate any weak solution to the Maxwell system in any compact subset arbitrarily well
by Herglotz wave pairs.

Then, with regard to (2.50), we define the operator C: L?(S?) — L#(S?) by

Cop(d) =i(d x p(d)), deS*. (2.51)
With this operator, we have the following characterization for the helicity of Herglotz waves.

Theorem 2.25. Let ¢ € L(S?). A Herglotz wave pair Vi[p] has helicity +1 if ¢ is an
etgenfunction with eigenvalue +1 of the operator C.

Since ¢ € L?(S?), we immediately notice that for d € S?, there hold
C2(d) = Cli (d x p(d)) = —d x (d x p(d)) = ¢(d) (2.52)
and
ICo(d)] = [i(d x ¢(d))| = |p(d)]- (2.53)

Moreover, we readily calculate

2(d) - Co(d) = p(d) -1 (d x p(d) = —p(d) - 1(d x p(d) = —p(d) - Cop(d)  (254)

as well as

Cop(d) =i[d x Re(p(d)) +i(d x Im(¢(d)))]
= —i(d x Re(p(d))) — d x Im(p(d)) = —Ce(d). (2.55)

From ([2.52]) we conclude that the eigenspaces of C are given by

VE = {gango e L?(SQ)}.
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Furthermore, for ¢ € L7(S?) it holds that
1 1 1 1
p=5(te)+5(Ce—Co)=(p+Cp)+ (0 —Co)
and [2:53), [2:54) as well as (2.55) imply
|e+co)To=Co)ds = [ lof +7-Co—-To— o> ds =0,

i.e., VT L V. Therefore, we conclude that L? (S?) = V* @ V~. The orthogonal projections
PE: L2(S?) — V* are naturally given by P* = 1/2(id + C). Hence, considering a complete
orthonormal system B of L?(S?) = V* @V, the sets

{p+Cp:pc B} and {p—Cp:pc B} (2.56)

form complete orthogonal systems in V* and V—, respectively.
In conclusion, we can represent a Herglotz wave pair with density ¢ € L?(S?) as a sum of two
Beltrami fields of opposite helicity being exactly the same as representing it via

Vil = VI[Pt + VI[P o).

Next, we illuminate some bounded scatterer D C R3 by V¥[¢] and let the total field E[p] be
the solution of (2.41)) or (2.45). Then, we decompose the corresponding scattered field E*®[¢]
into the so-called Riemann-Silberstein® vectors — or Webel?] vectors —

B ] = Ble] %12 B,

obtaining

(B[] + B [g]) .

DN | =

E’[p] =

Since

curl E5*[p] = curl E*[p] +1i \/gcurl H?[p] =ik \/EHS[L,D} + k E*[p] = £k E5F [y,

E*% (] is a field of helicity +1.
Moreover, these Beltrami fields E**[¢] adopt the asymptotic behaviour (2.47) from E*[¢],
where the corresponding far-field patterns can be characterized with the following theorem.

Theorem 2.26. Let E be a solution to (2.41) or (2.45)) and E?® be the associated scattered field.
The corresponding far-field pattern E> is an element of V* if and only if for any bounded open
set B with B C R3\ D we have that E* is a Beltrami field with eigenvalue +1.

Proof. See [ Theorem 2.4]. ]

'8Georg Friedrich Bernhard Riemann (1826-1866), Ludwik Silberstein (1872-1948)
19Heinrich Martin Georg Weber (1842-1913); in [65] Appendix A.1], a historical argument has been presented,
supporting the designation of these vectors as Weber vectors.
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Concisely, we have

(2.57)

Ei[p] has helicity £1 <= e V*
E®[p] has helicity +1 <= E®[p] e V*

and we can decompose such incident electric Herglotz and corresponding scattered fields into
fields of helicity +1 each (cf. Figure for a simplified depiction for a plane wave).

Next, we define the far-field operator, which entirely describes the far-field patterns E*[¢p]
corresponding to an excitation by electric Herglotz waves E‘[p]. Recall the definition of plane
waves with direction d and polarization p from . Let such a plane wave illuminate some
scatterer and denote by E*(-,d,p) the corresponding scattered electric field and by E*(-,d, p)
the corresponding electric far-field pattern. By superposition, the scattered electric field E*[¢p]
that corresponds to an incident electric Herglotz wave (cf. Definition , is given by

Elgl@) = [ B'@.ded)ds(d, zeck
S
and its far-field pattern by

E>[p](2) = . E>(z,d,(d)) ds(d), = cR>.

We can now define the far-field operator.
Definition 2.27. The far-field operator is defined by

FiLAS) —» LS,  Fe=E[g)].

F is a linear integral operator with smooth kernel, see [31] Theorem 6.9]. Hence, it is a compact
operator. On the basis of (2.57)), we define the compact operators

qu::PpFPq7 p7q€{+7_}7

mapping the part of a density that corresponds to an incident field of helicity ¢ € {+, —} onto
the far-field pattern associated to a scattered field of helicity p € {+, —}. Then, we decompose
the far-field operator into

F=F""+F " +F "+F . (2.58)

On that note, we head back to the notion of chirality and define electromagnetically a-/chiral
objects.

Definition 2.28. The scatterer D is called electromagnetically achiral (em-achiral) if there exist
unitary operators U;: L (S?) — L3 (S?) with U;C = —CU;, j = 1,...,4, such that

FH=UF Uy, Fr =UsF TU. (2.59)

If this is not the case, we call the scatterer D electromagnetically chiral (em-chiral).
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This definition does not give an intuitive connection of the geometric and the em-chirality.
However, [ Lemma 3.1] tells us that if there is a unitary operator & : L?(S?) — L?(S?) with

CU=-UC and FU=UF, (2.60)

then the scattering object (of the corresponding scattering problem) is em-achiral. Furthermore,
[, Theorem 3.2, Theorem 3.3] proof that (2.60) is indeed satisfied for geometrically achiral objects
both for perfectly conducting and penetrable scatterers. In conclusion, we have the following
result.

Theorem 2.29. Geometrically achiral objects are also em-achiral in the context of this thesis.

Next, we examine ([2.60). Let £ € VE, ie., there is a ¢ € L?(S?) such that £ = ¢ + Ce.
Assuming UC = —CU for unitary U: L?(S?) — L?(S?) implies

_CUE = UCE = +UE  +—  CUE = FUE,

i.e., UE € VT, This means that &/ maps a density of one helicity to a density of the opposite
helicity. Then, together with the condition FU = UF, as a whole indicates that an
application of F is equivalent to flipping the input’s V*-components to V¥, applying F and
flipping the result again. Accordingly, Definition is a generalization of this property.

From this, in [], [41] a tool for measuring the degree of how em-chiral an object is, has been
specified. Let G be a compact operator mapping a Hilbert space (X, (-,-)x) onto itself. Such G
is called Hilbert—Schmile_m] operator if its singular values (s,,)nen, see [70} Definition 15.15], form
a square-summable sequence. We denote the space of such Hilbert—Schmidt operators by HS(X)
and define the Hilbert—Schmidt norm

o \1/2
1Glns = (Z 8%) ., GeHS(X).
n=1

Moreover, let (g5),cy denote any complete orthogonal system in X. Then, by [T} Satz V1.6.2]
it holds that G € HS(X) satisfies

-~ 1/2
1G]lus = (Z IIQQnH?c) = tr(G*G)"/? (2.61)

n=1

and that HS(X) equipped with the scalar product
Z Gan, Han) x = tr(H*G), G, H € HS(X), (2.62)

is itself a Hilbert space. (-,--)us evidently induces || - |lus by (2.61).

Now, let p,q € {+,—} and recall that the far-field operator F and its components FP? are
linear integral operators with smooth kernel, entailing an at least exponential decrease of their
singular values (0,), and (oP%),,, respectively [ Chapter 4]. In particular, (¢,,)n, (629), C 2,

20Frhard Schmidt (1876-1959)
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and, hence, F and FP? are Hilbert—Schmidt operators. Since U;, j = 1,...,4, are unitary in

Definition (2.59) implies that
" and o =0, ", neN, (2.63)

see M Section 4]. Thus, measuring the deviation from this property turns out to be a reasonable
approach of characterizing how em-chiral an object is, see [, Definition 4.1], [41l Equation (16)].

Definition 2.30. For a scattering object D characterized by a far-field operator F, the em-chirality
measure x: HS(L?(S?)) — R>q is defined by

__ _ _ 1/2
MF) = (1@ nen = (0 JnenllZe + 105 nets — (o nenlZ) -

This definition of a chirality measure has been used in [6], [97] to optimize helical structures
with respect to their em-chirality properties, utilizing Bayesian@ optimization that does not
require derivatives of x, see [I00]. We are interested in a differentiable measure, hence, we will
use the following smooth relaxation that has been defined in [53] p. 109].

Definition 2.31. For a scattering object D characterized by a far-field operator F, the modified
em-chirality measure xus: HS(L?(S?)) — Rxq is defined by

2 2 1/2
xis (F) = [(HFHH?{S —lF M)+ (I s = 17 s

By the Pythagorean?| theorem [53, Lemma 5.8] it follows that

o B B 1/2
xais(F) = [IF s — 2017 s 17 s + 17 s 7~ lis)] -

Here, we can immediately conclude that xpg(F) is bounded by || F||us. If a scatterer satisfies
[Ff* =0 and F T =0] or [F7"=0 and F' =0],

then the maximum is attained. The reverse is also true, since (i) if the maximum is attained,
there must hold that

[Fft =0 or F =0 and [Ff==0 or F T=0],

and (ii) reciprocity implies 77~ = 0 if and only if 7~ = 0. A scatterer with xus(F) = || F||us
is called mazimally em-chiral and it is effectively invisible to either fields of helicity +1 or —1.
In B3, Lemma 5.11, Lemma 5.12], it is shown that xpg yields the same maximally em-chiral
scatterers as y and that y(F) = 0 implies xps(F) = 0 for any F € HS(L?(S?)). It is desirable for
many applications to have scatterers with xypg close to its theoretical maximum, which motivates
us to find such objects through a shape optimization process. The idea is to employ Newton
or quasi-Newton schemes to find scatterers with a high value of the ratio xus(F)/||F|lus. The

*'Thomas Bayes (1701-1761)
22Pythagoras of Samos (ca. 570-ca. 495 BC)
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following formula for the Fréchet derivative (cf. Definition can be readily derived from [53]
Lemma 5.15] and already has been used in [3] [43].

Lemma 2.32. Let
D = {G € HS(L}(8%) : xus(9) # 0, [9"lus # 0, p.q € {+,~}}

and assume F € D. Then xus is Fréchet differentiable (see Deﬁm’tion at F with

1 H]:(fp)(fq) [
dyus[FIH = ——— | Re (F, H)yo — Re (FP4, HP) o ————HS 2.64
HS[ ] XHS(JT:) ( < >HS p’qe{z—h_} < >HS ||qu||HS ( )

for all H € HS(LZ(S?)).

2.7.2. Shape Reconstruction

In the following two Subsections, we briefly outline the two main problems that are of concern in
the context of this thesis.

The first problem focuses on an inverse shape reconstruction, where we want to find an object’s
shape from the knowledge of the corresponding far-field data for one incident field (Ei, H ’)
Thus, the inverse problem reads as follows:

Given some far-field data Eg;,, find the corresponding shape 0D } (2.65)

such that F(0D) = Eg,, -

In Chapter [3] we establish the Fréchet differentiability with respect to variations of the surface
OD for this map. In Chapter [5, we will consider these kind of problems, however, for specific
tubular geometries, which will be introduced in Chapter 4

2.7.3. Shape Optimization

In Chapter [0, we will treat an optimal design problem, in which we want to find shapes 9D
such that the em-chirality properties, described in Subsection of the corresponding far-field
operators are close to maximal. To indicate the dependence on 9D, we denote by F the operator
mapping an admissible boundary 9D to a linear operator that maps L7(S?) onto itself, i.c., we
write

F(OD): L#(S?) — L?(S?), F(OD)p = E>[y].

In a slight abuse of notation, we call this operator far-field operator again. The optimization

problem reads as follows:

xus(F(9D))

~IF D) s (2:66)

Find arg min
oD
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In Chapter 3] we establish the Fréchet differentiability with respect to perturbations of the surface
0D for the far-field operator. The differentiability will be carried over to the context of specific
tubular geometries in Chapter






CHAPTER 3

DOMAIN DERIVATIVES

In Chapters [5| and [6] we want to apply iterative methods to solve nonlinear equations of the types
as in ([2.65)) and (2.66). These involve mappings of the types F': 9D +— F(9D) and xpgs o F with
F: 0D — F(OD) (recall Definition of the modified em-chirality measure xpg). Naturally, a
linearization would be useful. Therefore, we are interested in a characterization of the Fréchet

derivatives of F' and F with respect to perturbations of the boundary 0D (the derivative of
xus can be found in Lemma . This leads us to the notion of domain derivatives (or shape
derivatives) of solutions of boundary value problems. These have been extensively used in
literature regarding shape optimization and shape reconstruction problems. For an approach,
where the underlying boundary integral equations of the scattering problems are differentiated
with respect to perturbations of the boundary, we refer to [02] for the HelmholtzE] equation
and [@3] for Maxwell’s equations. We use the variational approach that was introduced for the
Helmholtz equation in [66] for sound-soft scattering and generalized in [53], B6] for impedance
and transmission conditions. For Maxwell’s equations it has been studied in [57] for penetrable
obstacles and in [52], [53], Chapter 3] for perfect conductors. Our aim is to extend the relevant
results from [62 B3] (7] to establish the domain derivative for the operator F: 0D — F(9D).
To achieve this objective, we first need to investigate the existing convergence results for the map
F: 0D — F(0D) and obtain bounds that explicitly depend on the incident field.

We start by introducing some notations. Henceforward, let D C R? be a C''-smooth domain.
Recall that by Br we denote an open ball of radius R > 0 centered at zero and that Q = Br \ D.
To quantify differences between domains appropriately, we restrict to geometric perturbations
h € Cl(]R{?’,R?’) that are compactly supported in a neighborhood of D with supph C Bgr —
which is always possible by choosing R suitably large. Moreover, we choose ||h| o1 sufficiently
small, such that the transformation

T:D R x—T(x):=z+h(x),

is a diffeomorphism. Consequently, the perturbed domain Dy = T'(D) constitutes again a
bounded C'-smooth domain with boundary 0Dy, = T(9D) (cf. Figure [3.1).
Denote by J; the Jacobian of a function f. We will need the following linearizations.

'Hermann Ludwig Ferdinand (von) Helmholtz (1821-1894)
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supp h

Figure 3.1. Perturbation Dy, (red) of D (blue) by a sufficiently small vector field h
(darkgray arrows) with supp h (gray) in a neighborhood of dD; depicted in R2.

Lemma 3.1. It holds that

JgJr
-L = — h —divhI 2 1
dot I (Jo+J, —divhI)+ O(”h”cl) , (3.1a)
I—JptJp " detJp = Jp + Jy, —divh I+ O(||h|Z%:) (3.1b)
as ||kl gr — 0.
Proof. See, e.g., [63] Lemma 3.2]. [ |

We need to compare solutions E of (2.41)) or (2.45) and Ep, of (2.41)) or (2.45)) with D replaced

by Dp. This is not directly possible, since the perturbation also changes the function space.
Thus, instead of E} we consider the transformed E}j o T. Having the weak formulation (2.41)
or in mind, a change of variables & — T'(x) also concerns curl Ej. We use the approach
of [82], Section 3.9], where it has been argued that the chain rule implies that we must use the

transformation
Ep = J}(EpoT). (3.2)

Reference [82, Lemma 3.57] shows that this transformation is indeed curl-conserving, i.e.,
E}, € H(curl, Dy,) implies Ej, € H(curl, D).

With , substituting E, V', by perturbed Ep, Vi, Qp and applying a change of variables
x — T(x), we eventually arrive at the following weak formulation for the perturbed problems
(cf. [B7) Section 3, eq. (9)] for penetrable obstacles and [53] Section 3.1] for perfect conductors):
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Transmission problem: Find Ej, € H(curl, Bg) such that

S A — 1. T : -~
/BR (Curl E; - dgt T curl V. — k*Ey, - Jp'Jp 'V det JT) dx — iwp <A(7tEh),7tv>

= iwp <’7NEi - A(7tEi)7 "/tV>lt OBg

t,0BRr

for any V' € H(curl, Bg). (3.3)

Perfect conductor: Find E}, € H ,.(curl, Q) such that

T
/ <curl Ey - JrJ1 curlV — kiEh . JEIJT_TV det JT> dr —iwpy <A('ytEh),’ytV>
Q det Jp

= iwpy (WE = A(y B, %V )

t,0BRr

LB for any V' € Hpc(curl, Q). (3.4)

Remark 3.2. Note that the right-hand sides of (3.3) and (3.4)) are not affected by the perturbation
due to h being compactly supported in a neighborhood of 0D.

To cover both problems simultaneously, we introduce the following substitute symbols.
Definition 3.3. Let X € {Bgr,Q} as well as # € {H(curl, Bg), Hyc(curl,Q)}. Henceforth,

the pair (X,%#) = (Bgr, H(curl, Bgr)) corresponds to the transmission problem and the pair
(X, %) = (2, Hpe(curl, Q) to the perfect conductor.

For U, V € # and admissible perturbations h, we define the forms A, Ap: # x # — C and
{: # — C with

AU, V) ::/ (curlU-cuer—k2U-V)da:—iw,u, (AU), % V)i 08, »
% b
JhJr — 1 T
An(U, V) ::/S)C(curlU- A S det Jr) da

—iwp (A(%U), ’th>t,8BR )

(V) =iwp <7NEi - A(%Ei),%V>t 0By

Note that g = py and k = ki in Q C R?®\ D. By this, the weak formulations (2.41)), (2.45)
become:
Find E € # such that

AE, V) =(V) foral Ve % . (3.5)

Moreover, (3.3)), (3.4) read as:
Find Eh € # such that

Ap(ER, V) =4V) for all V- € # and all admissible perturbations h . (3.6)

Problem (3.6 is also uniquely solvable for every admissible h (see [Il Lemma 4.3], [82, Theorem
10.7]). Note that due to the boundedness of the Calderén operator and the tangential trace
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operators we find

€]l < CllLE|| r (eurt ) (3.7)

for every incident field E* € H(curl,X).
The RieszE] representation theorem [70, Theorem 4.10] implies the existence of bounded linear
operators A, Ap: # — F with

A(Ea V) = (AE, V)H(curl,%) ’ Ah(Eha V) = (AhEha V)H(curl,ﬁr)

and L € H(curl,X) with £(V) = (L, V) g(cur1,x)- With this, the weak formulations (3.5)) and
(3.6) are equivalent to the operator equations

AE=L and AyE,=1, (3.8)

respectively. Both A and Aj have a bounded inverse, since (3.5) and (3.6) are uniquely solvable.
Next, we consider

A(Ep — E,V) = A(E},, V) — A(E,V) = A(Ey, V) — Ay (Ep, V)

- / curl E), - <1 _ i ) curlV — K2Ey, - (I — I 5T det JT)V dz
T det Jp T -r ‘

Therefore, motivated by Lemma [3.1| we define the material derivative W € # of E with
respect to the perturbation h by the unique solution in # of

AW, V) :/

; [curlE- (= (Jp +Jf —divhI))curlV

~KE-(Jr+Jf —divh) V| dz  (3.9)

forall V e &.

In the following lemmas, the assertions are obtained by thoroughly examining the proofs
concerning the domain derivative in [53, B7], pursuing a more rigorous statement. There, the
convergence has been shown; however, in view of the far-field operator, we need the bounds from
the existing theory to be explicitly dependent on the incident field.

We begin with a result stating the continuous dependence of solutions on admissible perturba-
tions h of D.

Lemma 3.4. Let E be a solution of (3.5)) and E}, a solution of (3.6). It holds that
||Eh - EHH(Curl,fx) <C ||h||01 ‘|EiHH(curl,§[) .
Proof. Recall Remark We see in the proofs of [57], Theorem 3.2] and [53] Theorem 3.3] that

[An = Al < C Al (3.10)

2Frigyes Riesz (1880-1956)
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is valid and use the boundedness of A~! and (3.7) to obtain
HEHH(curl,?I) = HA_ILHH(curl,SX) < HA_lH HLHH(curl,%) <C HKH%’* <C ‘|Ei’|H(curl,§[) : (3'11)
Since A,:l is bounded for every admissible h, we conclude with (3.8)), (3.10)), and (3.11]) that

1 En — El| = || 4, AE — A, ARE|

<C Hh’HCl ||Ei||H(curl,EI) .

curl,X) curl,X) < ||Al:1H ||A - AhH ||E||H(curl,%)

Furthermore, we have the following result regarding differentiability of solutions with respect
to admissible perturbations h of D.

