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CHAPTER 1

Introduction

Bioluminescence tomography (BLT) is a novel biomedical imaging
technique to study molecular and cellular activities in a living organism
noninvasively. The method is based on bioluminescence imaging (BLI),
whose potential is described by Dr. David Piwnica-Worms in [Ban05]: “It
can be applied to all disease processes in all areas of small-animal models.”

As the name suggests, the underlying phenomenon is bioluminescence,
which is the capability of an organism to emit light. Well-known examples
of animals with these genetic endowments are fireflies or jellyfishes. The
light emission is due to an oxidation of a substrate, the so-called luciferin,
under the presence of an enzyme, the luciferase, which is encoded by the
DNA of the organism.

The idea of bioluminescence imaging is the tagging of target cells, e.g.
tumor cells, by the luciferase gene. When the luciferin is then injected
prior to imaging, the tagged cells emit light and the photons exiting the
organism are recorded by a sensitive camera. In Figure 1.1 typical bio-
luminescence imaging data are shown. Since the tag is encoded in the
genes, the intensity of the signal of a cell is not reduced after cell divi-
sion. Thus, bioluminescence imaging is suitable for in vivo studies over a
long period of time. In addition, it is a very sensitive method with a high
signal-to-noise ratio, as no external light source is required. Besides the
capability of bioluminescence imaging to track the tagged cells, it also al-
lows to image biological events using engineered luciferase. Thus, it serves
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FIGURE 1.1. Bioluminescence imaging data by courtesy of Dr. Mustafa Diken,
In Vivo Imaging Core Facility, TRON — Translational Oncology at the University
Medical Center Mainz.

“as an eyepiece into biology” [CRO2]. However, due to absorption of light
in animal tissue, bioluminescence imaging is limited to depths of a few
centimeters. In view of this fact together with the inherent infiltration of
genes into the target cells, it becomes clear that the main application of
bioluminescence imaging is in preclinical studies using small animal mod-
els. For a more detailed discussion of bioluminescence imaging we refer to
[Ban05, CR02, TC05, WINO03]; see also [Kre08].

As a planar imaging technique, bioluminescence imaging suffers from
the structural drawback that it gives only two-dimensional information
on the bioluminescent source. To overcome this limitation, mathematics
comes into play. Given the exiting photons over the whole surface of the
organism and a model describing the propagation of light in tissue, the
problem of bioluminescence tomography is to find the three-dimensional
location and intensity of the bioluminescent source.

This problem belongs to the class of inverse problems, cf. [Isa06,
Kirll, Rie03], since the effect, the exiting photons over the organism’s
surface, is known and the cause, the light source, is sought. More precisely,
the bioluminescence tomography problem is an interior source problem. As
many inverse problems in science, it is ill-posed: small perturbations of the
measurements can lead to large errors in the reconstruction.
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For the description of light propagation in tissue, needed in the re-
construction process of bioluminescence tomography, two models are es-
sentially used in practice. “The most comprehensive model” [NWO1] is
the transport model where the photon flux is described by the radiative
transfer equation, an integro-differential equation depending on a spatial
and an angular variable. In scattering media, like animal tissue, the diffu-
sion model is a good approximation to the transport model. It is based on
the diffusion equation, also called diffusion approximation, a second-order
elliptic partial differential equation over the spatial domain. The former
model is rather complex, whereas the latter is simpler. Both models re-
quire knowledge of the optical properties of the object to be imaged. This
information is usually obtained by a prior X-ray computed tomography
(CT) or magnetic resonance imaging (MRI) scan.

In the early years after the patent application in 2003 [WHM)] the
diffusion approximation and the classical Tikhonov regularization scheme
were mostly used as the mathematical model and the reconstruction meth-
od, respectively, cf. [HCWO06a, WCDT06, WCLT06]. We point out
that the latter two articles particularly give a description of the BLT sys-
tem design. However, other reconstruction methods were also applied,
e.g. a (unregularized) Newton method in [CWK™'05] and a Levenberg—
Marquardt method in [GZLJO04]|. Questions on uniqueness of the BLT
problem are addressed in [WLJ04]. In the following years extensions of
the BLT problem based on Tikhonov regularization and the diffusion model
were developed: multispectral bioluminescence tomography [HCWO06b,
HWO07, JWO08|, bioluminescence tomography with a simultaneous
adjustment of the optical parameters [HKCWO07]| and with a simulta-
neous reconstruction of the optical parameters [HCKW09, HGC13],
temperature-modulated bioluminescence tomography [HSK™09] and bio-
luminescence tomography for media with spatially varying refractive index
[GCH10]. A summary of the early extensions can be found in the review
article [HWO08]. For a further analysis of the finite element method applied
to the BLT problem, besides the one presented in [HCWO06a], we refer
to [GLYZ08, GC13]. In the last few years two new trends appeared in
the area of bioluminescence tomography, namely using the transport model
and sparse reconstruction methods. Schemes involving an ! regularization
term of the discretized source based on the diffusion model and the trans-
port model are proposed in [LZDT09] and [GZ10a], respectively. Latter
approach is extended in [GZ10b] to an [! plus total variation (TV) reg-
ularization method incorporating either an I' or an {2 residual. The BLT
problem based on the transport model and using the classical Tikhonov
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regularization is analyzed in [HEHL11]. In [Benll, ZLC12] a Poisson
noise model for the BLT problem based on the diffusion approximation is
considered and appropriate reconstruction schemes are developed, where
the data misfit is measured with the Kullback—Leibler divergence and an
I or [° regularization term is used.!

Although many different approaches for bioluminescence tomography
have been proposed in the last ten years, none of them has prevailed in
practice. Consequently, further research is needed in order to find a reliable
reconstruction method that will become widely accepted.

In this work we investigate a novel approach for bioluminescence to-
mography. The basis for this approach is the a priori knowledge that
the source is a piecewise constant function, which is due to the nature
of the bioluminescent source given by tagged cells. Rather than search-
ing for an arbitrary source function, we aim to reconstruct the support of
the source and the corresponding intensity. To face the ill-posedness of
the BLT problem, we stabilize the reconstruction process by a Tikhonov
like functional with a perimeter penalty term. This choice is inspired by
[RRO7], where this stability term is used in the CT framework, and by
[GZ10b], where TV regularization for the BLT problem is incorporated.
This leads to our geometric regularization approach for bioluminescence
tomography based on both models, the radiative transfer equation and the
diffusion approximation.

For the regularized problem, a minimization problem over the non-
linear and non-convex set of shapes, we develop positive answers to fun-
damental questions: existence of a solution, stability and regularization
property. An approximate variational principle is shown, which ensures the
existence of smooth almost stationary shapes near the minimizer. These
findings build the first key contribution of this thesis. These results in the
diffusion based framework were published in [KR12].

To solve the minimization problem, shape optimization methods in-
volving the domain derivative of the Tikhonov like functional are applied.
In contrast to the diffusion model, where the domain derivative of the for-
ward operator is known from the derivation in [Het99], the rigorous cal-
culation of the domain derivative of the forward operator in the transport
model is a challenging task. To our knowledge, it has not been performed
before. We rigorously derive the domain derivative about ball-shaped

IFor the sake of completeness, we note that in nearly all of the mentioned papers
a priori knowledge on the source, like non-negativity or a permissible region for the
support, is implemented by constraining the respective optimization problem.
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sources in the transport model. This forms the second key contribution of
this thesis.

As always in mathematics, the results of this work are not restricted to
the specific application of bioluminescence tomography, but also hold for
application with a similar mathematical structure. For instance, the in-
verse gravimetry problem [Isa06] is similar to the BLT problem based
on the diffusion model; single photon emission computed tomography
(SPECT) [NWO01] is a special case of bioluminescence tomography based
on the transport model, namely the special case without scattering. Fur-
thermore, the BLT problem is closely related to the inverse source problem
occurring in fluorescence tomography [EFS10, KNHO05].

This thesis is structured into four parts. In Part I the general frame-
work covering both models is treated. In Chapter 2 the transport model is
motivated and the diffusion model is derived from it. Then, the Tikhonov
like functional is introduced and the regularized problem under investi-
gation is formulated. Chapter 3 contains an analytical discussion of the
regularized problem: existence, stability and regularization property as
well as an approximate variational principle are developed. This discus-
sion is followed by a self-contained theory for star-shaped domains giving
analogous results.

In Part IT the BLT problem based on the diffusion approximation is
further investigated. The domain derivative of the corresponding forward
operator is derived in Chapter 4 and consequences for the regularized prob-
lem are deduced. In Chapter 5 numerical schemes based on the theoretical
findings are proposed and tested for star-shaped sources in two dimensions.

The BLT problem based on the radiative transfer equation is addressed
in Part III. In Chapter 6 the domain differentiability of the forward oper-
ator in the transport framework is discussed and rigorously derived about
ball-shaped sources. Consequences for the regularized problem follow. The
theoretical results and heuristic generalizations are numerically verified in
Chapter 7, wherein all experiments are performed on star-shaped sources
in three dimensions.

Chapter 8 gives a short summary and an outlook on future research.

In the Appendices, which build the fourth part, supplementary results
are presented in order to complete this thesis. Particularly, we point out
Appendix D and Appendix E, where the singular value decomposition of
the BLT forward operator based on the diffusion model and the domain
derivative of the SPECT forward operator are derived.