Lemma 3.5. Let E be a solution of (3.5), En a solution of (3.6) and the material derivative
W be defined as in (3.9). Then,

|En—E-W|,, < C[|hllg 1B | eurtr) -
(curl)

curl,X

Proof. Recall Remark From the proofs of [57], Theorem 3.3] and [53] Theorem 3.4], we obtain
|A(Eh —FE - W’ V)|
<C Hthl (Hthl HEhHH(curl,sx) + HEh - EHH(curlg)) HVHH(curl,ﬂC) (3~12>

for any V € #. For every admissible h, the Riesz representation theorem [f0, Theorem 4.10]
yields a unique bounded linear functional ¢, € #* such that E}, — E — W € # uniquely solves

AE,—E-W,V)=0,(V) foralVe%x.
Using (3.12)), we conclude with the well-posedness of (3.5]) that

1En — E — Wllg(eunna) < C ||l

E,-E-W.,V
Co oy M V)
ve#x\{0} ”VHH(curl,%)

< C[llgr (1Pl |1 Enllmeuni ) + [ En = Ellmeunan))

< C [lles (Il 1Bl eunie) + 0+ Tllen) [ B — Bl eunsy) -
Lemma [3.4 and (3.11) finally yield

|Bn — B~ Wl g cun) < C bl (IRl 1B sreun) + A+ [Rllen) [l o 1B cano)

< Clhlg 1B r(eurtr) -
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With this result and since E = (I +Jg )Eo(-+0) = Ey, the material derivative W is equal to
the Fréchet derivative (cf. Definition of the transformed field with respect to h at zero, i.e.,

W = dEoh.

Note that we keep the 0 in the index instead of using the square brackets as in Definition [2.1
Then, looking back at the definition of the material derivative W in , we see that W depends
on h everywhere in X and not only on the boundary 0D, which is something we would expect
from a shape derivative. In light of this, we use the statement of Lemma [3.5] and obtain

E,=E+W +0(|h|%)
= E+ Jgh+ J, E+ (W — Jgh — J, E) + O(||h||%.) |h|lcr — 0.

It turns out that W — Jgh — J,I E is a radiating solution of Maxwell’s equations, which only
depends on h|gp. Hence, we can extract a shape derivative E’ defined by

E =W —Jgh-JE, (3.13)

which is referred to as the domain derivative of E. Similarly, we define the domain derivative H’
of H.

Recall that by the subscript “v” we indicate the normal component of a vector field. The
next theorems show that is indeed the appropriate choice to define the domain derivative.
Here, in order to avoid notational confusion, we consider the domain derivatives for penetrable
obstacles and perfect conductors separately again. For the former, we further introduce the
following notation of jumps across the interface:

[Plop = elgnp —¢lp, ¢ e{ent,
(iplop =@ - ¢, € Hyc(curl,R*\ D) U H(curl, D).

Theorem 3.6. It holds that E', H' € H(curl, Q)UH (curl, D) and they can be uniquely extended
to weak radiating solutions E', H' € Hyy.(curl, R3\ D)UH (curl, D) of (2.224) with transmission
condition

(VB yp = iw [ulyp buyrH — [Curl(h, E,)],
' /8D P P on 8D, (3.14)
(vH'] 5 = —iw [e]yp hvyr E — [Curl(hy Hy)lyp
where E, H are the total fields in the original problem (2.22)).
Proof. See [21 Theorem 4.1]. [

Theorem 3.7. It holds that E', H' € H(curl,Q) and they can be uniquely extended to weak
radiating solutions E', H' € H)..(curl,R®\ D) of (2.24a)) with boundary condition

vE' = iwp h,ypH — Curl (h,E,)  on 0D, (3.15)
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where E, H are the total fields in the original problem ([2.24]).
Proof. See [63] Theorem 3.6]. |

Note that (2.43)), (2.46|) provide a variational formulation for the domain derivative from
Theorems and [3.7| with interface condition (3.14) and boundary condition ({3.15)), respectively.

Remark 3.8. We note some important observations:

(i) E’ does only depend on the normal projection h,, of the perturbation h on the boundary.
The latter intuitively seems very plausible, since the domains under consideration are
C'-smooth, which means that their surface locally resembles the Euclidean plane R?. Here,
tangential variations, i.e., variations along the plane itself, do not cause any change of the
plane, resulting in an impact of solely the normal projection of such perturbations.

(ii) E’ is not a Fréchet derivative anymore. However, below, we will show that the far-field
pattern of E’ is indeed the Fréchet derivative of the far-field map.

3.1. The Domain Derivative of the Far-Field Map

In this section, we apply the results from above to obtain the Fréchet derivative of a far-field
map F for a fixed incident field (see Definition [2.21)). We begin by providing a bound for the
far-field pattern that depends on the corresponding field outside of the support of an admissible
boundary perturbation h.

Lemma 3.9. We introduce another auziliary ball B, centered at zero with radius o > 0 such

that (D Usupp h) C B, C Br. For any radiating solution of (2.41) or (2.45) it holds that

1El 252y < ClE| g(curt,B\B;) -

Proof. Recall the notation from Definition [3.3|and let E® € # be a solution of (2.41]) or (2.45))
with incident field E* € Hjoe(curl,R3). In both cases, we can uniquely extend E* to R3\ Bp.
Particularly, it holds that Ei|R3\?R, ES]R:,»\ETR € H,.(curl,R?\ BR) in any case. Let y € R3 and
denote the fundamental solution of the Helmholtz equation Au + k?u = 0 in R\ {y} for the
wave number k by
o S 3.16

k(wyy)~—m7 TFyY. (3.16)
By the StmttonfChiﬂ representation formula, see [I06], Section 8.14], for less regular fields [68]
Theorem 5.49], we have for © € R3\ Bg that

1
E*(z) = — curl (v, E*, ®(, "))y, + e curl® (v, H?®, ®(x, N oBn (3.17)

8Julius Adams Stratton (1901-1994), Lan Jen Chu (1913-1973)
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and

. 1 .
— 7 X o 2 % k
0 = curl (v, E', o(=, )>aBR — curl (v H', o, )>aBR . (3.18)

Thus, substracting (3.18]) from (3.17)), we obtain

1
Es(a:) = —curl <7tE7 (I)(CC, ')>BBR + E Cur12 <7tH7 q)(wv ')>8BR .

As in [B1l Theorem 6.9], we obtain the following representation for the far-field pattern:

E>™(z) = ik4 <(%E + v H x i),y > e—i’“+§'y>aBR X T

We conclude with v, E,~v,H € H~'/?(Div,0Bg), y — ik y ¢ H~'?(Curl,dBg), & € S? - and
by using the triangle inequality — that
HEOOHLf(S2) <C (H’YtEHH*IN(DiV’aBR) + H'YtHHH*IN(DiV’aBR)) . (3.19)

Using [24] p.109, Prop. 23], we obtain

I H | 112010 085) < CIME | a-112(0iv 085) -

Hence, with the boundedness of v,: H (curl, Bg \ B,) — H~'/?(Div,dBr U dB,), we conclude

IE* N z2(s2) < ClVEl g-112(0iv.085) < ClEl g(cur, Bp\By) -
|

Next, we infer Fréchet differentiability of the far-field map and give a bound that explicitly
depends on the incident field.

Corollary 3.10. It holds that
IF(8Dn) = F(OD) — (B') | g2(s2) < C 1h]1 2 1B || r(curt0)

i.e., the far-field map 0D w F(OD) € Li(S?) is Fréchet differentiable at 0D with Fréchet
derivative F'[0D)h = (E')>® € L?(S?).

Proof. Recall Remark Even thought the material derivative W is not a solution of or
in the entire exterior of D, it coincides with the domain derivative E' = W — Jgh — J E
in the exterior of D U supp h, since h is compactly supported in a neighborhood of dD. Hence,
W is a solution of or in R3\ (D Usupp h). Consequently, we obtain the far-field
pattern W = (E")*> of W.

Furthermore, as in Lemma we introduce another auxiliary ball B, centered at zero with
radius ¢ > 0 such that (D Usupph) C B, C Bg. Naturally, E' and W also coincide in the
exterior of B,,.



3.2. THE DOMAIN DERIVATIVE OF THE FAR-FIELD OPERATOR 41

Since Ep,, E and E' are solutions to (3.6)), (3-5) and (2.22) with interface condition (3.14)) or
(2.24) with boundary condition (3.15)), respectively, Ej, — E — E' is also a solution in both cases.

Hence, Lemma implies

|Ey — B — (B')| ;22 < C|| By, — E~ E'
= C||Ep -

H H(curl,Br\B,)

E- W“H(curl,BR\E) < CHEh —E— W”H(curl,ﬂ) .

Consequently, with Lemma [3.5and since F(dDy,) = E, , F(dD) = E™, we have

IF(0Dn) — F(0D) — (B)*| 252y < C B]En |1 B | rcurre) -

3.2. The Domain Derivative of the Far-Field Operator

We now turn to the differentiability of the far-field operator 9D +— F(9D) described in Subsection
2.7.3l Our aim is to show that

IF(0Dy) — F(0D) — F'[9D)h|us < C |hllg:

where F'[0D]h is equal to the bounded linear operator ¢ +— (E'[¢])* in HS(LZ(S?)). For this
purpose, we prove some requisites.

Lemma 3.11. Let ¢ € L(S?) be a density. It holds that

IF(0Dn) — F(0D)p — (E'[@]) | 1252y < C IhlIE | B[]l o (curt.e) -
Proof. Let ¢ € L7(S?). Then the assertion follows directly from Corollary [ |

Next, we introduce the spherical harmonics Y,™ € L*(S?) for n € No, m € Z, |m| < n, which
form a complete orthonormal system

{Y,');neNy, meZ, |m| <n}

in L%(S?), see [B4, Theorem 2.4.1]. Based on the spherical harmonics, we define the vector
spherical harmonics U™, V™ ¢ L?(S?) by

1

UR (@) i= s

Ve Y™@), V(@) =z xUT@), (3.20)

for 2 € S?, n € N, m € Z, |m| < n, which form a complete orthonormal system
B ={U", V':neN, meZ, |m| <n} (3.21)

in L7(S?), see [82, Lemma 9.15]. In view of (2.62)), we consider the system % and conclude the
following result.
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Corollary 3.12. It holds that
|F(0D) — F(OD) — (E'[-))*|ls < cuhuéﬂ(z S B U, + HEZ'[V?HIiz(BR)>,
n=1m=-n

if the series on the right-hand side converges.

Proof. From (2.61)) and Lemma we conclude
IF(0Dp) — F(9D) — (E'[-)*lliis
=Y S 1(F @Dy - FOD) — (B Ul

+ | (F(0Dp) — F(0D) = (E'[- D)) V' [72(s2)

00 n
< CHhHé‘l (Z Z HEZ[U:Ln]HiI(curI,BR) + |EZ[Vg]||%I(curl,BR)> :

n=1m=-n

Moreover, for d € S?, we have
curl (Unm(d) ei’m'd) = Vehmd 5 U™ (d) = ik V™ (d) eF 4
and analogously
curl (V77(d) e 4) = —ik U7 (d) 4.
Thus, it holds that
curl E'lU™ =ik E'[V"],  curl E‘[V™] = —ik E'[U™], (3.22)
by which the assertion immediately follows. [ ]

By Corollary it remains to show convergence of

(Z Z ]|Ei[Um||ig(BR)> as well as (Z Z ||Ei[Vnm]|2Lg(BR)>. (3.23)

n=1m=-n n=1m=-n

We will achieve this by explicitly calculating these norms through expansions into vector wave

functions. To define the latter, we first denote by j, and y, the spherical Besse][ﬂ functions of

the first and second kind and order n € Ny. The spherical Hankeﬂ function of the first kind

and order n is then defined by hg) ‘= jn + iyn. Furthermore, for n € No, m € Z, |m| < n, we
m m

introduce ", v* by

u™ () =g (kr) Y @),  o™(x) =D kr)Y(@E), wxeR3.

n

4Friedrich Wilhelm Bessel (1784-1846)
®Hermann Hankel (1839-1873)
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Then, for n € N, m € Z, |m| < n, the spherical vector wave functions are defined by

M7 (x) = —jo(kr) V@),  N™x):=-hDkr)V™(@), xcR>. (3.24)

n

M7 and 1/(ik) curl M are solutions of the time-harmonic Maxwell system in R? and N and
1/(ik) curl N7 are radiating solutions in R3 \ {0}, see [BIl Theorem 6.26]. In what follows, we
will always represent & € R3 as ¢ = rZ with Z € S? and r == |z| > 0. Moreover, we set

Wh(z) =Y @)z, 2c€S*, neN, meZ, |m|<n. (3.25)

Lemma 3.13. For any ¢ = rZ € R3 andn € N, m € Z, |m| < n, there hold

BU7)@) = 4r"  (\faln+ 1 g () WE@) + £ 05 () UZ(@)).

ikr

E'V™(x) = 4ri" j,(kr) V(Z).

Proof. Let n € N, m € Z, |m| < n. With [BI] Theorem 6.28], we compute the far-field patterns
of N7 and curl N by

m,00 __
N =

dr myoo AT
S v and (curl N> = T u,, (3.26)

respectively. Moreover, we consider the gradient in spherical coordinates and use the recurrence
relation [(9, Equation 10.51.2], obtaining

 oum(w)
 or
— (=kn (o) — “BO () ) W@ + LAO (k) U™ (@
— |\ T M1 T)_rn<r) n(w)—i_rn(r) n(w)

Z + %VSZ v () = kR (kr) W) +

With [28 Theorem 2.15], the far-field pattern of x hfll_i)_l(k:\mb Y () is given by

m [ SN A7 s~ AT N

Therefore, we infer that

n n

(Vo) * (@) = - Wi(@), &es. (3.27)

Next, recall the definition of the fundamental solution ®; of the Helmholtz equation, see (3.16|).
We consider the vector addition theorem in the form of [BIl Equation (6.83)] and obtain for any
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A € C3 that

Sk S (NT(y) - A) M)

n=1m=-n

+ — Z Z curl N'(y) - A) curl M7 (x) (3.28)

n 1m=—n

+ Z Z (Vo (y) - A) Vug() .

n 1 m=—n

We consider the far-field patterns of the left- and right-hand side of (3.28). With (3.26)) and

(3.27)), this results in

Ae—ikm-d: Z Z 1 Mnm m(d)A
n= lm_fn
—|-47TZ Z (curle( )) U™d) A (3.29)
n=1m=— n
—1—4772 Z W -Vur(z) Wid) - A

n=1m=-n

Next, we substitute A = ¢(d), ¢ € L(S?), and take the complex conjugate of equation (3.29).
This yields

YD ( — curl M}'(2) (U7(d) - ¢(d)) — M7 (@) (Vii(d) - «p<d>)> :
n=1m=-n
Then, we integrate over S? with respect to d, obtaining

2 ‘P(d)eikx.d ds(d) = 4n Z Z ( curl M (z) (‘Pa Unm)Lg(gz) - M} (z) (‘Pv v )L2(SQ)>

n=1m=-—n

Considering ¢ = U, or ¢ = V', we infer by Definition of electric Herglotz waves that

: 1
E'lU(x) = 47" = curl M (x)
ik x c R3. (3.30)
E'[V|(x) = —4ni" M} (x)
Finally, according to [68, Theorem 2.43 (a)], it holds that

n(n+1)

curl M (x) = jn(kr) W(z)

4 (kj;(k;r) + % jn(k:r)> U™&), @cRS. (3.31)

Thus, inserting (3.31) and the definition of M" (see (3.24)) into (3.30), we conclude the

assertions. ]
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With the representations from Lemma [3.13] we can straightforwardly calculate the norms of
E'UY, E'[V}.

Lemma 3.14. Let n € N, m € Z, |m| < n. The L*-norms of the Herglotz wave functions with
vector spherical harmonics as densities are given by

2

) dr,

EHU™ || —}@f " D) (kr)|? d in(k
1B U225, = wE n(n +1)|jn(kr)|" + dr(r]n( r))

. R
1B V33 ) = 167 [ (k)2 dr

expand E‘[U™], E'[V™] in the orthonormal system
(U™, v, W™ :neN, meZ, |m|<n} C L*Bg).

According to [68, Theorem 5.36], the L?-norms are given by

B0 = 3 Z 7 (e 0 + e 00+ e ) .

n'=1m/=

1BV = 3 Z [ (e R + i O + e ) ar.

n'=1lm/=

where, due to Lemma the expansion coefficients can be readily calculated by

! 1 i / ]. d
aly (r) =4m 7714_) 1w (KT8 Ot 5 By (1) = 4Ami™ — — (rjn/ (k7)) St S
ikr ikr dr
() =0,  am(r)=0, bEE)=0, ¥ (r)=A4ai" ju(kr)um Onm

n,n’ €N, m,m' € Z, |m| < n, |m'| <n', and Kroneckeﬂ delta 0y, k,1 € {n,n',m, m'}. [ |

The norms of the Herglotz wave functions, which we have derived in Lemma implicate
that we have to deal with series of polynomials of n times |j,|?>. Therefore, we establish the
following convergence result.

Lemma 3.15. Let £ € N. The series

o0 oo
<Z nt Ijn(Z)\2> and (Z nt IJZ(Z)P)
n=0 n=0
converge uniformly with respect to z on any compact subset of C.

Proof. Recall Remark [2.2]For n € Ny, k € N, it holds that

(n+k)!2n+1)! 1
n!(2n+2k+1)!  26(2n+2k+1)---(2n+3) "

Leopold Kronecker (1823-1891)
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Hence, for z € C, £ € N and n € Ny, by [[9 equation 10.53.1], we have the power series
representation

S (LA k!
Jnlz) = (22) ,;) Kl (2n + 2k + 1)1 &

_ 2"nl 2" 1‘1'2 (—1)k 2%
(2n+1)! 28K (2n+ 28+ 1)(2n + 2k — 1)+ (2n + 3)

_o2hlet Lo L Z (—1)knst? o)
(2n+1)! né+2 26k (2n +2k+1)(2n+ 2k —1)--- (2n + 3)

The power series

- (-1) nét? 2k
kzzjl2kk!(2n—|—2k+1)(2n+2k—1)---(2n—|—3)Z

converges on C. Hence, it is bounded on any compact subset. This yields

_ 47 (nl)2|z)?" C
2
uniformly with respect to z on any compact subset of C. Furthermore, it holds that
(n+ DS (0 + DY (204 1)) L () 0, e
= z n — 0o.
((2n + 3)1)2 né4n(nl)?|z|2»  (2n + 3)2

Therefore, the series

i ¢ 4"(n!)?|2*"
2n +1)!)2
converges for any z € C by the ratio test and is, thus, bounded on any compact subset of C.
Consequently, by (3.32)), it follows for K > |z| that

e}

) A
nzo £|]n Zn [Un 2 ((2n+1 ‘|+Z[ 2n+ ))‘|
<CZ—+Z

((2n+1)1)?

4n | 2K2n
né (n!) ] C

This is the assertion for the first series.
For the second series we use the recurrence relation [79, equation 10.51.1] and obtain

n . n+1 2

1) g

N <2n71 1)2 [jn-1(2)* — 2Re (m j"l(z)j"“(z)> " <2T;111>2 eGP

jn—f—l('z)

e = |
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Since for u,v € C it holds that 2 Re(uv) < |u|? + |v|?, we have

. 2 n 2 . 2 n+1 2 . 2 . 2 . 2
R < 2 (5 ) i @F + 2 (L @R < 2 1 + a2

Consequently,
o0 (o] oo o0
Yo ntlin(2)? = Z né ()2 <23 0 ln1(2)? + 2> 0 g (2)

oo oo
) n ()2 +2 (= 1) [ju(2) P < 25%2 Y " 0 [hn(2)]?,
= n=0

by which the assertion for the second series follows from the convergence of the first one. |
Finally, we turn to the convergence of the series from ((3.23)).

Theorem 3.16. The series
(Zl ) ||E%Um\|12(33)) and (Z ) HEZ‘[vmn;(BR))
n=1m=—n n=1m=-n

converge.

Proof. By Lemma we have established

o0

iijEiUm? 16 S 1 (k) + |- L (i
1B ey = oz [ @0+ 1) (mlo+ Dlinlhr)? + |- i)

n=1m=-—n n=1

Sy HEi[vm”ig(BR):mw/ [Z (2n + 1)|rjin( kr)’2] dr.
n=1

n=1m=-—-n

e

Furthermore, there hold

(2n + D)n(n + 1)|ju(kr)|* < 6n3]5,(kr)|?,

2

(2 1) |5 (k)| = (204 1) () + b, ) P

= (2n 4 1) [jn(kr)? + 2 Re (jn(kr)orj, (kr)) + k[, (k) ]
< 6m [ (kr) 2 + K2R, (k) 2],
(2n + 1)|rjn(kr)|? < 3R*n|jn(kr)|?.
With Lemma we immediately conclude the assertion. |

We combine the results from above in the main theorem of this section.

Theorem 3.17. It holds that

IF(0Dn) = F(OD) — (E'[-)*|us < Cllhlg: , (3.33)
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i.e., the far-field operator 0D v+ F(OD) € HS(L?(S?)) is Fréchet differentiable at 0D with Fréchet
derivative F'[0D)h = (E'[-])>® € HS(L?(S?)).

Proof. With Theorem we have that

. 2 B UL g,y + IE VT2 5, < C

n=1m=-—n

and, therefore, with Corollary we infer that

IF(0Dn) — F(0D) — (E'[-)*|lfis < Cllhllc: -



CHAPTER 4

LONG TUBULAR OBJECTS AND
CORRESPONDING DOMAIN DERIVATIVES

In Chapter [3| we have established differentiablilty of the far-field map F' and far-field operator
F with respect to perturbations h of the boundary for general C''-smooth domains D. From
this point forward, our focus remains on bounded tubular C'-smooth objects. In the present
chapter, we provide a comprehensive definition and construction of such tubular objects. The
surface dD of these objects will not depend linearly on its defining parameters. Thus, having
the inverse identification problem from Chapter [5] and the shape optimization from Chapter [6]
in mind, we further need to linearize the surface with respect to perturbations of its defining
parameters. Afterwards, we redefine the far-field map I’ and operator F on vector spaces, whose
elements constitute these parameters representing 0. At the end of this chapter, we prove
Fréchet differentiability of these F' and F.

We start by constructing bounded tubular C'-smooth domains D C R? that follow a central
spine curve. The cross section perpendicular to the center curve is assumed to be a circular disk
at each point, but the radius may vary along the curve. At the start and end point of the center
curve, the tubes are smoothly completed by some caps, such that R?\ D is connected.

To model such an object, we require a twice continuously differentiable regular curve C,
parameterized by some regular z: [0,1] — R3, with an accompanying continuously differentiable
orthogonal frame (t,n,b), i.e., t = 2’/|2| on [0,1] and (¢(7),n(7),b(7)) is an orthonormal basis
of R? for every 7 € [0,1]. It might seem reasonable to consider the standard accompanying
Freneﬂ frame (cf. [I], 2.4. Definition]); however, the Frenet frame is not defined in any point
where the curvature of C' vanishes and a continuous extension across such points may also not be
possible. As an extreme case, for a straight line the Frenet frame is not defined for any point.
Instead, we employ rotation-minimizing frames — or BishopE] frames —, introduced as relatively
parallel adapted frames in [I0, p. 246], by a vector-valued ordinary differential equation. They
are known from applications in computer graphics, see [II0].

!Jean Frédéric Frenet (1816-1900)
2Richard Lawrence Bishop (1931-2019)
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Definition 4.1. Let z: [0,1] — R3 be a parameterization of a C*-smooth regular curve C with
|2'| > 0. A rotation minimizing frame (t,n,b) € C*([0,1],R3*3) of C is defined through

t=—, b=txn on [0,1],

where n is a solution of the differential-algebraic equations

n'=—(t n)t
t-n=0

} on [0,1], (4.1)

together with some initial condition
(¢(0),m(0), b(0)) = (to, mo, by) € R*
with |to| = |nol = |bo| =1 and tg, no, by pairwise orthogonal.

Henceforward, let C' be a C?-smooth regular curve parameterized by some regular parame-
terization z: [0,1] — R3. Then, [I0, Theorem 1] proves the existence of a uniquely determined
C'-smooth rotation-minimizing frame (£, n, b) for every admissible initial condition (see Definition

4.1)).
Remark 4.2. Note that the rotation-minimizing frame can be continuously defined for any regular
C'-smooth spine curve, see [II0, Definition 1].

We now turn to the definition of the surface of a tubular object as described above. We
subdivide such a surface into the surfaces Syoqy of the tubular body, Sstart of the start cap, and
Senda of the end cap, and represent it by an atlas of three charts (Shody; Zbody), (Sstarts Tstart)
and (Send, Tend)- Keeping in mind that the cross sections of the tubular obstacles are disks, we
introduce a strictly positive radius function r: [0, 1] — Rs and the vector

¢(7, ) = cos(p) n(T) + sin(p) b(r), T€[0,1], p € (—m,x]. (4.2)

The map parameterizing the tubular body is given by

wbody(Ta 90) = Z(T) + T<T) C(T7 SO) ) TE [07 1] y P € (_777 ﬂ-] . (43)

Lemma 4.3. Let z: [0,1] — R? be a parameterization of a C?-smooth regular curve C with
|2'| > 0, (t,n,b) € C*(]0,1],R3*3) a rotation-minimizing frame of C, and ¢ = |2'| —rt’ - .
Then

&pccbody X awaody =r (w 84,0( xt+7r 84,0( X C) .

Proof. First, we readily calculate

, d 2/ o Z/(Z/ . z//) v 2.t

_dx _z zz-z) =z =zt 4.4
e (44)
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which also implies ¢’ - ¢ = 0. Then, by Definition we have
b=t'xn—{F n)txt)=t' x(bxt)=F  -t)b— (' -b)t=—(t'-b)t. (4.5)
Thus, using and (4.5)), we infer that
0:¢(1,p) = —cos(¢) (' -m)t —sin(p) (' - b)t = —(¥' - {)t, T€l0,1], p € (—m, .
Consequently, using z’ = |2’| t and recalling that ¢ = |2/| — rt’ - {, yields
Orpody = 2' +1'C+r0{ =vt+1'(.

With ,&h0dy = 7 0,€ the assertion immediately follows. [ |

Next, we want to define the maps @giart and Tenq such that the full tubular surface is C''-smooth,
i.e., that the unit normal is continuous across Spody; Sstart and Seng. We consider a spherical
start cap in the coordinate system with coordinate vectors (b(0),n(0), —¢(0)) and origin z(0)
and a spherical end cap in the coordinate system with coordinate vectors (n(1),b(1),¢(1)) and
origin z(1). Let ¢ € (—m, x|, ¥ € [0,7/2]. We introduce the vectors

Eotart (U, ) == cos(¢) sin(¥) b(0) + sin(p) sin(?) n(0) — cos(F) ¢(0) , (4.6a)
Eena (P, ) == cos(¢) sin(¥) n(1) + sin(p) sin(¥#) b(1) + cos(F) ¢(1) . (4.6b)

The maps parameterizing the caps’ surfaces are given by

Lstart (197 90) = Z(O) + po (19’ 30) Estart (79’ 30) ) (4'73‘)
mend(ﬁv 90) = Z(l) +p (19, @) Eend(ﬁv 30) ) (47b)

where p;, i € {0,1}, are chosen to be of the form

pl0,0) =) (1+ 1) 0 (9-3)) . ie o,

with f;, i € {0,1}, being functions that still need to be determined, such that (Spody, Tbody)
(Sstart, Tstart) and (Send, Tend) form the atlas of a Cl-smooth surface (see Figure for an
illustration).

Assumption 4.4. We assume that the choice of (z,r) does not lead to self-intersections of the
tubular surface parameterized by the maps Tyody, Tstart aNd Tend-

Under Assumption the maps ®hody, Tstart and Teng each are obviously parameterizations
of C'-smooth surfaces in R3. Furthermore, in the following lemma, we show that the body and
the caps are continuously connected.

Lemma 4.5. (Shody, Thody), (Sstart, Tstart) and (Send, Tend) form an atlas of a CO-smooth surface.

Proof. We show that the values of the parameterizations of the caps and the body coincide where
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Figure 4.1. Adapted from [B Figure 1]. Parameters used for the parameterizations

Zstars (blue), Tpody (red) and @eng (green) of the tube surface together with the

underlying coordinate systems.

they are connected, i.e., for 9 = 7/2 and 7 € {0,1}. It holds that

Tstart (7/2, ) = 2(0) + po(7/2, ) Egart (7/2, )

z(0) + r(0) (cos(¢) b(0) + sin(¢) n(0))

z(0) + r(0) (sin(7/2 — ¢) b(0) + cos(7/2 — ¢) n(0))
Thody (0, 7/2 — @)

and

Tend(7/2,0) = 2(1) + p1(7/2,¢) Eena(7/2, ¢)
= z(1) + (1) (cos(p) n(1) + sin(p) b(1))
= mbody(la 90)

for all ¢ € (—m, 7]. Note that the p-coordinate is oppositely oriented for the start cap than for the
body and the end cap and that there is a phase shift, compensating the opposite orientation. W

Next, we determine the functions f;, ¢ € {0,1}, such that (Spody, Tbody)s (Sstart, Tstart) and
(Send; Tend) form the atlas of a Cl-smooth surface. For this purpose, we first calculate

09€start (U, ) = cos(p) cos(¥) b(0) + sin(¢) cos(?) n(0) + sin(?) £(0) ,
0p€start (U, p) = —sin(p) sin(?) b(0) + cos(¢p) sin() n(0) ,

B9€ena (¥, p) = cos(p) cos(9) n(1) + sin(ep) cos(¥) b(1) — sin(d) ¢(1),
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0p€enald, ) = —sin(e) sin(®) (1) + cos(i) sin(9) (1)
00pi(0,0) =10 fil) (20 (9= 5 ) +0°).

0.:0.0) = (i) fi(0) #* (9= 7 ).

where i € {0,1}, ¢ € (=7, 7] and 9 € [0,7/2]. Hence,
aﬁgstart <7T/27 (P) = t(O) )

0p€start (T/2, p) = —sin() b(0) + cos(p) n(0) = d,(cos(¢) b(0) + sin(p) n(0))
= 0, (sin(m/2 — )b(0) + cos(m/2 — p)n(0)) = 0,€(0,7/2 — ),

819€end<7r/27 (P) = _t(l) )
9p€ena(m/2, ) = —sin(p) n(1) + cos(p) b(1) = 9,¢(1, ¢),

7T2

Qopilm/2.0) = i) Fi(),
Oppi(/29) =0,
where i € {0,1}, ¢ € (—m,7]. Moreover, it holds that
Estart (77/27 90) = COS(SO) b(O) + Sin(@) TI,(O) = C(Oa 7T/2 - 90) )

€ena(T/2,0) = cos(p) n(1) + sin(p) b(1) = ¢(1,¢),

¢ € (—m,m]. We can now readily calculate

7[.2

OpTstart (T/2, ) = a1 7(0) fo(w) €(0,7/2 — ) +7(0) £(0),

Opstart (7/2, 0) = 1(0) 0,€(0,7/2 — ),

7T2

aﬁmend(w/Qa 90) = 4 T(l) fl(@) C(lv 90) - T(l) t(l) )
88033end(7r/2ﬂ W) = T<1) 8AOC(17 <,0) )

and, consequently,

2
OpTstart (T/2,9) X OpZstart(7/2, 0) = (7“(0))2 <4 fo(p) €0, 7/2 —p) + t(0)> X 0,6(0,7/2 — )
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as well as

7.‘.2
0pTend(7/2, ) X Dpena(m/2,¢) = (r(1))? <4 file) (1, 9) — t(l)) X 9,C(1, ),

for ¢ € (—m,n]. With a view to Lemma we set

B 47'(0)
- 2P0, /2 )’

obtaining the following result.

47r'(1
fl(cp):—ﬂw((l’)@,

fo(p)

Lemma 4.6. Let ¢ € (—m,wr]. With the given choice of f;, i € {0,1}, it holds that

D9 Lstart (T/2, p) X OpTstart (T/2, )
__ 0 - )
= 02— ) Or&hody (0,7/2 — @) X Oprody (0, 7/2 — ),

1
Q9T end(T/2, ) X OpZend(7/2,¢) = as ) DpThody (1, ¢) X OrTrody (1, ¥) -

P(1, ¢

In order to obtain the correct sign in both equations of Lemma [4.6], we impose the following
constraint.

Assumption 4.7. We assume ||r||oc to be sufficiently small, such that |2'| —rt - (=19 >c¢>0
for some constant c.

Finally, under Assumption we conclude with Lemma that the unit normal is continuous
across the interfaces of both Sgart and Spody as well as Shody and Send. Thus, (Shody; Zbody),
(Sstart, Tstart) and (Send, Tend) yield the atlas of a C'-smooth surface for the given choice of p;,
i €{0,1}. Let ¢ € (—m,n| and ¥ € [0,7/2]. We define

492 (9 — 7w /2) r(0) 7' (0
0. = SO

and obtain the representation

74192 (0 —m/2)r(1)r'(1)
m2Y(L, )

m (19, 90) =

(4.8)

pi(9,0) = 1(i) + (9, ¢) ie{0,1}.

In conclusion, we can represent the surface of a bounded, regular, long tubular C'-smooth
object by an element (z,r) of a subset M of

{(3,?) . 2 € C%([0,1],R®) and regular, 7 € C'([0,1],R), 7 > O}, (4.9)

where we impose additional restrictions on the curvature of z and the magnitude of r, in the
form of Assumptions [4.4] and
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4.1. Perturbation Formulae for Tubular Objects

The surface of long tubular objects, parameterized by ®nody, Tstart; Tend (se€ , ), does
not depend linearly on z and r. In view of solving inverse problems and performing optimization
schemes, it is required to derive the linearization of each Zpody, Tstart, Tend, With respect to
perturbations u of the curve z and J of the radius function r.

We follow the approach to linearizing the parameterization of regular curves with respect to a
perturbation as in [49]. There, in Equation (15) the following result is stated without proof.

Lemma 4.8. Let Cy, be another twice differentiable reqular curve with parameterization w: [0,1] —
R3. Then, a continuous orthogonal frame of this curve, parameterized by z + u, is (ty, Ny, by)
with

. z +u
(. ’Z/—f—’u,/"
b-t,
nu:(ttu)n—m(txtu)—(ntu)t,
u
n -ty
u

Proof. Tt holds that |t,| = 1 and with that also

nal? = (¢t — -t + [ 2 )|
=2t tn - (net)) - (1o ()
= ()" + (n-tu)” + (b-t)” <1 - tuilff tf:;g(l = tu>>

=(t-ty)? +(n-ty)? +(b-t,)?
= |tU‘2

=1

and analogously |b,| = 1. Furthermore,

bty

tu My =t ty) by n) — —— by (X ty) — (M- ty) (- t) =0,

P = () (b ) = ot (£ B = ()t £) = 0
J— n.tu —

b b = (8 ) (b b) + g b (6 ) = (b ) (b £) = 0.

By (t xty) -b=(bxt)- t, =n-t, and analogously (t x t,) -n = —b-t,, we also obtain

(b i tu)(t i tu)

Ny by = (t-t,)?(n-b) — Tt (t X ty) -b— (n-t,)(t ty)(t b)
n-ty)(t -ty b-ty)(n-t, n - ty)?
( 1+1(-tu )(tXt“)'"_((lJr?t(-tu)?)‘ t“|2_i+t-:)tu(t”")’t
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(b-t,)?

- (t ' tu)(b' tu)(n ’ t) + (t X tu) t+ (n : tu)(b' tu)(t ' t)

1+t-¢t,
:—W(txtu)-b+W(txtu)-n
- Ot 4 )0 )
-2 tul)(i:ut)jn ) (n-tu)(b-tu) (1 — (ﬁxtif)g)
TR SRR

=0.
Finally, using

ty = (ty )t + (ty - n)1 + (to - b)D,
(tx ty) = ((E X ty) )t + (£ x ty) -n)n+ ((t X tg) - b)b = (n-tu)b— (b-ty)n,

we conclude

b-t,

tu X My = (t tu)(tu X n) — mtu X (t X tu> — (n tu)(tu X t)
bty (n-tu)(1+t-ty)
= (t-t,)?b— (t-ty)(b-ty)t — ——2—(t —ty(t-t txt
(t-tu) (t-tu)(b-ty) 1—|—t~tu( u(t - tu)) + 1+t ¢, (t X ty)
t-ty)2+ (t-t,)3 toty+(t-t,)%2+1
_ )*+( )b_(b_tu) + ( )+t
1+t-t, 14+1t-t,
. CE)2 CE2(E - . . .
(b tu)(t- ), (bt tu), (B tu)(E ta)(n t)
n-ty (- ty,)(t-ty)
— " (txt W W (n-ty,)b— (bt
T Wt Ty, (e t)b = (0 tn)
_ (¢ tu)? + (- tu)*(t - tu) + (b tu)?(t - tu) + (0 - tu)?(t- tu)b
N 1+t -t,
n-t, t-t,+1
Y (txty)— (bty)—o——t
+1+t-tu( X ta) = ( )1+t-tu
(t-tu)?+t-ty n-ty,
T+t ty T Tggeg, 0t m (0t
=b,.
[ |

In @9 p. 8], the following result is also provided.

Corollary 4.9. Taylor’arf] formula yields the asymptotic expansions with respect to the magnitude

3Brook Taylor (1685-1731)
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of the perturbation u

b=t Y ol )
u = |Z/| ‘z/| c?
1
=t+ m((u’ -n)n + (u' - b)b) +o([[ulc2)

- (4.10)

Ny =N — W t+ 0(““”02) )
u b

by =b— ] t+o([|ullg2) -

Henceforward, we consider perturbations (z 4+ w,r + ) € M of (z,7) € M (definition of M
in (4.9)), such that (z + u,r + J) represents again a C'*-smooth tubular object and we denote
perturbed quantities by an additional index (u,d).

Lemma 4.10. Let 0D denote a regular C*-smooth surface represented by (z,v) € M. The
function h, s defined on 0D by

Ry (T) = T4 (4 5) (m[l(m)) —x, x €Sy, (e {body, start, end}, (4.11)

for sufficiently small ||(w,8)||g2yc1, is Ct-smooth on D and depends smoothly on the quantities
u,u',u", 6,8 in CHOD).

Proof. From , , it is clear that in the neighborhood of almost every point on 0D,
with the exceptions of the points z(0) — r(0) £(0), z(1) + r(1) (1) on the caps, the charts are
diffeomorphisms. Then, for sufficiently small ||(w,6)||¢2,c1, by definition, h, ) is C'-smooth
except at these isolated points. In a neighborhood of these points, we may instead use a regular
parameterization of the surface, for example by projection on the tangential plane, to extend the
definition.

An inspection of the asymptotic formulae in together with , and ,
reveals that xp.qy depends smoothly on w, u’ and 6, while Tgare and xenq also depend on u”(0),
8’(0) and w”(1), ¢'(1), respectively. Straightforward calculations then yield that all three charts
and their inverses smoothly depend on w, u’, u”, 4, §’. The same is consequently true for
h(u,(;). |

In view of the surface linearization, we derive a first order approximation h of h(, s) and an
explicit formula of the same. To this end, we need to compute asymptotic expansions for the
perturbations of the quantities involved in the tubular surface’s parameterizations (with respect
to the magnitude of the perturbations of z and r).

Lemma 4.11. Recall the definitions of ¢ from (4.2)), ¥ from Lemma &, U € {start,end},
from (4.6), and n;, i € {0,1}, from (4.8)). There hold
u' - ¢

Cu:C—Wt—i—o(HuH@) as ||ullgr — 0,
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as well as
u// u/ . t Z” . t
V) = 0= (- Qb+ -t —r (25 = 02 = ) ol s + 8]cn).
1 2
Pius) = Pi+ O 13i 096 + D v u (i) +o(ullge + [6llcr), i€ {0,1},
=0 j=1

as ||ul|g2, |0]|cr — 0, where with

() = {7;/2“”’ :) o€ (—m ],
we define
, o mW0e) o mi(de) e _ _ ni(0, )
NOJ(T?’SO) =1+ T’(Z) +¢(i,ai(@))t() C(? 2(90))’ NLZ(Q??SD)' Tl(i) y
and
o 1 Y% r(i) 2"(0) - €1, i(@)\ oy 70 2"(@) (D) o
i(0p) = = D (1 HETL R AN ) ) 4 O i)
vt ) = — DD i o).

P(i, ailp)) |2/ (0))]
fori€{0,1}, ¢ € (—m, 7| and ¥ € [0,7/2]. Moreover, it holds that

E0u(0,0) = &9, 0) + (—1)" cos ¥ ‘::8’ B Sg(ﬁszi.)rf(i) t(i) +o([lulc)

as ||ullcr — 0, for (£,4) € {(start,0), (end, 1)}, ¢ € (=7, 7] and ¥ € [0,7/2].

Proof. With (4.10) we conclude

u -n . u' -b u' - ¢
Cu = cosp (= T ) sing (b= 222 ) ol fuller) = €= e+ ol juler)

as ||u||g1 — 0. Furthermore, using the linearization formula

1 1 x-h
T (h), b —o,
= ko,
and (4.10]), we obtain
t;ll: z//+u// B (z/+u/)_ (z//+u//) (Z/+u/) _ z//+u// B ( - z//+u//> y
|z/_|_u/‘ |z/_|_u/‘3 ‘z/_'_u/| |Z/_|’_u/|
2 o teu 2! t. 2" (t-2")(t-u)
—¢ 1) — 2 uw . 'L 9 "
T CE ) s Tt T e o e

+o(|ullc2)
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o ted , t-2 (t-u” u 2" 32 (t- )

¢+ = _ _ B B :
+ |2/| 12/ [2 z 22 u 2] 2/[2 22 ) +o([lullo2)

as ||ul| gz — 0. Thus, using ¢’ - £ = 0 and collecting all higher-order terms, we have the scalar
product

u// t‘u/ t‘Z”
-G =t Crollules) = (¥4 157 = 5 2 = ) o ule)

as ||u||c2 — 0. Then, the linearization formula

o+ bl =[al+ T +o(h). B =0,
yields
By = 14 2~ (4 9ty Cut ollfulla + 6]
— Lt (¢ = T = T ) ¢ = bt O+ ol + 8]

u”  t-u t-z2'
T2 = o) - Colulos + 15l

zw—é(tu-C)+t-u’—r<

ENE

as ||ull gz + ||6]lcr — 0. Next, we define

T/2— @, i=0,
ai(p) = { _ p € (—m,7].
®, i=1,
Using the linearization formula
1 1 A
=—— — +4o(h), as h — 0,

x+h x 2x2

we obtain for i € {0,1}, ¢ € (—m, 7| and ¥ € [0, 7/2] that

Pi(u,5) (Y, ©)

492 (9 — 7 r ) (' + 80
s 5 (L1 O /D 64 0+ )0

T2 P(us) (3, i ()
, , ;402 (9 —m/2) [ (i)' (i) + (i) 8 (5) + ' (i) 6 (i r(i) 7 (i
=7r(i)+6(i) + (=1) ( 2 L [ &) )j:b(i,)ai((sﬁ)); OLL, o ¢2((Z,)OQE<P)))

(= 8006l Claasto) +60) /() = ) [ 5100~ UL sy - U0 o1

+o(llullg2 + [19]lct)

()

o 772(19790> 771(19790) "3 - (i o i 772(197()0> "(i
= (0 0)+ (14 102 D) Gt ) 66) + L o)
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(9, ) (i)
T 0 0i(2) 120

as [|ul/g2 + [|6]|cr — 0.
Finally, with (4.10) we conclude

Fi)(2(0) - (i 0i(9)))
(1+ (i)

)t<z>+ Top - Shaie)| )

(€, i) - w"(3)) + o|[ullg2 + (6]l cn)

= cos w(0) — cos psin w'(0) - 5(0)
£start,u(197 50) - Estart(ﬁa 50) 19 |Z/(0)‘ ¥ 19 | ,( )‘ (0)
—sin¢sinﬁwt(0)+cosﬁ w(O 2 40 4 0) + o ullen)
2(0)] |2(0)]
= — COS UI(O) — ! u’ . ol||Uw||~1
- Estart(197 90) v |Z’(O)| ‘Zl(0)| ( (0) Estart(ﬁ’ 30)) t(O) + (” HC )

as ||ul|cr = 0, for ¢ € (—m, 7] and ¥ € [0,7/2]. Analogously, this can be carried out for
€end,u' u

By Lemma [4.11] we can immediately obtain an explicit formula for h.

Corollary 4.12. Let 7 € [0,1], ¢ € (—m, 7| and ¥ € [0,7/2]. The first order approzimation h of
hus) (see [@.11)) for the definition) with respect to (u,d) is given by

Rhody(x), T = Tpody(T, ),
h(a:) = start(a:) T = wstart("&? SO) )
hend(m) ) T = mend(ﬁ7 ‘;0) ’

where

r(r)w'(r) - ¢(7, ¢)

hiody(2) = u(7) — t(r) +4(7) C(1,9),

|2/(7)]
—u _ COS(ﬁ) ’U,/ gstart( 90) (0)
hstart(w) - (0) :00(197 90) ‘Z’(O)’ (0) (79 ()0) ‘ ( )’ t(O)
1
+<Zﬂj70(ﬁu@)6(] +ZVJ01990 > startﬁso
Jj=0 j=1
hend( ) ( ) + p1(19 QO) TOS((;’;)| u’(l) _ P1(19, W) gend( ;,S?i u ( ) t(l)
+<Zﬂj71(197%0)5(3 +ZV31 (9, ) >£end19 %)
Jj=0 j=1

with the coefficient functions defined in Lemma[4.11]

Proof. By definition (4.11)), it holds that

Ty (us) = Tethoxy+ o([lullgz + 1dllcr), ¢ € {body, start,end} ,
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as ||u|| o2, [|6]|cr — 0. We have that

mbody,(u,é) (T7 90) = Z(T) + ’LL(T) + 5(T)C(T7 90)
+7(7) (cos() nu(T) + sin(p) bu(7)) + o(l|ullcr + (0]l

as ||ull gt + [|6]|loc — 0, where 7 € [0,1] and ¢ € (—m, 7]. Inserting the asymptotic expansions
from (4.10)) then gives the result of the corollary for © = @y0dy(7, ). Likewise, it holds that

2o () (0, 2) = oD, ) + pr (9, 9) (Eu(9, ) — (0, 0))
+ &0, 0) (Prus) (@ 9) — pr(0,9)) +o(l[ull g2 + 9] n)

as ||ullgz + ||0]|cr — 0, where (¢, 7) € {(start,0), (end, 1)}, ¥ € [0,7/2] and ¢ € (—m,n]. The
remaining assertion follows from Lemma [4.11] |

4.2. Domain Derivatives for Long Tubular Objects

In what follows, we derive a characterization of the Fréchet derivative of the far-field map
and operator via the domain derivative (cf. Chapter for boundaries 9D represented by
(z,7) € M C C*([0,1],R?) x C1([0,1],R) (cf. (£9)) with respect to perturbations (u,d). One
cannot simply apply Corollary because h(y,s) lives on the boundary and does not satisfy the
mandatory conditions. Furthermore, for boundaries D, which are represented by (z,7) € M,
the perturbed domain 0Dy may not have such a representation. We avoid this difficulty and stay
in the class of admissible domains by directly perturbing (z,r) € M. Thus, we fix an incident
field (EY, H') € Hjoo(curl, R?) x Hjo.(curl, R?) that solves Maxwell’s equations and induces the
scattered field (E°, H®) € H(curl,X) x H(curl,X) (cf. Definition for the notation), which

is a weak solution to the scattering problem (2.22)) or (2.24) together with the SMRC (2.20).
Then we define the far-field map

F: M — L¥S?*,  F(z,r)=E>,

where E is the far-field pattern of E® that corresponds to the boundary 0D represented by
(z,7). Analogously, we define the far-field operator F, mapping (z,7) € M to a linear operator
that maps L?(S?) onto itself, i.e., we have (z,7) — F(z,r) with

F(z,r): L}(S?) — L?(S?), F(z,7)p = E¥[p].

Note that — in a slight abuse of notation — we use the same notation for the far-field map and
operator as before.
In the next theorem, we show differentiability of the far-field map F'.

Theorem 4.13. Let D denote a regular C-surface represented by (z,7) € M (see (£.9)). Let
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h € CY(9D,R3) denote the linearization of hu,s) with respect to (u,d), so that

hiys — h
1 Ihws =Pl _ (4.12)
[l 2,16l 1 =0 [l g2 + (0] o

The far-field map F is Fréchet differentiable at (z,7). With h as given above, F'[z,r|(u,0) is
equal to the far-field pattern E'> of the weak solution E' of (2.22a]) together with (3.14)) in the
case of a penetrable obstacle and (2.24al) together with (3.15)) in the case of a perfectly conducting

obstacle.

Proof. In order for F'[0D]h,s) to exist and to satisfy the formula F'[0D]h, 5 = E’(C;f 5) the
vector field h, s from needs to be extended to a compact neighborhood of dD. Here, we
first extend it constantly to a tubular neighborhood of 0D and multiply with a smooth cut-off
function afterwards so that the extension has compact support. For this purpose, let I C R be a
small neighborhood of 0 and denote by S, the C'-smooth surface generated by (z,r + o), for
o € 1. Then, U = ,c; So is an open neighborhood of dD. Let

U(z,0) =z +hgq(z), (x,0) € 0D x I.

For any (x,0) € 0D x I, it holds that ¥(x, o) € S,. Moreover, ¥ is continuous. Now, let * € 0D
and U C 9D be a relative open and sufficiently small neighborhood of * in dD. By the definition
of a regular C'-smooth domain, there exists an open V C R? and a regular C' parameterization
a:V — U. Now, let y* € V be such that a(y*) = x*. With ¥(y,0) = ¥(a(y),0) for
(y,0) € V x I, we obtain for ¢ € {body, start, end}

U(y,0) = a(y) + hion (@) = T 0.0)(@ (a(y), aly) € SNU.
Then, since h(g ) vanishes, it holds that

0¥(y*,0) _ da(y)

dy; dy;
oy * * _ * h * ~ *
oV (y*,0) — lim U(z*, o) — ¥(x*,0) lm 0,0)(T") i h(x*) ,
oo 0—0 o o—0 o o—0 o

where h denotes the linearization of h(o,) with respect to o. The regularity of o implies that
Oy ¥(y*,0) x 0y, ¥(y*,0) = cv for some function ¢ # 0. An inspection of h in Corollary ,
together with the fact that the Jacobian Jg of U satisfies

det(J5) = (9, U(y*,0) x 9, T(y*,0)) - h £ 0,

yields that Jg is invertible. By the inverse function theorem, W defines a local diffeomorphism
around (z*,0). Due to the compactness of 9D, it follows that there exists a sufficiently small I
such that W: 9D x I — U is bijective. The constant extension of h(, s to U is now given by

hgs)(u) =hegs(z), uw=¥(x,0)el.
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Multiplication of h(, ) with a smooth cut-off function provides a compact support in . For the
extended and truncated h(, s), we can now apply Corollary This yields

HF(z—ku,r—i—(ﬂ—F(zvr)_El(?zti)’

L3(s?)

lim

—0
gl g1 —0 1Rl ’

where E/(u,a) denotes the solution of (2.22al) together with (3.14) in the case of a penetrable
obstacle and ([2.24a)) together with (3.15) in the case of a perfect conductor, with A — not to be
confused with the linearization h — replaced by h(, 5). From the well-posedness of these exterior
boundary value problems, we furthermore conclude

|6 — 2]

e < Clhws —hlor- (4.13)

Thus,
|F(z +u,r+0) = F(z,1) = B 1252,
< HF(Z—l—u,r+5) — F(z,7) —E/(Zo,é)‘

<o (llhwsller) + C s — hler

M ECOR

L} (s?) Li(s?)

as [|hqs)llcr — 0. By the definition of h, s and by (4.12), we see that both terms are of order
o(|Jul|g2 + [|d]lc1) as these norms tend to 0, which finishes the proof. |

Next, we extend Theorem for far-field operators F. For this, we can start analogously
as in the proof of Theorem however, the analogue of (4.13) — for Herglotz waves and in
Hilbert—Schmidt norm (cf. Definition and (2.61])) — has to be treated with caution.

Theorem 4.14. Let D denote a regular C'-surface represented by (z,7) € M (see (£.9)). Let
h € C*(0D,R3) denote the linearization of hu,s5) with respect to (u,d), so that

he, s — h
im ” (u,(;) HCl — 0 (414)
lull g2, 161c1—0 [|[wllcz + [0 o

The far-field operator F is Fréchet differentiable at (z,r) € M. With h given as above,
F'lz,7)(u,0) is equal to the operator ¢ — (E'[@])>, where for any ¢ € L(S?) we denote
by (E'[p])>®° the far-field pattern of the weak solution E'[p] of together with in the
case of a penetrable obstacle and together with in the case of a perfectly conducting

obstacle.

Proof. Recall Remark As in the proof of Theorem we extend h(, 5) to a compact
neighborhood of the boundary and denote by ¢ — (E'(u 5)le])> the domain derivative of the
far-field operator, i.e., E’(u’ 5) [¢] is a solution with respect to the perturbation h, 5y of (2.22al)

together with (3.14]) in the case of a penetrable obstacle and (2.24al) together with (3.15) in the
case of a perfect conducting obstacle for any ¢ € L?(S?). Thus, by Theorem we have

| Fz+u,r40) = Flz,m) = (Bl ) D g = 0UIBarlicr) s IBaaller = 0.
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Next, similarly as in the proof of Lemma we find that

|(Blus[e)™ = (E'Te])™|

2y = O lhtwe) = lerll (B s leD ™z -

and as in (3.19)), we conclude

1Bl (0D 22y < C (1B iy [0l gr1720000m) + 19 ooy (011112 0w 00

for all ¢ € B (defined in (3.21))). Hence, it holds that
|(Blusl D> = E1D>

1/2
(;m_ZnH s UZD™ = (BT ) + ]| Blus VD™ = @ V) w\W)

<l 1o (3555 [ 02y BV

n=1m=-n
1/2
H, [U" : H, [V ?
+ H% (ws)| ”]HH*I/%Div,aD) + H% (ws)| n]HH”/?(Div,c’)D) '
Reference [24] p.109, Prop. 23| implies that

|H s, C | wEiuslel]|,,

—1/2(Div, aD) - H~'/2(Div,dD)

for all ¢ € 9. Furthermore, using the boundary condition (3.14]) (transmission) or (3.15) (perfect
conductor) and the continuity of all therein occurring surface differential operators and traces,

see Lemma and Theorem and by

1 1 1
E,=———v-curlH=—-——CwlH =—-—Div(H xv), (4.15)

we lwe we

which must be interpreted formally, we conclude

B | < C s llo 1H @ mearne) < C s et I (2]l meur 2a)

H~'/2(Div,dD)

for all ¢ € 9. Additionally, we know that

4 1 4 4 .
H'[p] = o curl E'[¢] aswell as curl H'[¢p] = —iweE'[p] for all p € B,

and by (3.22), we have that curl E‘[U""] = ikE'[V"]. Thus, it holds that

[0y = [0,

+ chrl HZ[Um}’

L?(BR)
2

L*(Br)

curl,Bg) L2(BR)

= ZlEv

o |,

Likewise, we obtain a similar expression for |[H'[V"]|| H(curl,By)- With these considerations, we
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use Theorem [3.16] and conclude

H(l’jl(u,é)['])OO - (E/['DOOHHS

o n 1/2
< Cllhws) - h|cl||h<u,5>||cl(zl O LG HH"[va;MBRJ

< Cllhws) —hller -
Consequently, we infer

||f(z +u,r+6) — F(z,71) — (E/[DOOHHS

< [ Fz 4w r+6) = Flzr) = (Bl [ D% + | Blus [ D = ELD™

1S
<o([[hwsllcr) + Cllhws) — bl

as [[A(y,s)llct — 0. By the definition of h(, 5) and by assumption (4.14]), we see that both terms
are of order o(||ul|gc2 + [|d]lc1) as ||ul|gz + [|6]|cr — 0, yielding the assertion. |






CHAPTER 5

SHAPE RECONSTRUCTION

The central step in solving the inverse identification problem and, particularly, to optimizing the
shape of objects with respect to their em-chirality properties, is the characterization and efficient
numerical computation of the shape derivative. A characterization has been established in Chapter
and specified for tubular objects in Section In the present chapter, we derive and implement
an efficient algorithm to solve an inverse scattering problem. To be more precise, we identify pairs
(z,7) € M (cf. (4.9)) representing surfaces 9D of long tubular objects from measurements of the
far field for just one incident field of a plane wave (E‘, H') € Hjoc(curl,R?) x Hy,.(curl,R?).
Here, we always assume a priori knowledge about the material parameters ¢, p and the single
incident field (E?, H'). Hence, the inverse problem (cf. (2:65)) now reads as:

Given some far-field data Eg;,,, find the corresponding pair (z,7) € M } (5.1)

such that F(z,r) = Eg,, .

This can be regarded as a preliminary step to the optimization problem, although it is a challenging
task in its own right.

Inverse scattering theory has a long history spreading over the last half-century. Reference [30]
gives a retrospection of parts of the progress and development made, especially for acoustic waves.
The principal approach to solving an inverse scattering problem by an iterative GausstewtonF_-]
type algorithm is well-established, see [66]. Impressive results regarding the shape reconstruction
— also in a setting governed by the time-harmonic Maxwell’s system — can be found in [51], [B3]
Subsection 6.3.1], for star-shaped obstacles (using a Newton iteration and applying Tikhonovﬂ
regularization), and in [23], [69, Section 4.3], for dielectric thin tubes and metallic nanowires
(using a regularized Gauss—Newton algortihm with a golden section line search). In the latter
two publications, which extend the results from [2 [§], the consideration of thin tubes leads to
asymptotic formulae for the scattered field E® and the corresponding far-field pattern E°° as the
radius of the tube’s cross-section tends to zero, see [69, Theorem 3.6]. This carries over to the
assembly of the associated far-field map and its Fréchet derivative, such that not a single Maxwell
system has to be solved for the inverse scattering problems. However, since we consider free-form
tubes with thickness as established in Chapter 4] we do not profit from such efficiency gains.

!Johann Carl Friedrich Gau8 (1777-1855), Sir Isaac Newton (1643-1727)
2 Andrey Nikolayevich Tikhonov (1906-1993)
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The underlying operator equation in is ill-posed, which is why regularization thereof
is required. It remains unresolved whether problem possesses a solution or if it would
be unique. For perfectly conducting balls, unique solvability has been shown for finitely many
far-field data in [59]. For rectangular obstacles (in 2D), a uniqueness result can be found in [56g]
and for coated polyhedral scatterers (in 3D), in [60].

In order to implement a Gauss—Newton type method, we need to calculate the Fréchet derivative
of the far-field map F'. Hence, we use Theorem where we have to solve the boundary value
problem together with in the case of a penetrable obstacle and together
with for perfect conductors. We numerically solve these problems by using boundary
element methods. To this end, we start by formulating the boundary value problems as boundary
integral equations.

5.1. Integral Equations for the Scattering Problems

Let y € R? and recall the fundamental solution of the Helmholtz equation Au + k*u = 0 in
R3\ {y} for the wave number k, given by

elk‘wfy‘

‘I)k(af'ay):m» rFy,

(cf. (3.16)). Furthermore, we reduce the Maxwell system (2.15) to
curl’ E — k’E = 0.

Note that a weak solution E € H(curl, D) or E € H)o.(curl, R\ D) of the Maxwell systems
naturally satisfies E € H(curl?, D) or E € Hy,.(curl?, R?\ D), respectively.

Next, for a smooth scalar- and vector-valued density ¢ and ¢, the scalar- and vector-valued
single layer potentials SL; and SLj are given by

SLy () = /8 B )e() ds(v)
x eR*\ID.

SLy. () = /aD iz, y)p(y) ds(y)

These potentials extend to continuous operators from H~/2(dD,C™) to H{. (R3,C™) both for
m =1 and m = 3, see [34] Theorem 1]. The electric and magnetic potentials

1
£, =ik SLy ¢ — — VSLy(Di
ke ke~ g VSLk(Dive) @ € H™Y/2(Div, D) (5.2)

H p = curl SLy ¢

mapping from H~'/? (Div,0D) to Hiye(curl?, D UR3 \ D), are both well-defined, continuous
linear operators, see [I9, Theorem 5]. Subsequently, the electromagnetic boundary operators
Sk, Cr: H™Y/%(Div,dD) — H~'/?(Div,dD) are obtained by averaging tangential traces of the
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potentials,

1 1
Ot - L (t -
Sk = 9 (’Yt Er+v 5k> ) Cy : 9 ('Yt Hyi +, ’Hk) .
Continuity of Sg and Cy, has been shown in [20 Corollary 3.4]. Here, the superscript “4” indicates
a trace taken from the exterior R? \ D, while the superscript “—” indicates a trace taken from
inside D (cf. (2.27))). The boundary operators satisfy the jump relations (see [I9, Theorem 7])

1 1
it € = Sk, ’Y]j\tfgk=¥§f+ck, 7;t%k:I§I+Cka YoMy =S, . (5.3)

With the electric single- and double layer potentials, we can employ the Stratton—Chu repre-
sentation formula for electric fields in the following form ([I9, Theorem 6], [22] Section 3]):

ExnrH+Hynf E— 40 D (5.4)
k7Y k7Y = — .
! ! 0, nR3\D,
for weak solutions (E, H) € H(curl?, D) x H(curl?, D) of (2.15) and
0 in D
— & H—Hpyv E=S " T (5.5)
! ! E, mR3\D,

for weak solutions (E, H) € H)oc(curl?, R?\ D) x Hyy.(curl®, R\ D) of (2.15) that satisfy the
Silver—Miiller radiation condition (2.20). We will now first consider the perfect conductor.

5.1.1. Perfect Conductor

To compute the scattered field from together with the SMRC and its domain
derivative E’ for the perfect conductor problem, we first observe — as in the proof of Lemma -
that we can combine the Stratton—Chu representation formulae , to infer the following
representation for the scattered field E® € Hjo.(curl,R?\ D) in the exterior domain in terms of
tangential traces of the corresponding total field:

ES= &, H-HyvE  inR3\D. (5.6)
With (5.6) we make the plausible indirect ansatz
ES=—&X o E=—-&X mR\D, (5.7)

for some unknown density A € H -1/ 2(Div, 0D). We apply =, to both sides of each equation
in (5.7), exploit the perfect conductor boundary conditions (2.24b)) or (3.15)), and use the jump
relations (5.3, which results in the indirect electric field integral equation (EFIE)

S\ ~ E", for the scattering problem, (5.8a)
k =
—iwpyhy, ypH + Curl (h,E,) for the domain derivative. (5.8b)
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Solving (5.8) for A then yields E® or E’ by the ansatz (5.7). The corresponding far-field
pattern can be obtained by

EX@)=—(EFN@) o (E)%@)=-(EXN@), zeS, (5.9)

where for £7° we replace the fundamental solution with its far-field pattern in the definition of
Ey (see (5.2)). Note that using the perfect conductor boundary condition in (5.6), it
immediately follows that A = ;" H for the scattering problem.

We are looking for solutions in H~'/?(Div,dD) and, thus, has to be understood in the
variational sense, see [I5]. The corresponding sesquilinearform fails to be coercive, however, in
[I', Theorem 5] it has been shown that, under the assumption that the wave number k is not an
interior eigenvalue, see [I9, Definition 4], admits a unique solution \ € H_I/Z(Div, oD),
where we have continuous dependence on the data. There, a generalized inf-sup condition has
been proved to recover coercivity with respect to a Hodg decomposition of H~/? (Div,0D),
see [I7, Theorem 2]. Since there exists at most a countable sequence of interior eigenvalues and
the only possible accumulation point is infinity, see [67] Theorem 4.5], the assumption that k is
not in this sequence is relatively mild. However, in Appendix we also outline a regularized
combined field integral equation (CFIE) that does not need this requirement. There, also more
references on interior resonances can be found.

5.1.2. Penetrable Obstacle

We proceed similarly for penetrable obstacles. Having definition (2.19) in mind, let the scattered
fields E5, H® € Hyy.(curl, R3) be solutions to , , with corresponding incident fields
E!, H' € H)(curl,R?). Note that E°|p is not radiating. Hence, by the Stratton-Chu
representation formula — now also including H?®, which can be obtained in a similar manner
as in [68 Theorem 3.27] — we have the representations

E* =&, v H*+H;_ v, E° W D (5.10)
in D, .
H®=—-E;_~v E°+Hy_ v, H®
as well as
E°=—&, v H —H,, v E .
H g R +Eps in R°\ D, (5.11)
=Ck M kv Ve

for the scattered fields. Analogously, representations ([5.10)), (5.11)) hold, if E*, H® are substituted
by the domain derivatives E', H'.
We make the indirect ansatz

ES =&, Ao+Hi A
ko2 T A } in D, (5.12)

H? = —E&r M F+HHi X

3Sir William Vallance Douglas Hodge (1903-1975)
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ES = — &, Ao —Hi, A

. } in R3\ D, (5.13)
H* =&, A1 —Hy, Ao

for some unknown densities A1, Ay € H~Y/2?(Div,dD). Using the jump relations (5.3) on (5.12)
and (j5.13)), we conclude

1

WE =S xe+ (5140 ) n
X on dD, (5.14)
v H* = —S;_ A1 + <21 + Ck_) A2
+ s 1

Yt E° = —Sk+>\2+ §I—Ck+ Al

1 on 0D . (5.15)
"/jI‘IS = Sk+ A+ (2I— Ck+> A

Thus, with the multitrace operator

Ay: (HV2(Div,0D))? — (H Y*(Div,0D))*, Ay ::<Csk (s;)
— Ok k

we can rewrite (5.14) and (5.15)), obtaining

(;I+Ak> (2) = @Z_f{) (5.16)
(31-a) (3] - W (5.17)
2 ket )\2 ")’;—HS ’ '

respectively. Subtracting (5.17) from (5.16) yields the (indirect) modified PMCHWT[] integral
equation

At v B -~ E° v E'
Ap_ +Ag = 2 s s | = ; (5.18a
( +) <>\2> (% H —~'H v H )

for the scattering problem and analogously

and

A1> _ <% E -+ E ) _ <—iw [Wop huyrH + [Curl(h, E,)],),

N A 5.18b
(Ar_ +Ag,) <)\2 Ny H' —~ H iw[elgp by E + [Curl(hy Hy)lyp ) 150)

for the domain derivative. Here, we have exploited the interface conditions (2.22b)) and (3.14)).

Solving (5.18)) for (A1, A2) then yields (E®, H®) or (E’, H') by the ansatz (5.12)), (5.13). The
corresponding far-field patterns can be obtained by replacing (€, Hy) by (E7°, HE®) in the

1A. J. Poggio, Edmund K. Miller, Y. Chang, Roger Fuller Harrington (b. 1925), Te-Kao Wu (b. 1948), Leonard
L. Tsai
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ansatz, where — as in (5.9)) — the latter can be computed by substituting the fundamental solution
by its far-field pattern in the definition of (€, Hy) (see (5.2))). Note that for the scattering
problem it readily follows that (A1, A2) = (v, E®,~;" H®) by (2.18). The variational formulation
of the modified PMCHWT in H~'/?(Div, D) x H~'/?(Div,dD) is straightforward. The
unique solvability has been shown in [I9, Theorem 12], [2I] Corollary 6.4].

5.2. Boundary Element Methods

The discretization of the boundary integral equations , is carried out using the
Bempp-cl boundary element method library for the GalerkinE] discretization (see [d] and https:
//bempp. com). In this library, the function spaces H~/?(Div,dD) and H~'/?(Curl, dD) are
discretized using the RaofWiltonfGlissonﬁ (RWG), scaled Nédéle(ﬂ (SNC), BuffafChristiansenﬁ
(BC), and rotated Buffa—Christiansen (RBC) finite element families as detailed in [I03]. Imple-
mentations of all the integral operators that have been introduced in Section are available.
We refer to [I9] Sections 8, 9] for more on boundary element spaces and Galerkin discretization
and corresponding error estimates. In what follows, we present an overview of the definition of
basis functions on the boundary.

We approximate the surface 9D through a polyhedral surface defined by a triangular mesh
Tn jvith mesh size h, i.e., h = maxrey, sup, yer |T — y|. For each pair of different triangles
T,T € Ty, their intersection is either exactly one corner, one edge, or empty. Hereinafter, the
degrees of freedom (DOF) correspond to the edges of the triangulation. On the ith edge E;,
shared by the triangles T;” € T; and T;" € Ty, for € Uper, T the Raviarthhomasﬂ (RT) (see
[96] for the original definition and [I3, Section III.3] for a thorough introduction) and Nédélec
(NC) (see [83]) order 0 basis functions are defined by

1
———(x—v;), el ,
2 fTi_ dy ( )
RT;(x) = 1 (x —v}), reTll, and NC;(z) =v(z) x RT(x),
2 fT;r dy
0, else,

where vl?t are the vertices of Tii with v?E ¢ T.7 (cf. Figure . Note that v is constant on each
triangle. Scaling the RT and NC basis functions by the length [; of the shared edge F; leads to
the Div-conforming RWG (see [95]) and Curl-conforming SNC order 0 basis functions

Note that a basis function is Div-conforming if its normal components are continuous across the
edges and Curl-conforming if its tangential components are continuous across the edges.

®Boris Grigorjewitsch Galjorkin (1871-1945)

5Sadasiva M. Rao, Donald Robert Wilton (b. 1942), Allen W. Glisson
"Jean-Claude Nédélec (b. 1943)

8 Annalisa Buffa (b. 1973), Snorre Harald Christiansen (b. 1975)
9Pierre-Arnauld Raviart (b. 1939), Jean-Marie Thomas
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Figure 5.1. Left: Exemplary definition of an RT and an NC basis function — red and
green, respectively — in x € TZ-Jr (purple), where T;r (top triangle) and T, (bottom
triangle) are colored gray. Also featured are the shared edge E; of TijE and its length
l;. They are associated with the midpoint of E; highlighted in

Right: Exemplary depiction of a BC basis function associated with the same midpoint
of F; as the RT and NC basis function on the unrefined mesh on the left-hand side —
again highlighted in . The relevant triangles, on which the BC basis function
on the barycentrically refined mesh is supported, are shaded gray. The numbering
of the edges for this example is portrayed. The weightings and directions of the
corresponding RWG basis functions are exemplary featured by red arrows. Dashed
lines implicate the triangles that are supported for the corresponding RT and NC

basis functions, associated to the same edge on the unrefined mesh (cf. left image).

The problem is now that by [27], Proposition 3.1], the space spanned by the RWG basis functions
has a subspace U for which

u, u’
limsup sup sup (w, >t’laD W12 < oo
h—0  uelU u'espan{SNC;} HUHH*l/Q(Div,E)D) ||u HH*/?(Curl,aD)
u# u'#£0
Therefore, we conclude that
u, u’
inf sup (v, >t’/6D
Zi% u’€sparl1;SNCj} Hu||H—1/2(Div,8D) Hu ||H_1/2(Cur1,6D)
u'#0

behaves at least like h'/2 as h — 0. Thus, the discrete inf-sup condition (see [T} (12.5.1) Lemma))

w,u )y
inf sup (v, >t’ldD =a>0
€U o/ espan{SNC;} ||u||H—1/2(DiV aD) |u HH—l/Z(Curl aD)
u#0 w/£0 ) )

is mot satisfied for sufficiently small mesh sizes h. This results in an almost singular mass
matrix and, thus, an ill-conditioned discretization of everything that involves calculations of the
L2-identity. To re-establish the inf-sup stability, in [I6] the BC basis functions have been defined.
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In what follows, we summarize their assembly. First, we perform a barycentric refinement of
the mesh, i.e., we add new vertices at the barycenter of each triangle and at the center of each
edge, obtaining a refined mesh with a sixfold increase in the number of elements. Then, the
BC basis function BC;, associated with the ith edge of the original coarse grid, is defined as a
linear combination of RWG basis functions, associated with edges of the barycentric refinement
(cf. Figure . This linear combination is almost tangential across the ith edge of the original
coarse mesh. Therefore, the BC basis functions behave like Curl-conforming functions across
the ith edge, while being Div-conforming as a linear combination of Div-conforming RWG basis
functions. In [I6] Proposition 3.14], the inf-sup condition, i.e., there is a C' > 0 such that for all
mesh sizes h it holds that

. <u7 u/>t,8D 1
inf sup ; > =,

ucspan{RWG; } u’ESpan{BCj} Hu”H_1/2(Div,8D) Hu HH_I/Q(Curl,aD) C
u;ﬁO U/;éO

is proved. The RBC basis functions are then defined by
l{B(jZ =V X B(jZ .

The violation of the discrete inf-sup condition causes numerical instabilities for any equation
involving an identity. Since there is no identity in the EFIE and the modified PMCHWT
, we can solve the perfect conductor scattering problem together with the SMRC
and the transmission problem together with the SMRC , using just the RWG
and SNC basis functions for discretizing the given function spaces. However, for computing the
domain derivatives, in both cases we stumble across the ill-conditioning when implementing the

operations and surface differential operators occurring in the right-hand sides of (3.15)) and (3.14]),

which are not all readily available in Bempp-cl. For these, we have to calculate the Gram@
matrix, which is almost singular as well. Therefore, we need to incorporate discretizations with
BC and RBC basis functions. However, Bempp-cl does not allow solving and using a
direct solver upon using a DOF transformation, which is needed when we barycentrically refine
all the other occurring spaces (products and other operations between two functions on the grid
are only possible on the same grid — hence, using BC basis functions, we need to barycentrically
refine all occurring spaces). In this case, only iterative solvers, such as GMRES, are implemented
in Bempp-cl.

This brings us to our main issue: using GMRES, for typical structures and material parameters
used in this thesis, the iteration number was observed to be quite large. Even computing the
solution for the scattering problem for a silver helix with, e.g., two turns, took so long that using
this approach even for an inverse problem is out of question. Hence, a direct solver is required —
more particularly in view of the optimization in Chapter [6] where even more Maxwell problems
have to be solved and where such problematic objects include the ones of interest to us. Direct
solvers avoid the problem of high iteration counts and are thus much faster than iterative solvers
for these structures in practice.

In order to enable the utilization of a direct solver in conjunction with Bempp-cl for the

10Jgrgen Pederson Gram (1850-1916)
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implementation, we perform calculations on the barycentrically refined mesh when necessary, i.e.,
when the mass or Gram matrix need to be calculated, and projecting the resulting traces to a
non-refined mesh, using only RWG and SNC basis functions for the discretizations. This way, we
can use a direct solver, such as the LU decomposition, for solving the linear system that results
from discretizing (5.8)), (5.18)), despite the restrictions by Bempp-c1. For this projection approach,
it is crucial to choose the right spaces and the correct discretizations for the corresponding dual
spaces. We briefly outline the approach and which spaces are suitable. First, we note that for
sufficiently smooth fields there hold

Curl (h,E,) = Grad(h,E,) X v and E, = —i Div(H x v),
see and , respectively. Thus, we can compute all quantities occurring in the transmis-
sion and boundary conditions , from the total fields of the corresponding scattering
problem, implementing only the surface gradient Grad, the surface divergence Div, the rotation
operators v X - as well as - X v and products of two functions on the boundary. The surface
gradient is implicitly implemented as an operator in Bempp-c1, while the surface divergence can
be represented in weak form via the partial integration formula

/ vDivU ds = — U - Gradvds,
oD oD

see Section The rotation operator and the product of two boundary functions are implemented
using suitable projections on the relevant boundary element spaces.

Below and in Algorithm [I}, we denote vector space discretizations of the original grid by RWG
and SNC, where on the barycentrically refined grids, they are denoted by RWGy and SNCy, as well
as BC and RBC, corresponding to the basis functions with the same designation. Scalar space
discretizations with continuous, piecewise linear functions on the original and barycentrically
refined grid are denoted by P1 and P1, respectively. Let us recapitulate the mapping properties
of the relevant operators described in Section We have

~v,: H(curl, Q) — H~Y?(Div, D), Grad: H/%(dD) — H~Y/?(Curl, dD),
~p: H(curl, Q) — H~Y?(Div,dD), Div: H '?(Div,dD) — H '/%(dD).

Thus, the tangential traces of the electric field E — and hence of E' and E°* — are defined in
H~'/2(Div,dD). Recall that the L?*-dual space of H~/?(Div,dD) is H'/?(Curl, dD), see
Theorem 2.131

We discretize H ™Y/ 2(Div,0D) by using RWG, RWG,;, and BC basis functions. The dual
HY 2(Curl, dD) is then discretized by the use of SNC, SNC; and RBC basis functions, respec-
tively. A discretization of v, H or (v,E,~,H) is obtained by solving or (5.18a)), which for
the scattering problem can be done on the original mesh as mentioned above. Then, we project
~v.H onto RWG;, and discretize v H on BC. Finally, we assemble the functions ikh,vyH (on
BC) and Curl(h, E,) (on RWG;) and project them both onto RWG.
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We employ the following discretizations:

X v (£7,): RBC — RWG, Grad: P1, — RBC,
v X - (=vp): RWG, — BC, Div: RWG, — P1,;.

The projection procedure is outlined in Algorithm 1| for some perturbation h of (z,r) representing
some perfect conductor. We proceed similarly for transmission problems.

Algorithm 1 Projection approach in Bempp-cl: Domain derivative for some perturbation h —
perfect conductor

Require: RWG, SNC, BC, RBC, RWGy, SNCy; discretization of v, H on RWG
Ensure: Solve system to obtain density A in RWG

Project v,H to RWG,

Compute h,, on P1 by Corollary

Project h, to P1,

Assemble ikh,vpH and Curl(h, E,) from right-hand of

Project ikh,y;H and Curl(h, E,) onto RWG

Assemble right-hand side of

Solve discretized EFIE with LU decomposition

—_

N O Otk W

Remark 5.1. Bempp-cl provides the method self.barycentric_representation() to obtain

a barycentric representation of a discrete space self. In order to work correctly, we needed to

modify the implementation for the P1 spaces, which can be found under
bempp.api.space.scalar_spaces.pl_barycentric_continuous_function_space()

in Bempp-cl 0.3.1. The modified version of p1_barycentric_continuous_function_space()

can be found in our provided code in the script correct_space.py.

5.3. Numerical Implementation of the Inverse Problem

We fix material parameters €, u, an incident field (E*, H') € H)o.(curl, R?) x Hj,.(curl, R?), and
recall the definition of M containing pairs (z,r) which represent boundaries D of C'-smooth
domains (cf. ) Then, inspired by previous works using asymptotic scattering models for
thin tubular objects [3, 23] [69], to solve the inverse problem , we focus on the minimization
problem

|F(z,7) — EggtaHi%(SQ) — min, (5.19)

for (z,7) € M.

5.3.1. The Regularized Problem

We cope with the ill-posed nature of (5.1]) by introducing three regularization terms that penalize
unfavorable behavior of z and r. The first regularization term is the total curvature of the spine
curve z, which is given by ¥y with
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()= [ Rl 0],

|2'(7) x 2" (7)]

TP rel0,1], (5.20)

with curvature k(1) =
and regularizes the curvature of the curve the tube is based upon (cf. [69] Equation (4.18)]).
Hence, ¥y prevents too strong entanglement of the tubular object. For the second penalty term
we choose n € N knots t; € [0,1], j=1,...,n, with 0 =¢; <ty < ... <t, = 1. The term is then
defined by ¥y with

n—1 2

\Ilg(z) = Z_:
j=1

— (5.21)

1 1 tir1
| @ [Pz ar
1 0 t;
and aims at forcing a close to uniform segmentation of the parameter interval [0, 1] (cf. [69] p.
86]). Note that ¥; and Wy solely regularize the center curve the tube is based upon. Finally, we
introduce a third term W3 defined by

Us(r) = /01 |7“’(7')|2 dr, (5.22)

which penalizes large variations of the radius function r.
With these terms, the minimization problem (5.19) becomes the regularized minimization
problem

J(z.7) = | F(z,r) — B®Raga + 01 91(2) + 02 Wa(2) + a3 Us(r) > min,  (5.23)

for (z,7) € M with regularization parameters o; > 0, j = 1,2, 3.

We solve by employing a Gauss—Newton scheme, see, e.g., [85, Section 10.3], where we
start with an initial guess (zo,79) and in each iteration, an update (2,11, 7n+1) to the current
iterate (zn,m), n € Ng, is computed. In this update step, we further incorporate the tubular
neighborhood condition

IrllconllElcoy <1 (5.24)

As described in [76], Theorem 1], this condition on the curvature x and radius function r prevents
local self-intersections of the tubular object, i.e., it ensures that the update satisfies Assumption
locally. The tubular neighborhood condition has already been used in [5], [69].

Remark 5.2. Note that only guarantees that there is no local self-intersection of the tube.
Global self-intersections are still possible. In [86], the O’Hara M&bius energy has been introduced
that blows up if the underlying curve in R? has self-intersections. In [73], an analogous energy
term for k-dimensional submanifolds in R™ has been proposed. This would provide us with a
penalty term for preventing global self-intersections. However, we did not include this term in our
algorithm, since in practice we rarely faced this particular problem of non-local self-intersections.

Applying the Gauss—Newton method to solve problem (/5.23)), requires the computation of
the Fréchet derivative of the functional J. In Theorem we have shown that F' is Fréchet
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differentiable at (z,r) and that the Fréchet derivative is equal to the far-field pattern E'* of
the domain derivative E’. This can be obtained by solving together with the interface
condition for a penetrable scatterer and together with the boundary condition
in the case of a perfectly conducting scatterer. For the penalty terms in the context of the
Gauss—Newton scheme, we have the following results.

Lemma 5.3. Let (z,7) € M (c¢f. (4.9)) and (u,0) be a perturbation, such that (z+wu,r+39) € M.
Furthermore, let M, = {z: (z,7) € M}, M, :={r:(z,7) € M}. It holds that

2

" / n
o | = 22
k72| = ’|z’|3/2 PIE z (5.25)
We define the mappings ¥1: My — R3, 19 ;: My — R, 31 M, — R by
2 22
Y1(z) = EEERREIE o
+1
e n—l/ (r |d7—/ Z()ldr,  jefl,..n—1},
P3(r) =
1, oy, j€{1,...,n—1}, and 3 are Fréchet differentiable at (z,r). It holds that
" 320, 22 2 w2 T2 W)
dyn[z]u = |z /‘3/2 9 |z/’7/2z o ‘z/’7/2u _<‘z/’7/2 + |2|7/2 9 |2/|11/2 )Z » (5.26)
b (1) - (7) .
d / dT—/ 2 YT 4r, efl,....n—1}, (527
wlj n—1 ” ‘Z’(T)’ J { } ( )
daps[r]d = &' . (5.28)

Proof. (5.25) and the Fréchet derivatives of ¢1, ¢ ;, j € {1,...,n — 1}, have been proved in [69]
Lemma 4.5]. The Fréchet derivative of 13 is straightforward. [ |

5.3.2. Discretization of the Inverse Problem

In our reconstruction algorithm, we always discretize z by a third-degree B-spline curve z); — see
Appendix [B| - defined by M control points ¢V, ..., e¢™) collected in é € R*M | and the radius

RM=2 using the distinct knots

function r by a cubic spline rj, interpolating the radius values 7 €
of zjs as interpolation points. With this information, we can represent 0D by these M control
points and M — 2 radius values. In order to generate a corresponding rotation-minimizing frame,
instead of directly solving the differential-algebraic equation , we apply the double-reflection
method proposed in [II0]. Note that the discrete inverse problem (cf. (5.1))) is now to find the
control points & € R3M and radius values ¥ € RM~2 such that F(zpr,70) = ESoya-

The electric far-field pattern E*° corresponding to this pair of incident plane waves is evaluated
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Algorithm 2 Solving the inverse problem

Require: Incident field, its direction and polarization. Noisy far-field data Fexact corresponding

to some tubular object Texact represented by M control points Cexact and M — 2 radii Texact

Ensure: Reconstruction Tipprox, represented by M control points €approx and M — 2 radius

values Tapprox, Of exact object Texact and corresponding far field Fiupprox

1 (Capprox; Tapprox) <— initial guess
2 Fipprox < far field of Thpprox represented by (Eapprox, Fapprox)
3 while relative L?—residual > some tolerance and the update sufficiently big do

4

© 00 N O Ut

10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30

Define the discrete boundary spaces on the current grid ~ # Bempp-cl function spaces
Define the functions 14 E* (and v, H") on the grid # Bempp-cl Gridfunctions
Set up the boundary operators for the EFIE or modified PMCHWT integral equation
JKy + initialize Jacobian of Ky
fort:=0to M —1do
for j =1to 3 do
Perturb jth coordinate of (i+1)th control point
Solve EFIE / modified PMCHWT to obtain a corresponding E’
Obtain far field F’ of E’
Compute domain derivatives ], ¥4 of ¥1, ¥ by (5.26)),
F', 4, wéﬂj < incorporate quadrature weights and regularization parameters
Tiyles 3w+ j] « (B, 0h)
end for
end for
fori=1to M —2do
Perturb ith radius value
Solve EFIE / modified PMCHWT to obtain a corresponding E’
Obtain far field F’ of E’
Compute domain derivative 15 of ¢35 by
F’, 4% < incorporate quadrature weights and regularization parameters
Tkl 3% M +1i] < (F' %)
end for
Apply a Gauss—Newton step with Jacobian Jk, to get update = g;, by
Step size A «+ initialize by 1
Reduce X until is satisfied and all radius values are greater than some tolerance
(EapprO)u Fapprox) <~ (Eapprom Fapprox) + A x update
Fipprox < far field of Typprox represented by (Eapprox, Tapprox)

31 end while

in 2N (N — 1) discrete directions

sin(m j/N) cos(m£/(2N))

yjo = |sin(rj/N) sin(r¢/(2N)) | €S*, j=1,...,N—1, £=0,...,2N—1. (5.29)

cos(mj/N)

We discretize the L?-norm in ([5.23)) and all the integrals over the interval [0, 1], which occur in
the penalty terms U;, i € {1,2,3}, and their Fréchet derivatives, by using a composite trapezoidal
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rule. For the integrals over [t;,¢;41] in (5.21)) and (5.27)), we use a simple trapezoidal rule. Hence,

we obtain an approximation Jy of the functional J from ([5.23), given by

L2 N-12N-1

In(zasrv) = 15 > > (F(zu,ra) — EX)(y;0)|? sin(n j/N)
7j=1 /¢=0

+a Zwy (75 |ZM(TJ)|

, ( (5:30)

Zw]|ZM 7)) 1(tz+1 ti) (|20 (riv 1) + |23 (73))

+ a3 Z w;r (7)),
j=1

with a uniform partition {0 =7 <m < ... <7, =1} C [0,1] and weights w;, j € {1,...,m},
according to the composite trapezoidal rule. With v1, 99, j € {1,...,n — 1}, ¥3 from Lemma
and by keeping in mind that the far-field pattern and ), are vector-valued, we can interpret

(30 as

In(za,ma) = |Kn(€,7))2,

for some Ky : R3MH+(M=2) _, R3I2N(N=1)+3m+(n—1)+m  The kth search direction g, for the

Gauss—Newton iteration is then the solution of
Tiien (@) T () G = — Ty (@ T) K (8, ) (5.31)

where J, is the discrete Jacobian of K with respect to perturbations of the control points
and the radius values. To assemble this Jacobian Jk, , we need to compute

(i) the Jacobian of F', using Theorem together with (5.8)) or , where the far-field
pattern of the domain derivative may be computed by the Stratton—Chu formula as described

in (5.9) and at the end of Subsection
(ii) the Jacobians of 11, v, ¥3, j € {1,...,m}, using Lemma

A pseudocode representation of the implementation is given in Algorithm

Remark 5.4. Note that, besides self-intersections being the cause, an update of (z,r) may also
not be in M, if the radius attains negative values. We tackle this issue by reducing the step
size for the update, until the radius is greater than some positive tolerance. However, we note
that this only poses a problem, if we consider particularly “challenging” or exceedingly “small”
radii. For the numerical examples, which we have investigated, this usually has not been an issue.
Below, in Example we show a case, where the problem did occur.

Remark 5.5. For a thorough discussion on regularized iterative schemes and convergence results
under additional assumptions, we refer to [63].
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5.4. Numerical Examples

For our numerical experiments, we consider the scattering of a plane wave

1 1
. . . 1
(Ei(z),Hi(z)) = (p,,| Tdxp|e+=d  d=—|1|, p=]|o0]|,
juas V3 1 1

from a tubular obstacle D. The vector d € S? is the direction of propagation and the vector
p € C3\ {0} with p L d denotes the polarization of the plane wave (cf. (2.49)). The electric
far-field pattern Eg;,, corresponding to this pair of incident plane waves is evaluated in 180
discrete points given by for N = 10. To prevent an inverse crime, cf. [BIl p. 179], we use
another solver to generate the given forward far-field data than for solving the inverse problem.
We accomplish this by solving the scattering problem for the exact object via the CFIE
(perfect conductor) or the PMCHWT (penetrable obstacle). To approximate the solution
of the system of linear equations that is obtained by discretizing the CFIE / PMCHWT integral
equation, we employ the iterative generalized minimal residual (GMRES) method [98] 109, with
tolerance le-5 and without restarts. Additionally, we use a different discretization for the iterates
during the reconstruction than in the simulation for the true scattering object D. Afterwards, we
perturb the resulting electric far-field pattern E3;,, by some additive complex-valued random
noise with noise level 6 > 0. Thus, for some complex-valued matrix M with the same size as Eg;,,
and uniformly distributed random numbers a+1b, with a,b € [—1/2,1/2), as entries, we define the
given noisy far-field data for the reconstruction by E*° .= ES, + (SHESZtaHLtZ(Sz)M/”MHLtZ(Sz).

This noisy data satisfies
¥
HEﬁgta_Ew HL?(S?) _5

[ EGatall L2 (s2)

For the discretization of the L?(S?)-norms, we use a composite trapezoidal rule, as in (5.30). For
all the examples that follow, we set § = 5%. For pairs (z,7) € M, z is discretized by third-degree
B-spline spine curves (see Appendix and r by a cubic spline with the distinct knots of the
B-spline as the interpolation points, as detailed in the examples below. The actual goal is to
minimize the reconstruction error of the shape of an object. Since such an error is impractical
to define, the Gauss-Newton iteration terminates, when either the relative L?-residual becomes
smaller than the applied noise level, i.e.,

||E§<:1ta - Eg;proxHL?(SQ)

<
[ EGtalln2(s2) ’

or when the relative movement of the control points and the relative change of the radius
function — which are computed by the norm of the respective update divided by the norm of
the corresponding previous data — fall below a given tolerance. In all subsequent examples, we
select a tolerance of 1% for both the relative movement of the control points and the relative
radius change. The regularization parameters ay, ag, a3 are determined based on experiential
knowledge.
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initial guess iteration 2 iteration 4
9, 9, 9,
6 6 64
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Figure 5.2. Excerpts from the convergence history of Example The exact

obstacle is displayed slightly transparent as a comparison for each iteration.

For each example we provide a convergence history — for Example [5.4] together with a graph of
the relative residual plotted against the iteration number. Here, we highlight only the values
of some iterations. Each plot of the convergence history features the true scatterer, slightly
transparent and in faded blue, together with projections onto the shifted coordinate planes in
faded gray. The current iterate is visualized in solid blue with its projections in solid gray.

Example 5.1. We start with a mere reconstruction of the radius function of a perfectly conducting
obstacle D defined by a third-degree B-spline curve with control points

cos(5m 7/20)
c; =2 | sin(575/20) |, j=0,...,19.
37/20

The radius function r = sin?(10-) + cos?(10-) is represented by a cubic spline with the distinct
knots of the B-spline as the interpolation points. We choose the material parameters ey = pu4 =1
and the angular frequency w = 2. Discretizing the surface leads to a mesh and a corresponding
RWG finite element space with 27744 DOF.

For the reconstruction, we choose a B-spline spine curve of degree 3 defined by 19 control
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Figure 5.3. Excerpts from the convergence history of Example The exact
obstacle is displayed slightly transparent as a comparison for each iteration.

points
cos(5mj/19)
¢; =2 |sin(brj/19) |, j=0,...,18,
37/19
and knots t; = j/19, j = 0,...,18. Note that we induce a systematic error by choosing one

control point less than for the exact scatterer. Hence, due to the object’s helical shape and
the cross sections along the curve being circles, an exact reconstruction is not possible. The
radial function is represented by a cubic spline with ¢; as the interpolation points. For the initial
guess, the radius function is chosen constant as r = 0.2. In each iteration, the RWG space
discretization of the corresponding mesh has 21546 DOF. The regularization parameter is chosen
as ag = 2.5e—3. Starting with a relative residual of approximately 87.67% the Gauss—Newton
iteration terminates after 11 iterations with a relative residual of around 11.05% due to the
update being too small. The results for the reconstruction are shown in Figure |5.2

We note that if we choose the same control points for the reconstruction as for the exact shape,
the iteration terminates after 9 steps, due to the relative residual dropping below 2.8% < 5% = 4.

In iteration 2 (and also 4) of Figure we can see the radius getting very small. This
can become problematic, especially when radius values become negative. To prevent this from
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Figure 5.4. The initial guess, samples of the reconstruction and the final reconstruc-
tion for Example are depicted. The exact obstacle is displayed slightly transparent

as a comparison for each iteration.

happening, we reduce the step size as long as any radius value is below an a priori known value
(in this example 0.01), see Remark

Example 5.2. We continue with a full reconstruction of a perfectly conducting obstacle D
defined by a third-degree B-spline curve with control points

cos(mj/5)
sin(mwj/5) |,
J/5

cj = j=0,...,4.

The radius function r = 0.15exp(sin( - )) is represented by a cubic spline with the distinct knots
of the B-spline as the interpolation points. We choose the material parameters ey = uy = 1 and
the angular frequency w = 2. Discretizing the surface leads to a mesh and a corresponding RWG
finite element space with 10464 DOF.

For the reconstruction, we choose a B-spline spine curve of degree 3 defined by 7 control
points and knots t; = j/6, j = 0,...,6. The radial function is represented by a cubic spline
with these points t; as the interpolation points. For the initial guess, the spine curve is chosen
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Figure 5.5. Top-left to bottom-center: The initial guess, samples of the reconstruc-
tion and the final reconstruction for Example are depicted. The exact obstacle is
displayed slightly transparent as a comparison for each iteration. Bottom-right: The
relative residual plotted against the corresponding iteration.
straight and the radius function constant as » = 0.2. In each iteration, the RWG space

discretization of the corresponding mesh has 8106 DOF. The regularization parameters are chosen
as a; = 6.25, ag = 64, agz = 16. Starting with a relative residual of approximately 82.36%,
the Gauss—Newton iteration terminates after 8 iterations with a relative residual of around
2.39% < 5% = 6. The results for the reconstruction are shown in Figure

Example 5.3. We consider another full reconstruction, this time of a penetrable obstacle D
defined by a third-degree B-spline curve with control points

cos(mj/5)
c; = | sin(mj/5) |, j=0,...,9.
3j/5

The radius function » = 0.15exp(sin(-)) is represented by a cubic spline with the distinct
knots of the B-spline as the interpolation points. We choose the material parameters ey = 1,
e = —4.4240.21i, 4 = p— = 1 and the angular frequency w = 1. Note that for a wavelength of
400 nm, these are the dielectric constants for silver (Ag) in vacuum, see [54], [9I]. Consequently,
the given object models a scatterer measuring approximately 413.8 nm in height, with a minimum
radius of 9.5 nm and a maximum radius of roughly 22.2nm. Discretizing the surface leads to a
mesh and a corresponding RWG finite element space with 13380 DOF.
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Figure 5.6. The initial guess the final reconstruction and the relative residuals.
We use 5% random noise on the given far-field data and 10 control points for
the reconstruction, where the course of the true scatterer’s center curve has been
meticulously reproduced. Here, we start with a different straight tube than in the
prior examples. The regularization parameters are a; = 9e—2, ag = 9. The finite
element spaces of RWG and BC functions, which are used throughout the iteration,
have 4032 DOF in total.

For the reconstruction, we choose a B-spline spine curve of degree 3 defined by 13 control
points and knots t; = j/12, j = 0,...,12. The radial function is represented by a cubic spline
with these points ¢; as the interpolation points. For the initial guess, the spine curve is chosen as
a straight line and the radius function constant as » = 0.2. In each iteration, the RWG space
discretization of the corresponding mesh has 8544 DOF. The regularization parameters are chosen
as a; = 2.25, ag = 100, a3 = 25. Starting with a relative residual of approximately 108.37%
the Gauss—Newton iteration terminates after 25 iterations with a relative residual of around
3.33% < 5% = 6. The results for the reconstruction are shown in Figure

Example 5.4. As a final example, we present a very challenging problem due to the complicated
and involved shape of the object. The example first shows a negative result in that our algorithm
will converge to a local minimum of the objective functional if the parameters are unfavorably
chosen. We consider a penetrable obstacle with material parameters e =2, u_ =1, i.e., &, = 2,
ur = 1, and the angular frequency is chosen as w = 1. In this example, z is a third-degree B-spline
curve with 20 control points ¢;, j = 0,...,19. We consider a constant radius function r = 0.24,
which is represented by a cubic spline with the distinct knots of the B-spline as the interpolation
points. The shape of this object — depicted in the images of Figure [5.5]— is motivated by Example
from the optimization in Chapter [6] The object is rather entangled and the caps of the tube
are quite close to parts of its body. The finite element space of RWG and BC functions, which is
used for computing the exact far-field data, has 22176 DOF in total.

To represent the domains in the reconstruction, we use 30 control points and the knots
tj =17/29,7=0,...,29. The finite element spaces of RWG and BC functions, which are used
throughout the iteration process, have 15780 DOF in total. As the reconstruction of the shape
alone already constitutes a very challenging problem in this example, we assume the radius of the
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Figure 5.7. Final reconstructions from three distinct iteration processes with either
a different initial guess (left) or a different number of control points and regularization
parameters (right). In each case, despite connecting the wrong components, most
parts of the true scatterer are accurately reconstructed.

Left: Relative residual ~ 8.7% after 34 steps. 10 control points, a; = 0.25, ap = 9.
Middle: Relative residual ~8.3% after 48 steps. 10 control points, a; =0.25, ap=09.
Right: Relative residual ~ 7.1% after 86 steps. 25 control points, a1 = 306.25e—4,
ag =56.25e—2.

tube to be known. The regularization parameters are chosen as a; = 4e—2, as = 56.25e—2. The
Gauss—Newton iteration starts with a relative residual of approximately 94.1% and terminates
after 21 iterations with a relative residual of around 3.3% < 5% = 4. In Figure samples of
the reconstruction are depicted.

It was necessary to choose the regularization parameters significantly smaller than in the
previous examples in order to obtain a convergent reconstruction process. This is due to the
entwined structure of this object. On the other hand, such a choice allows for high curvatures
of the spine curve and possible violations of the tubular neighborhood condition , which
prevents local self-intersections.

Another difficulty in this problem is that due to the closeness of the caps to parts of the body,
there exist other tubular objects with a quite different course of the spine curve that produce a
very similar far field. To illustrate this challenge, we have simulated several positive and negative
examples, one of the former depicted in Figure and one of the latter in Figure where
we vary the resolution of the discretization, the number of control points and regularization
parameters, and the initial guess.

We will conclude this example with a brief observation. As large sections of the original object
are accurately reconstructed in each negative example (Figures and , the resulting shapes
are expected to represent local minima of the objective functional. The algorithm seemingly
converges to these local minima in this configuration, nicely illustrating one of the key difficulties
in designing iterative reconstruction algorithms for inverse scattering problems. In the error plots
of Figures [5.5 and we observe that the relative residual has to increase in order to escape
the assumed local minimum in such scenarios. In the first (negative) case (see Figure [5.5)), the
iteration seemingly approaches another local instead of the global minimum, however, the relative
residual still becomes smaller than 5%(= §). In the second (postitive) example (see Figure [5.6),
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we obtain a very good reconstruction of the true scatterer, which also terminates with a relative
residual smaller than 5%.



CHAPTER 6

OPTIMIZATION WITH RESPECT TO
ELECTROMAGNETIC CHIRALITY

In the final chapter, we turn to the optimization of tubular objects as defined in Chapter {4] with
respect to their em-chirality properties. Such objects are represented by (z,7) € M (cf. (4.9))
with a spine curve z and a radius function r. The notion of em-chirality has been summarized
in Subsection and a measure for quantifying em-chirality properties of an object has been
introduced in Definition [2.31] We normalize this measure, hence, we consider the bounded
objective functional
. _ XHS(f(z7T))

Jus: M —[0,1], Jus(z, ) 1F s (6.1)
We proceed silimarly to [B], [69 Chapter 5], where the optimization of thin tubular scatterers
has been realized. There — as described at the beginning of Chapter [5| — the consideration of
thin tubes has led to asymptotic formulae for the scattered field and the corresponding far
field, such that not a single Maxwell system had to be solved to compute the far-field operator
and a corresponding Fréchet derivative. The resulting tubular objects turned out to be rather
complicated and non-intuitive in shape, which in addition to their small cross section, makes
them difficult to realize in practice. Therefore, our goal is to develop optimization techniques for
thick and long tubular objects, i.e., our aim is to solve the following minimization problem:

Find  argmin [ — Jus(z,7)] . (6.2)
(z,r)EM

6.1. Implementation of the Optimization

We will introduce regularization terms to obtain a regularized version of . One of these
terms already assumes that we are considering a discretization of z by a B-spline curve (see
Appendix and regularizes the corresponding control points. In this case, (z,r) is discretized
by a B-spline curve with n control points é, = (c(l), . ,c(")) e R3*” n e N, and a cubic spline
with the distinct knots of the B-spline as the interpolation points. We denote the subset of M
containing such discretizations by M,,.
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6.1.1. The Regularized Optimization Problem

To cope with the ill-posedness of (6.2)), we introduce four additional penalty terms W¥;, j €
{1,2,3,4}. For ¥y, U3, Uy, we assume that (z,7) € M. For Uy, we assume that (z,r) € M,,.
The first regularization term, ¥y, has already been defined in (5.20)):

|2'(7) x 2"(7)|

FIOIE , T €[0,1].

1
Uy (z) = / K2(r)| 2 (7)| dr with  k(7) =
0
It penalizes a high entanglement of z. For the second penalty term, z is discretized by a B-spline
with n control points &, = (c(l), el c(”)) € R3*" n € N. The second term is then defined by

2
) _ ‘c(j+1) _ c(j)’) , (6.3)

Wy promotes a uniform distribution of the control points. Note that this term differs from the
second regularization term for the shape reconstruction in Chapter |5/ It has a similar
effect, however, it directly penalizes the control points for non-optimal movement in the update
and is, thus, easier controllable. The third term, W3, has been defined in (5.22)):

n—1

n—1 n—1
U@ =Y (( Ly 4D ¢l
j i=1

Uy(r) = /01 ()2 dr .

It penalizes high variations of r. In Remark we have already mentioned that an update of
(z,7) in an iterative scheme may not be in M (see ) if the updated radius function attains
negative values. To prevent this, we fix a radius value ryi,, below which the radius function
should not fall, and some value | < ryin. Then, we define the function

1
27Tl ) pP S (—OO,Tmin - l] )
l ( _
Tmi p) - 2
min 1 (p + l _ T‘min)
3 &XP (212 ) , p € (rmin — [, 00),

and with that the fourth regularization term

U, (r) = /0 1 L () dr. (6.4)

U, is small if p is greater than 7y, and it rapidly ascends to 1/(2xl) if p becomes smaller than
Tmin- Lhe value [ determines how steep the ascent is and how grave the punishment for being to
close to or below ryin.

With these terms and regularization parameters a; > 0, j € {1,2,3,4}, we assemble the

regularized objective functional

xus(F(z,7))

=) = e s

+ Oq\I’l(Z) + 042\1’2(8) + 043\113(7‘) + 044\If4(’l“) (65)
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and state the regularized optimization problem:

Find argmin ®(z,7). (6.6)
(z,r)EMy,

Note that in and (6.6), we assume (z,7) being discretized by a B-spline curve and a cubic
spline, due to the restriction from introducing the second regularization term Ws.

We next establish that all penalty terms are Fréchet differentiable. For Wy, U3, W,, we assume
that (z,7) € M and consider perturbations (u,d), such that (z + u,r + d) € M. For the second
term Wq, let (z,7) € M,, and consider perturbations (u,d), such that (z + u,r + §) € M,,.
Here, the perturbation u is assumed to be a B-spline curve defined by n control points ¢ =
(q(l), ... ,q(”)) € R3*™ and § is a cubic spline with the distinct knots of w as the interpolation
points.

Lemma 6.1. Let z, r, é, u, §, 4 be defined as above. The penalty terms ¥;, i € {1,2,3,4}, are
Fréchet differentiable at z, v or é. It holds that

PO ) )
d\Il1[Z]u_/o (2 |2/ (7)]3 3= 2/ (T) P
2(7)- 2" (1)

=2 () () + () () S

2'(1) - 2"(1))?
1 52/(r) -l (r) 2 D) (’2,(7)‘$ ) >d7, (6.7)

n—1 n—1
AW, [E)§ = 2 K LS [l — et ) el - Cm”

D) _ @ . (q+D) _ )
( )-(q q")
‘c(i—l-l) _ C(i)‘

| — |
|
S o
| | =
—
M1
—

(Ut — )y . (gt — qU0))
- G — 60| , (68)

as well as
dWs[r]5 = 2 / W (r) & (r) dr . (6.9)

Furthermore, we have

1
AW, [r]5 = /O dft  [r(r)]é(r) dr (6.10)
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with
0, T(t)érmin_lv
dffnlr()16(8) = 1 r(t) + 1 — Tnin)?
—5.73 0(B)(r(t) +1 = Tmin) exp <( w +2 B ) ) o () > min = 1
(6.11)
fort €10,1].

Proof. For the Fréchet derivative of Wy, see [69, Lemma 5.21]. The Fréchet derivative of the
second regularization term Wo follows from

d(| - ) [au = %

and the Fréchet derivative of W3 from d((-)?)[r']0 =27’ ¢". Moreover, let § be an admissible and
sufficiently small perturbation of . Then, with df. [r(t)]6(t) defined as in (6.11]), it holds that

Fran () +8() = f1,, (r(1) = dfy ., [F(£)]6(2)
1 (r(t) + 1 — rmin)
~om P ( 272 )

[exp ( ( )+ 26(t)( (t Tmln)) — 1+ %5@)(7"(75) + 1 — Tmin)

for ¢ € [0,1]. Therefore, considering [|6]|1,00 — 0 leads to

[hon (@) +6(6) = f1 . (r() —dff [r(®)]6(2)
1 (r(t) + 1 — rmin)?
~om P 212

52(t) 1
l_ 5z~ 2O (®) + 1= rmin) +O(6%(t)) + 125( )(r(t) + 1 = Tmin)

= 0(8%(1))

for t € [0, 1], which finishes the proof. [ |

6.1.2. The BFGS scheme

We can now apply a BFGSTI scheme, see [14], @4 A7), 104] and [85, Section 6.1], with a cautious
update rule from [75] and the ArmijoE]line search [85, Equation (3.4)] to the optimization problem
. Here, we assume that z is discretized by a third-order B-spline curve with n control points
G, = (c(l), ce c(”)) € R¥*" n € N. As a consequence, the radius function, which is discretized

!Charles George Broyden (1933-2011), Roger Fletcher (1939-2016), Donald Goldfarb (b. 1941), David Francis
Shanno (1938-2019)
2Larry Armijo
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by a cubic spline with the distinct knots as the interpolation points, can be represented by
n — 2 radius values 7, = (71,...,7,_2) € R"72. We define the jth iterate X of the BFGS
scheme to be a collection of n control points é, and n — 2 radius values 7,,, stored in one
vector, i.e., X; € R3"+("=2) In this quasi-Newton scheme, the Hessian is approximated and this
approximation is updated in each iteration step. Only a gradient has to be calculated. Denoting
by Vep the gradient of the objective function ® with respect to the control points and by V;.q
with respect to the radius values, we obtain the full gradient of ® by

Vo = (VCP q)> e R¥H(=2) (6.12)

Furthermore, we denote by H; € RG+(n=2))xBn+(n=2)) the jth iterate of a symmetric positive
matrix approximation for the true Hessian of ®. Then, we consider the convex quadratic model
of ® at the current iterate X

¢;(deres) = ®(X;) + VO(X) - dares + %dBFGS - Hdgrgs ,
which is minimized by
dpres,j = —Hj_l Vo(X;).
We use this minimizer as the search direction, obtaining the (j + 1)th iterate
X1 = X; + Ajdpres, (6.13)

For the cautious update rule of H; € RG+(=2)x(Bn+(n=2)) e initiate the iteration with the
identity Hg = Ip; and define

S; = Xj+1 — X]’ = AdeFGS,j y Yj = V‘I)(Xj+1) - V(I)(XJ) 5

and an update of H; through

HY.Y'H, S;S' Y 'S
Hj+1 = Hj S b Al J J J if —2 J > 5BFGS’ V@(X])‘ s (614)
Y H)Y; Y]S5 5517

for some parameter egrgs > 0. Hence, we perform the classical BFGS update, if a stronger
curvature condition than YjT S; > 0 is satisfied. However, we leave H; unaltered otherwise. This
ensures positive definiteness of H; for any j € Ny.

Furthermore, we use the Armijo condition for a backtracking line search to determine the step
size Aj in : for given oprgs € (0,1), dpres € (0,1), we want to find the smallest exponent
m € Ny, such that dgges gives sufficient decrease in the sense that

We then set \j = dfss. As in Section we further reduce the step size until the tubular
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neighborhood condition (5.24)) is satisfied and until the updated radius does not fall below a
certain positive minimal value.
In order to obtain the gradient (6.12)) of the objective function

xus(F(z, 1)

2= = 1 F s

+ alllll(z) + az\IJQ(E) + a3\I/3(T‘) + 044\114(7’)
from (6.5]), we need to compute its derivative with respect to perturbations of each control point
and radius value. The derivatives for the penalty terms can be obtained by Lemma The
Fréchet derivative of Jug (see (6.1])) with respect to some admissible perturbation h is readily
given by

_dxms[F(z,7)](dF[z,r]h) B xus(F(z,7)) Re(F(z,r),dF|z,r|h)us

dJus|z,r|h = 6.16
sl 7 Pz )ls 17z s (6.16)

by the chain and product rule. The derivative dF |z, r]h has been characterized in Theorem [4.14]

*°. mapping densities to far-field patterns of the domain

in terms of the operator ¢ — (E'[¢p])
derivative E'[¢p]. Thus, as in Chapter [5| for the inverse shape identification problem, we have to
deal with scattering problems, which can be solved by the EFIE or the modified PMCHWT
integral equation . Furthermore, in order to compute the Hilbert—Schmidt norm and scalar
product as well as the chirality measure of F(z,r), we need to assemble the discrete far-field

operator.

Remark 6.2. We do not expect our objective functional ® to be convex. Hence, global convergence
results as in [85 Chapter 6] cannot be applied. Moreover, translations of (z,r) — and thus of
0D — do not change the em-chirality, nor do they influence the regularization terms. Thus,
the level sets {(z,7) € M,, : ®(z,7) < ®(z¢,70)}, where (zg,79) denotes an initial guess, are
unbounded. Consequently, we cannot use the global convergence result from [75], since they
assume boundedness of these level sets. Note that the boundedness could be achieved by modifying
the regularization terms. However, this has not been considered in this thesis.

6.1.3. Discretization of the Far-Field Operator
Recall the definition of the far-field operator for some scattering obstacle D by
F(0D): Li(S?*) — L{(S?),  F(OD)p = E®[¢]

(cf. Subsection [2.7.3]). In order to compute the em-chirality measure yus(F(0D)) of F(0D) (cf.
Definition [2.31]), we start by discretizing the far-field operator by considering some truncation
parameter N € N and the (2N? + 4N)-dimensional ordered basis
By ={U, V' neN, n<N, meZ, |m|<n}
:{U;17U?7U%7U2_27"‘7U]]¥7V1_17V5_)7V%7V2_27 "'7V]]¥}'
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An element ¢, € span By C L?(S?) is given by the truncated expansion into vector spherical
harmonics
n
en=2_ > U +0pvVy
n=1m=-n

with coefficients a]* := (¢N,U7T>L§ eC, b= <¢N,V?>L§ eC,neN, n<N, meZ, |m|<
n. Accordingly, it holds that

N n
Fen=Y_ > ayUp+prvy
n=1m=-n

with coefficients
N
= <~F90N7U7T>Lf Z Z a, (FU,, Um>L§ +b?(}"VZ‘,U;”>L§,

v (6.17)
Z n (FUR VR 2 + 0 (FVEL Vil e

3
—_

B?T = <~F90N7VZL>LE

|‘| Mg

neN, n< N, meZ, |m| <n. Thus, assembling the discretized far-field operator Fy =
Fn(OD): span By — span By leads to

N N
Fy = <EZ‘U/;EN; Eggi;}%) c C(2N2+4N)><(2N2+4N)

with block matrices

<]—'X1_1,Y1_1>L$ <]—'X%,Y1‘1>L?

(XY)(N) = EC(N2+2N)X(N2+2N)’

(FXTLYN), o (FXNYR)

t t

where X,Y need to be replaced accordingly by U or V.
To compute the modified em-chirality measure, we further have to decompose the discretized
far-field operator into

~ Ft+ Ft-
Fn = N N, 6.18

see (2.58). To this end, recall the definition of the operator C from (2.51)) by
C: LE(S?*) = L2(S?), Cp(d)=i(dx ¢(d)), deS*.
From the definition of U}, V7, see (3.20)), we readily conclude

CU™(d) =iV™(d). (6.19)
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Hence, by (2.56) and (6.19)), (6.18) is a representation of F with respect to the basis
By ={UT+iV™, U —iV®:neN, n<N, meZ, |m|<n}.

A basis change matrix from %y to %y and its inverse are given by

R Y ]
il —il 2\I iI

Therefore, we have

_ f++ ]:' —
M'FyM = Fy =[N N 6.20
M = Fy (W s (6.20)

We are now in a position to compute the modified em-chirality measure xyg from Definition
m as well as the Hilbert—Schmidt scalar product and norm for the derivative
. We can further calculate the singular values of Fn and compute the original em-chirality
measure x from Definition [2.30

However, computing Fy(¢) for every ¢ € By requires solving the EFIE or the modified
PMCHWT 2N? 4+ 4N times. Thus, assembling the gradient V& from for the
BFGS scheme, requires solving (2N2 +4N) - (# perturbations) scattering problems. For instance,
consider an optimization of n = 30 control points defining a B-spline curve of degree 3 and
n — 2 = 28 corresponding radius values for a cubic spline curve, as well as setting the truncation
parameter to N = 3. This necessitates solving the EFIE or the modified PMCHWT
30 - (3-30+ 28) = 3540 times. Considering n = 20 and N = 2 instead, still requires solving it
1248 times to compute one gradient.

Thus, it is of utmost interest being able to solve the scattering problems as efficiently as
possible. As already described in Section , in [5] instead of the EFIE and modified
PMCHWT we have used a CFIE and PMCHWT, respectively, see Appendix , solving
the systems of linear equations via the GMRES method.

Here, for the optimization, the CFIE and the PMCHWT are out of question due to their high
computational time, especially for complicated material parameters and structures (e.g., silver
tubes) — which are particularly interesting for the optimization — where the GMRES method
could need hundreds of iterations to converge, as mentioned in Section The work-around
to this problem and its implementation are also described in Section see Algorithm
Only because of that, performing the optimization is feasible. We provide a pseudocode for
solving the optimization problem in Algorithm [3] A simple numerical example for validating the
implementation of the far-field operator and its Fréchet derivative, can be found in Appendix

Remark 6.3. The coefficients o], )" from the expansion of the far-field operator in vector
spherical harmonics only contribute significantly to the result for n, |m| < kR and decay
rapidly as n,|m| 2 kR, where R is the radius of a ball centered at zero, such that D C Bp, see
[B0]. Thus, we always choose the expansion order N 2 kR.
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Algorithm 3 Solving the optimization problem

Require: Initial guess of some tube T represented by n control points &, and n — 2 radii 7,
stored in X, truncation parameter N > kR
Ensure: Optimized tube T;y, represented by n control points and n — 2 radii stored in X ps
1 Hy+ 1 # initialize Hessian with identity
2 while relative xus(Fy)/||Fn|lus < some tolerance and update sufficiently big do
3 Compute far-field operator FN by
Compute penalty terms Vi, Uy, U3, Uy
Assemble objective functional ®(X;) from (6.5)
Compute V@(X;) from
dBFGS,j < —Hfl V‘I)(X])
Determine step size \; via # Armijo condition
Further reduce step size until is satisfied and all radius values > some tolerance
10 Xj+1 = Xj + )\deFGS,j
11 Compute VO(X 1)
12 Update Hessian Hj;; via # cautious update rule
13 end while
14 Tyt < tube represented by points and radii stored in last X

© 00 N O Ut

6.2. Numerical Examples

For our simulations, we consider perfectly conducting and penetrable obstacles. To obtain objects
made of specific materials — as silver (Ag) or gold (Au) —, we need to use the correct combination
of wavelengths, material parameters, and scaling. We start with a note on the necessary scaling of
objects. Denote by €9 and pg the vacuum electric permittivity and vacuum magnetic permeability,
respectively (see [I07]). It holds that the speed of light is given by ¢ = 1/, /Eop0 ~ 299 792458 m s71,
see [87 Equation (10-43)], [I07]. Usually, the electric permittivity is given relatively compared
to the vacuum electric permittivity (analogously for the magnetic permeability), i.e., we consider
the relative electric permittivity €, == €/e¢ and relative magnetic permeability p, = u/po. Thus,
it holds that

w
k= wy\/epn = wy\/eor oty = Z\/arur (6.21)

and consequently, since w = 27 f, where f denotes the frequency,

2
A= ¢ (6.22)

k f\/Erbir '
Henceforth, we assume u, = 1 and we always scale the vacuum wave number to kg = 1 — and,
therefore, the vacuum wavelength to Ao = 27 /ko = 2. By ([6.22)), the original vacuum wavelength
is Ao = ¢/ f. With this, a simulated (“big”) object needs to be scaled by

1lec
Sy fi T <27rf> z - 10° (6.23)
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Figure 6.1. The initial guess, one excerpt and the final result from the optimization

in Example

and the actual size (“small” object) has to be scaled by

Safi Yy (%‘é) y-1079. (6.24)

If, e.g., the frequency f is given, we obtain specific materials by choosing the material parameters
corresponding to the original vacuum wavelength XO.

For both perfectly conducting and penetrable obstacles, we compare with helices as reference
objects. We describe these by four parameters, namely, the minor radius ryiner of the tube’s
circular cross sections, the major radius ryajor describing the radius of the windings around the
winding axis, the total winding number n¢u,s, and the pitch p, describing the axial distance
between two consecutive windings.

As before, the tubular objects D are represented by (z,7) € M (see (4.9)), where z is discretized
by a third-order B-spline curve with n control points and r by a cubic spline with the distinct
knots of the B-spline curve as the interpolation points. The optimization terminates if the
relative movement of the control points and the relative change of the radius function (norm of
the update divided by norm of the previous data) fall below a given tolerance or if the relative
chirality becomes greater than 99%. In all following examples, the parameters eprgs and oppgs for
the BFGS scheme and Armijo-type line search are chosen as in [69] p. 126], i.e., egrgs = le—5
and ogrgs = le—4, and we set dgrgs = 0.5. The regularization parameters o, j € {1,2,3,4},
are chosen based on experiential knowledge. We also always start the iteration with a slightly
twisted tube instead of just using a straight tube, since the latter one’s symmetry would imply
em-achirality, see Theorem i.e., the corresponding em-chirality value is 0. However, we need
to divide by the em-chirality measure for calculating its derivative, see .

6.2.1. Optimization of Perfect Conductors

The following objects are optimized for the wavelength A = 200 pm. The reason for this is that
the numerical study [AIl Section VII] has been conducted with respect to this wave number. This
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Figure 6.2. The initial guess, one excerpt and the final result from the optimization

in Example

gives us a basis for comparison. For the first three examples the radii are assumed to be constant.

Example 6.1. We initiate the optimization with a perfectly conducting obstacle D defined by a
third-degree B-spline curve with control points

(7/20 = 1/2)*
ci=2| j/20-1/2 |, j=0,...,19.

(/20 —1/2)°

The radius function is set constant to = 0.15. We choose the material parameters eg = g = 1
and the angular frequency w = 1. Discretizing the surface leads to a mesh and a corresponding
RWG finite element space with 6690 DOF.

The regularization parameters are chosen as a1 = 5e—3, ag = le—2. Starting with a relative
modified em-chirality of approximately 2.67%, the BFGS scheme terminates after 50 iterations,
yielding an object with a relative modified em-chirality of around 88.63%. The results for the
optimization are shown in Figure [6.1

Example 6.2. We initiate the optimization with a perfectly conducting obstacle D defined by a
third-degree B-spline curve with control points

(7/20 = 1/2)?
ci=4| j/20-1/2 |, j=0,...,19.

(5/20 —1/2)°

The radius function is set constant to r = 0.15. We choose the material parameters g9 = pg =1
and the angular frequency w = 1. Discretizing the surface leads to a mesh and a corresponding
RWG finite element space with 6690 DOF.

The regularization parameters are chosen as a1 = 2.5e—3, as = le—2. Moreover, we set
N = 3. Starting with a relative modified em-chirality of approximately 2.8%, the BFGS scheme
terminates after 31 iterations, yielding an object with a relative modified em-chirality of around
93.61%. The results for the optimization are shown in Figure In Figure we compare this
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2.2

1.1
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Figure 6.3. The initial guess, one excerpt and the final result from the optimization
in Example

optimized object to the silver helix that also has been optimized for a wavelength A = 200 pm in
MI]. The helix has a relative modified em-chirality measure of approximately 92.04%. Moreover,
if we compare the relative em-chirality values (not modified, cf. Definition , we even
have a greater difference: approximately 92.07% for the helix and 94.52% for the optimized
object. Note that for this wavelength, it holds that ¢, = —1.8404e+5 + 5.5024e+5i for silver
and e, = —21378 4 1.9710e+5i for gold [B4]. This implies high absorption, suggesting that the
perfect conductor is indeed a good model, particularly for silver — but also for gold — objects
for A = 200 pm. This suggestion is also supported by numerical tests. Furthermore, the relative
em-chirality of 92.07% fits the information of [4I] p. 9], where they indicate a value of 92%.

Example 6.3. We initiate the optimization with a perfectly conducting obstacle D defined
by a third-degree B-spline curve with the same control points and with the same radius as in
Example We choose the material parameters g = g = 1 and the angular frequency w = 1.
Discretizing the surface leads to a mesh and a corresponding RWG finite element space with
6690 DOF. The regularization parameters are chosen as a; = 3e—3, as = le—2. Starting with
a relative modified em-chirality of approximately 2.67%, the BFGS scheme terminates after 42
iterations, yielding an object with a relative modified em-chirality of around 93.91%. The results
for the optimization are shown in Figure 6.3

The final results from Examples [6.1H6.3| show a similar pattern near the start and end cap,
whereas, depending on the initial guess and the regularization, primarily the body of the tube
seems to be more stretched or compressed. Note that none of these shapes are helical. Since they
are larger in size and can attain higher em-chirality values than the reference helix, cf. Example
6.2 as well as Figures [6.5] and they seem to constitute a reasonable alternative. Particularly,
they are considerably regular in shape, which seems to make them a well-suited candidate for
possible practical realizations. Additionally, for these free-form optimized objects, not only the
em-chirality values are larger but also the Hilbert—Schmidt norm ||F||us, see Figure The
square of this value is sometimes called the interaction cross-section and it indicates the degree
of how much the corresponding object interacts with incident fields. It is favorable to have high
chirality values, while maintaining large interaction cross-sections.



6.2. NUMERICAL EXAMPLES 101

18 18
0.9 0.9
0 0
-0.9 0.9
1.8 -1.8
18 18 1.8 18
0.9 0.9 1.1 1.1 0.9 -0.9
18 -18 22 22 18 -18
initial guess A initial guess B initial guess C
18 ' 18
0.9 0.9
0 0
-0.9 0.9
1.8 1.8
1.8 18 -1.8 18
0.9 0.9 1.1 1.1 0.9 -0.9
18 -1.8 22 22 18 -1.8
iteration 39 A iteration 45 B iteration 8 C

Figure 6.4. Top row: The initial guesses for cases A, B, C. Bottom row: The final

results of the optimization for cases A, B, C.

In the next example, we show some additional optimization results. It should be noted that we
do not include examples for a full (control points and radius) optimization as these are delicate
to regularize and the optimization schemes often terminate prematurely, yielding objects with
only low em-chirality.

Example 6.4. We present two cases (A and B) optimizing the control points only, where the
final iteration is slightly more entangled than in the previous Examples 6.3}, see Figure 6.4
For these objects, we start with similar control points as in Example For object A, the
radius is set to r = 0.15 and a3 = 6.25e—5, ay = 6.25e—4. For object B, we set r = 7.5e—2 and
a1 = 9e—6, as = le—4. The final iterations seem to break the pattern, which we observe in
Examples 6.1 slightly, however, especially at the start and end cap, they exhibit a similar
behavior, see Figure The iteration for object A starts with a relative modified em-chirality of
around 2.69% and terminates at roughly 93.45%. Object B starts with approximately 0.95% and
terminates at around 93.71%. Furthermore, with object C of Figure we show an optimization
result with respect to the radius function only. We start with a helix of radius r = 0.15 that
has a relative modified em-chirality of around 2.23% and set ag = le—2, ay = 0. During the
optimization, the start and end caps get bigger and the body gets “thinned out” and, eventually,
we arrive at a relative modified em-chirality of around 72.28%.
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Figure 6.5. Size comparison of the optimized non-helical object from Example
and the silver helix from [I]. In the depicted configuration the vertical height of the
former is more than 7.3 times greater than of the latter and it has a radius that is

roughly six times larger (approximately 4.8 pm versus 0.8 pm).
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Figure 6.6. Frequency scans for wavelengths 100-300 pm. The corresponding
objects are depicted in the top left corner each. The solid red line shows the relative
em-chirality measure values. The dashed red line shows the relative non-modified
em-chirality measure values that originally has been defined in [I]. The dash-dotted
blue line shows the Hilbert—Schmidt norm ||F||ug of the far-field operator.

Left: Frequency scan of the optimized silver helix from [I]. Here, we use a perfectly
conducting helix, which is a reasonably good model for a silver helix for these
wavelenghts. The helix has a relative modified em-chirality measure of approximately
92.04% for A = 200 um. Right: Frequency scan of the optimized perfectly conducting
tubular object from Example [6.2] with a relative modified em-chirality of around
93.61% for A = 200 pm. We can also nicely see that the peak of || F||us is less narrow
than for the helix. This could be advantageous when, e.g., counting in production

error in potential practical realizations.
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Figure 6.7. Left: Comparison of the reference data (blue) and the reproduction
(orange) for the reference helix D,¢f for f € [43.21 THz,47.21 THz|. Right: The

corresponding absolute and relative errors.

6.2.2. Optimization of Silver Tubes

Next, as a reference object we use a silver helix from [97] — henceforth, referred to as the reference
helix D.of —, embedded in a homogeneous, isotropic, and non-absorbing medium with a relative
permittivity €, = 1.8912, which is optimized for a target frequency of 44.21 THz — where it
reaches x(F)/||F|lus =~ 95.47% — by the use of Bayesian optimization with Gaussian processes
provided by the simulation software JCMsuite. In this frequency regime, the perfect conductor
model fails to be accurate and, hence, we need to use the modified PMCHWT solver for
penetrable obstacles.

We start by modeling the reference helix, for which rminor = 53.32nm, Tmajor = 183 nm,
Ngurns = 1.407, and p = 168.6 nm, see [97, Figure 1].

The material parameters for silver for wavelenghts 0.188—1.94 pm are interpolations of data
from [62], for wavelengths 1.94-248 pm we use [54]. A convenient open-source database of optical
constants with comprehensive user interface can be found on https://refractiveindex.infol
see [9T].

Then, we verify the results from [07, Figure 1] by using our BEM implementation. This also
provides confirmation for us that the methods and scaling of the object have been conducted
correctly. For this purpose, we received the reference data corresponding to [97, Figure 1] for
frequencies f € [43.21 THz, 47.21 THz] and compared the chirality properties to our results.

The frequency f = 44.21 THz corresponds to the vacuum wavelength A = ¢/ f =~ 6.7811 pm, cf.
(6.22]). Thus, we can model silver objects, embedded in the same medium as the reference helix
D,ef, by choosing e, _ ~ —2475.44 + 349.93i, ¢, = 1.8912, and u = 1. Note that we have to
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Figure 6.8. The initial guess, one excerpt and the final result from the optimization

in Example

scale the helix’ true size by (6.24)), thus,

Pmajor = Sa,f(0.183) ~ 0.1696 ,
Pminor = Sa,£(0.0533) ~ 0.0494
P = 5a,7(0.1686) ~ 0.1562.

If we want to check different frequencies, we can also scale the object instead by multiplying the
corresponding quantities with f /(44.21 THz), where fis the new target frequency. In doing so,
we also obtain a new wavelength A\ = ¢/ f and the associated relative interior electric permittivity
er— from [p4], [AI]. A resulting frequency scan for the frequencies fe [43.21 THz,47.21 THz|
and a comparison to the reference data is depicted in Figure [6.7]

Next, we perform a free-form optimization of a silver tube with the same material parameters.

Example 6.5. We initiate the optimization scheme with a silver obstacle D defined by a
third-degree B-spline curve with control points

(7/20 = 1/2)?
¢j=3| j/20-1/2 |, j=0,...,19.

(/20 —1/2)

The radius function is set constant to r = 0.13. We choose the material parameters ¢, _ =~
—2475.44 + 349.93i, ¢, + = 1.8912, u = 1 and the angular frequency w = 1. Discretizing the
surface leads to a mesh and a corresponding RWG finite element space with 13380 DOF. The
regularization parameters are chosen as a; = le—3, as = le—2. Moreover, we set N = 3.
Starting with a relative modified em-chirality of approximately 1.2% the BFGS scheme terminates
after 14 iterations, yielding an object with a relative modified em-chirality of around 79.33%.
The results for the optimization are shown in Figure
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Figure 6.9. The initial guess, one excerpt and the final result from the optimization

in Example

We observe that the shape of the optimized silver object in Example is similar to these
of the optimized perfect conductors, cf., e.g., Figures and [6.8] In the second example, we
include this information by assuming that the initial guess already has such a shape. Hence, we
start the optimization with a scaled version of the result from Example[6.5] The aim is to extend
its flexibility by lowering the radius.

Example 6.6. We scale the optimized object from Example down by a factor of two and
restart the optimization process with the same material parameters and o = le—5, as = le—2.
Thus, the radius function is set constant to r = 0.13/2 = 6.5e—2. Here, we start with a relative
modified em-chirality of approximately 26.9% and the BFGS scheme terminates after 13 iterations,
yielding an object with a relative modified em-chirality of around 88.57%. The results for the
optimization are shown in Figure

Note that in Examples [6.5] and we specify the values of the relative modified em-chirality
measure. The corresponding relative em-chirality values are approximately 84.51% for the final
result from Example and approximately 89.80% for the final result from Example Recall
the relative em-chirality of roughly 95.47% for the reference helix D,.r. Thus, in this case, the
value of the optimized object does not exceed that of the reference object. However, they are
of larger size again. In Figure we provide a size comparison of the reference helix D¢
with the results from Examples and We also note that there potentially exist even
larger scaled objects with such high chirality properties, however, recall that we have to solve
(2N2 + 4N) - (# perturbations) scattering problems to assemble one gradient for the BFGS,
where N is the truncation parameter for the vector spherical harmonics expansion of the far-field
operator. Hence, numerical computations quickly become unfeasible, because we need to align
the truncation parameter to the object’s size by N 2 kR, see Remark

Furthermore, in Figure we show frequency scans for the objects from Examples and
for frequencies in a range from 43.81 THz to 45.41 THz. Remarkably, we observe that despite
being optimized for a frequency of 44.21 THz, both objects attain their maximum at a frequency
smaller than 44 THz.
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6.3. Conclusion

We have successfully optimized the shape of tubular objects, such that they reach high em-
chirality values while being much bigger in size than the objects that have been considered optimal
previously — cf. both the helices from [I], [07] and the rather complicated looking nanowires
from [69, Subsection 5.6.3]. The reason for helical structures being the choice in, e.g., [Il Section
VII], is motivated by geometrically optimized helical antennas for circular polarization from [I12].
An explanation for the convenient behavior of helices can be found in [97), p. 2]. Nevertheless,
the obvious disadvantage is that the shape cannot break out of the helical restraint — even if it
would only be a small shear deformation of such a helix. Another drawback becomes apparent
from the optimized helices, namely, they are restricted to objects of very small size, which makes
them significantly challenging candidates for practical realizations.

The optimal nanowires from [69, Subsection 5.6.3] are free-form optimized structures that also
have two disadvantages: on the one hand the smallness drawback applies here as well. On the
other hand, they take on a rather unintuitive and complicated shape, which makes practical
feasibility even more difficult.

In contrast, the objects that are optimized in Examples 6.6] reach very high em-chirality
values while being bigger in size than the optimal helices and nanowires and still taking on a
seemingly intuitive shape. We have no solid interpretation of why the optimal structures turn
out as they do, however, one explanation could possibly be that the optimized object embodies a
combination of multiple electric dipole antennas and coils achieving the desired — close to optimal
— feedback behavior, as considered for two helices in [64].
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APPENDIX A

FORMULARY

We consider sufficiently smooth scalar-valued functions u,v: R?® — C and vector-valued functions
U,V :R3 — C3. There hold the following differentiation formulae:

div(vU) =vdivU + Vv - U, (A.1a)
divilU x V)=V .curlU —U - curlV. (A.1Db)
Furthermore,
curlV=0, (A.2)
divcurl =0. (A.3)

Theorem A.1 (Gauss’ Divergence Theorem). Let D C R3 be a Lipschitz domain and U : R™ —
R™ a C' vector field with compact support. Then it holds that

/divU(:c)da:: Ulz) - v(z)ds.
D oD

Proof. [80, Theorem 3.34] |

As a consequence of Theorem we obtain the following integral identities, see [68, Theorem
A.11, Theorem A.13].

Lemma A.2 (Integral identities). Let D C R3 be a bounded Lipschitz domain and U,V €
CY(D)NC (D) as well as u,v € C*(D). There hold

/vVuda:—i—/quda::/ vuvds, (A.4a)
D D aD
/curlwa:/ vxUds, (A.4Db)
D aD
/udiVU+U'VUdZB:/ u(v-U)ds, (A.4c)
D oD

/V—curlU—U-cuerd:v:/ (U xV)-vds. (A.4d)
D oD
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B-SrPLINE CURVES

B-spline (short for basis spline) curves have been introduced in [I01], [I02], [B6] with truncated
power functions. Another way to define them is through the so-called “blossoming” approach,
see [94] Chapter E.18]. We use the reccurance formula proven in [37], since it is the most useful
for numerical implementations. More about B-spline curves is summarized in [38, Chapter
IX], B4, [B9, Chapters 2 and 3|. A significant advantage — regarding shape optimization — of
the B-spline curves over, e.g., the closely related Bézier curves, is the local control that allows
changing individual portions of the curve, without changing the whole B-spline curve. Bézier
curves use Bemsteirﬂ basis polynomials [§], see also [39, Chapter 3.2], which are strictly positive
over the whole parameter interval (see [39 Theorem 3.2.1]) and, hence, imply global control.
Thus, changing individual portions has influence on the whole Bézier curve’s shape.

Let P°,...,P" € R3 denote some distinct control points and to, ..., tm € [0, 1] some knots
such that m —n—1>0and tg < ... <t < tgpr1 < ... <ty Wecall p =m —n —1 the
polynomial degree.

Definition B.1. Fort € [0,1], we recursively define the kth basis functions Ny ; of degree j by

]-7 tk§t<tk+l7

Nk70(t) = kE{O,...,m—l},
0, otherwise,
as well as
t— 1t tryit1 — ¢
= Nijo1(t) + 5 Ni1jo1(8) by # by teejen 7 teg
thtg — Ui S
letj+1 — 1
oot — trot ]1 —— Nit1,5-1(1), thvj = thy thpjr1 7 teet,
Nk,j(t) — +5+ +
t—ty
— Nij—1(t), thyj 7tk thajr1l = thy1,
bkt —
0, tetj =ty thrjr1 = g1,

jef{l,...,p}, ke{0,...,m—j—1}.

!Sergei Natanowitsch Bernstein (1880-1968)
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Furthermore, we define a B-spline curve z: [0,1] — R? of degree p by

t) = iNkvp(t) P, t€0,1].
k=0

The functions N}, ; are piecewise polynomials of degree p and vanish outside the interval
[tk, tk+;]. Moreover, we have the following smoothness properties at the knots.

Theorem B.2. Lett;, i € {0,...,m}, be a knot with multiplicity Il < p. Then, the basis functions
are in CP~((a,b),R) in a neighborhood (a,b) of t;.

Proof. See [(2, Theorem 4]. |

Theorem immediately implies that on any open interval (a,b) C [0, 1] containing only
simple knots, z € CP1((a,b), R?) for the corresponding B-spline z.

Definition B.3. A B-spline curve z is said to be clamped if to =t = ... =t, and ty,—p =
tm—pt1 = ... =ty

Theorem B.4. Let t € [0,1]. The derivative of the kth basis function Ny of degree j is
reccursively given by

J J
——— Npj1(t) = ——————— Nig11(t), trrs # ey thrjrr # thra,
thts — tk g1 — tr
J
Tl — g Nit1,5-1(1), thtj =tk thtjr1 7 tet1,
i1 — tht
N i(t) = K
J
tre: — tr Nij-1(t) thtj 7 Uk s Tkt = tet1,
+5
0, thj = ths Thpjt1 = iyt

jed{l,...,p}, ke{0,...,m—j—1}.
Next, let z be a clamped B-spline curve of degree p > 1. By setting the control points

k. p k+1 k _
=P pMl_pky k=0, . n—1,
@ Uktp+1 _tk+1( ) "

we obtain the derivative z' with
! t) = Z NkJer,l(t) Qk , te [O, 1] .
k=0

Proof. Differentiation can be seen in [[2, Theorem 3|. Now, let z be a clamped B-spline. Thus,
for t € [0, 1] it holds that

n—1
p

1\71@,10—1(75)13]€ - P
oo thtp 1 =ttt

n
Z Nk+1,p—1(t)Pk-

tkﬂ, — 1
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An index shift and defining

Q=L (prl_pky =0, n-1,

Uetp+1 — tht1

yields the assertion. |

Theorem B.5. Denote by de the basis functions associated with the knots t1,...,tm—1. Then,

Ney1p1= Nk,p—l .
Proof. This follows readily from Definition |

Theorem provides that the derivative of a clamped B-spline curve z is given by
n ~
Zt)=> Nepa(t)Q",  tel0,1].
k=0

Thus, 2’ is itself a clamped B-spline curve of degree p — 1 with the n — 1 control points Q" and

the m — 1 knots t1,...,t,—1. Finally, we note that for a clamped B-spline curve z there hold
z(0) = PY, z(1) = P",
2(0)=—L (P — PY, Y1)=— L  (pr-ply.

tp+1 — 1 tm—1— tm—p—l






APPENDIX C

THE CFIE AND PMCHWT INTEGRAL
EQUATION

Let the electric and magnetic potentials £ and H; as well as the boundary operators Sy and
Cy, be defined as in Section In addition to the indirect EFIE (for the perfect conductor)
as well as the modified PMCHWT (for penetrable obstacles) we present an additional
boundary integral equation for each problem. These have been used in [5, Section 4] and in
our setting — using the BEM library Bempp-cl — they lead to significantly higher computation
times than the indirect EFIE / modified PMCHWT. However, they can be used to generate the
far-field data for the numerical examples of the inverse problem from Section avoiding an
inverse crime [BI] p. 179].

C.1. Perfect conductor

Denote by E°, H® a radiating solution of (2.24), (2.20). As in Section we consider the
Stratton—Chu representation formula for the scattered fields E¥, H® in R3\ D, i.e.,
E* = £y H® — Hy v E°

in R*\ D. (C.1)
H® ng"y;_ES —Hk’)/;—HS

We choose the direct ansatz vt H* = ¥ € H —1/2 (Div,0D). Then, we apply the trace operator
7, on both equations of (C.1)) and subsequently apply the jump relations (/5.3), obtaining

1
v E =8, ¥ — (—21 + Ck> ~, E®
) on 0D . (C.2)
U =S, ~,"E* - (—21 + Ck) 0

Next, we rearrange the equations from (C.2]) to obtain the direct electric field integral equation
(direct EFIE) and the direct magnetic field integral equation (direct MFIE)

1 1
S, W — — (21 + ck> v E* and (21 + Ck> U =S;v, E°, (C.3)
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respectively, on dD. A brief comparison of the direct EFIE and MFIE is outlined in [25]. In
general, the direct EFIE suffers from ill-conditioning for high and low frequencies, and the direct
MFIE from accuracy problems for very low frequencies, see [I14] for the problem specification
and a remedy. Furthermore, both integral equations can be subject to interior resonances, which
have been identified in [77, §2] and illustrated — together with several remedies — in [8g], see
also [26]. One remedy is a so-called combined field integral equation (CFIE) [I8], [§I], which
is assembled through linear combinations of the direct EFIE and MFIE. In the past decades,
different variations of CFIEs have been proposed. We choose the CFIE from [32] that has the
benefit of being well-conditioned as well as neither suffering from interior resonances nor having
the low-frequency problem. However, with this CFIE we rely on smooth domains, which is
no major drawback, since this is a restriction already imposed by the employment of domain
derivatives. For a coercive CFIE on Lipschitz domains, see [20, Chapter 4].

Hence, we regularize the direct EFIE with the operator S;; and obtain the regularized direct
EFIE

1
Sit S ¥ = — Sz <2I + Ck) ’)/;_ES . <C4)

We can replace the scattered fields E® by the domain derivative E’ in all those steps; note,
however, that then also ¥ = ~,H’. Next, we combine the regularized direct EFIE and the direct
MFIE by subtracting the former from the latter to arrive at the CFIE

1 1
(37+Co-8ui) ¥ = (848w (31 +Ce) ) £, (C5)

where f = —v,E" for the scattering problem (cf. ([2.24b)) or f = iwpihy, vpH — Curl (h, E,)
for the domain derivative (cf. (3.15)). With (C.1)), the corresponding scattered electric fields
are given by E* = — &£, % — H;," E® in R? \ D and the corresponding far-field patterns by
E>® = — £V — HP~,PE® on S? (analogously for the domain derivative E’).

C.2. Penetrable Obstacle

Recall the the definition of the multitrace operator

Ay: (H'2(Div,0D))? — (H '/?(Div,0D))?,  Ap= Cr Sk
—-S; Cg
from Subsection We use a variant of the well-known (direct) PMCHWT integral equation

[00], which uses the exterior traces of the scattered electric and magnetic fields as the unknowns
[[@ Section 7.1] 21 Section 6.2]. As in Subsection we can rewrite the Stratton—Chu

formulae as
+ s + s
Y, E 1 ) v, E
=(=-IT—A C.6
(ﬁHS) (2 Rt ~TH® ) (C.6)

() Gron) (1)
v H 2 v H
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respectively (see ((5.14)), (5.15]), however, without employing an ansatz). Note that by definition
(2.19), it holds that E® = E in D. Exploiting the interface condition (2.22b)), i.e.,

YW E\ _ (WE %E")
v H vi H* v:H')’
we find with (C.6) that

1 +Es Ez +Es Ez
(I + Ak—) 7i s + T T = ,er s + v ()
2 v H vH v H v+H
1 v B Y E'
=(=I—-A . C.7
(2 k+> <’7sz + ,YtHz ( )
In all of these considerations, we may replace the scattered fields E°, H® by the domain derivatives

E' H', where we have to use the interface condition (3.14)) instead of (2.22D)). Then, rearranging
(C.7), we eventually arrive at the PMCHWT integral formulation

(A}L +Ak+) <¥> = (Ak —;I) (;) s (0.8)

with the functions f, g given by the right hand sides of (2.22b)) and (3.14]) for the scattered
field and the domain derivative, respectively. The integral equation is uniquely solvable (see [2I]

Corollary 6.4]), with the unknown functions given by

+ s Yoy
(i) - (3}5) for (;) as in (2.22) and @) - (;’;5,) for (;) as in (3.14) .

Furthermore, we apply the Calderén preconditioner (Aj_ + Ay, ) on equation (C.8), which yields
a well-conditioned system, see [33].






APPENDIX D

NUMERICAL VALIDATION OF THE FRECHET
DERIVATIVE

In what follows, we present the approach to verify that the Fréchet derivatives of the far-field
map and operator are implemented correctly. It may also be interpreted as a numerical validation
of the characterizations from Section We construct an example, where we can easily check
the definition of the domain derivative, i.e.,

|1F(0Dg) — F(0D) — F'[0D]h|| p2(s2)

HXHS (0Dnr))  xus(F(0D)) ( XHS
| F(0Dn) HHS IF(0D)s [RNFEE

) FoDih

HS

should approach zero with convergence order two each as ||h|/-1 — 0.

To achieve this, we perturb the object by some h and calculate the corresponding Fréchet
derivatives. Then, we consider the perturbation h = h h for some h > 0. Using the linearity of
the Fréchet derivatives, we can compute

/ /
F'[0DJh = hF'[0D}h  and ( XS ) [F(OD)]h = h ( XIS ) [F(OD)]h.
I llns |- [lms
As an example, we consider a tubular object with B-spline spine curve z defined by 10 control
points
3/4cos(mj/18)
c; = | 3/4sin(mwj/18) |, jeA{0,...,9},
j/9—1/2
and constant radius function r = 3/2. We implement a numerical evaluation of these domain

derivatives as has been established in Chapters [5] and [6]
In Figure we illustrate three examples for the perfect conductor case. We plot the error

xus(F(0Dn))  xus(F(0D)) ( XHS
|F(ODn)llus  [IF(OD)]ns |- [lms

>/ (DA (D.1)

against h. We observe that we have convergence order two until A becomes significantly smaller
than le—2. If we examine the sidelengths of the elements of the mesh that we use to discretize
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the tube, this becomes highly plausible, since they lie between 6.62e—3 and 3.92e—2, with mean
1.83e—2. Thus, if A becomes smaller than most of these triangles the error gets dominated by
h, where the information from the domain derivative has less to no relevant influence on the
convergence rate. Corresponding tests for penetrable obstacles and for the far-field map (for both

Figure D.1. Log-log plots of the difference (D.1) plotted against h for a perfectly

conducting tube D for perturbations of the control points, the radius, or both.

Left: Control points. Middle: Radius. Right: Control points and radius.

perfect conductors and penetrable obstacles) yield similar results.
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NOTATION

Basic notation

N natural numbers

No natural numbers including zero

7 integers

R? d-dimensional real Euclidean space

Ccd d-dimensional complex Euclidean space
T x = (r1,29,23)" €R>

Ty dot product of x,y

T Xy cross product of x,y

zly x is orthogonal to y

|| Euclidean norm of x

D open, bounded domain in R3
oD boundary of D
D closure of D

Bp open ball in R? with radius R, centered at zero
0 Bp\D

S? unit sphere in R3

T direction z/|x| € S

v unit outward normal on 9D

c speed of light

w angular frequency

f frequency

A wavelength

k, ki wave number

€,64 electric permitivitty

Ly magnetic permeability

zZ,u center curve parameterization and perturbation

) radius function and perturbation



BASIC NOTATION

Function spaces

C*(D), C*(AD)
C (D), C§(0D)
C*(D)

L?*(D), L*(0D)

X (D), X (8D)

X1(0D)
Xloc(D)

H*(D), H*(dD)
H(curl, D)
H~'/?(Div, D)
H~/2(Curl, D)

Functions

E' H'

Es H*

E . H

E>® H>
E'[¢], H'[¢]
E*[p], H ]
El¢l], H[y|
E>[¢], H>[p]

Jn
Yn
h)
Ym

n

U, vy

space of k times continuously differentiable functions
in D, 0D

space of functions in C¥(D), C¥(9D) with compact
support in D, 0D

space of functions in C*(D) with derivatives continu-
ously extendable to D

Lebesgue space of square integrable functions in D,
oD

placeholder for spaces of vector-valued functions on
D, D

spaces of tangential fields in X (0D)

spaces of functions that are in X (K) for any open,
bounded K C D

Sobolev spaces on D, 0D

space of funtions in L?*(D) with weak curl in L?(D)
Div-conforming trace space

Curl-conforming trace space

incident electric and magnetic field

scattered electric and magnetic field

total electric and magnetic field

electric and magnetic far-field pattern

incident electric and magnetic Herglotz field
scattered electric and magnetic Herglotz field

total electric and magnetic Herglotz field

electric and magnetic far-field pattern of E*[¢]|, H®[p]

spherical Bessel function of the first kind
spherical Bessel function of the second kind

spherical Hankel function of the first kind

spherical harmonics
vector spherical harmonics

M7 1/kcurl M entire solutions of time-harmonic Maxwell system
N 1/kcurl N7' radiating entire solutions of time-harmonic Maxwell

system



OPERATORS 133

X chirality measure
XHS modified chirality measure
Operators
V, Grad gradient, surface gradient
div, Div divergence, surface divergence
curl, Curl, Curl curl, scalar surface curl, vectorial surface curl
¥y tangential trace with range H /2 (Div,0D)
Yr tangential trace with range H_I/Q(Curl, oD)
YN Neumann trace
A Calder6n operator
SLy, SLy, scalar- and vector-valued single-layer potential
Ei, Hi electric and magnetic potential
S, Ci electric and magnetic boundary operator
Ay multitrace operator
F far-field map
F far-field operator
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