Before we get started on the detailed discussion, I want to thank sev-
eral people for their support while writing this thesis. First and foremost,
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I am deeply grateful to my advisor Prof. Dr. Andreas Rieder. He has
provided constant encouragement and friendly guidance through all stages
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discussions and his inputs, particularly on the domain derivative. I thank
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General Framework






CHAPTER 2

Problem Statement

In this chapter we introduce the problem under investigation in this
thesis. We start by presenting two models of light propagation in tissue,
the transport model based on the radiative transfer equation (RTE) and
the diffusion model based on the diffusion approximation (DA). Former is
the “most comprehensive model” [NWO1], but in scattering media latter
is a good approximation reducing the computational costs. Given the de-
scription of light transport in tissue, we can formulate the inverse source
problem of bioluminescence tomography. As this problem is ill-posed, a
priori knowledge on the source term and a penalty term is used to sta-
bilize the reconstruction process. This results in a minimization problem
of a Tikhonov like functional, sometimes also called Mumford—Shah like
functional.

2.1. Mathematical Models of Light Propagation in Tissue

The presentation in this section is based on Chapter 2 of [Kre08] and
the literature mentioned there, namely [Arr02, BGCC99, NWO01], as
well as [CZ67]. For the sake of completeness, the derivation of the two
models is recalled here.

2.1.1. The Transport Model. Let d € {2,3} and X C R? be the
spatial domain, i.e., the object of interest. The propagation of light in this
object consisting of animal tissue follows the laws of particle transport
[Arr02]. To be more precise, we consider the photon flux u = u(x,w,t),

9
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which is the energy density or equivalently the density of photons in the
point x € X traveling into direction w € Q at time ¢. Herein, 2 is the
(d — 1)-dimensional unit sphere S¢~!, the angular domain. The change of
the photon flux in time is the sum of the physical phenomena emission,
absorption, scattering and propagation. In other words, the time derivative
%u satisfies the balance relation, cf. [BGCC99, CZ67|:

o _[on] o] fou] o o
ot B ot em ot abs ot scat ot prop ' .

The first summand in (2.1), evaluated at (z,w,t), describes photons
that are emitted in the spatial point x in the direction w at time ¢. It can
be written as

ou
— r,w,t) =cq(x,w,t),
5] et —aen
where ¢ is the source term and ¢ the constant photon speed.

The second term in (2.1) models the absorption of photons, which is
proportional to the photon flux. Introducing the space dependent® absorp-
tion coefficient o,, we have

{gﬂ @et) = —ena(@)ute.t).

The scattering term consists of two parts,

o] _[ou]  [ou
ot scati ot out ot in.

First, photons coming from the direction w are scattered into a different di-
rection w’. This phenomenon is like absorption proportional to the photon
flux u and thus

[gﬂ , (z,w,t) = —cos(z)u(r,w,t)

holds with the scattering coefficient os. Second, photons coming from
a different direction w’ are scattered into the direction w. To describe
this phenomenon, we introduce the scattering kernel 7, depending on the
spatial variable  and the angle w - w’, that represents the probability of

Iwe point out explicitly that in the general theory the absorption coefficient as well
as the scattering coefficient and kernel might depend on the angular variable w. But
in optical tomography, it is a standard assumption that these quantities are angularly
independent, see e.g. [Arr02, NWO1].
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a photon coming from direction w’ being scattered into direction w under
the condition that this photon is scattered. It is normalized such that

/ n(r,w- -w)dw =1. (2.2)
Q

In view of the first part modeling the condition that a photon is scattered,
we obtain

0
gu (r,w,t) = cas(x)/ n(z,w - wu(z,w t)dw’.
ot |, Q
The last summand in (2.1) characterizes photons traveling without
changes in direction and corresponds to the directional derivative, that is,
0
[u} (z,w,t) = —cw - Vyu(z,w,t).
Ot | rop
Using the characterizations of the summands of (2.1), we obtain that

the photon flux u satisfies the time-dependent radiative transfer equation
10
f—u(x, w,t) +w - Vyu(z,w, t) + op(z)u(z,w,t)
c ot (2.3)

= as(x)/ n(r,w - wu(z,w' t)dw’ + q(z,w,t)
Q

with the total attenuation coefficient oy = o, + os.

In addition to the behavior inside the object, we have to model the
boundary conditions, i.e., photons entering and leaving the domain X.
The sets

0+ (X x Q) ={(z,w) € 0X xQ: w-v(zr) S0}
are called inflow and outflow part of the boundary X x €, respectively.
Herein, v is the outer unit normal to X. Depending on the environment
the experiments are performed in, a function g~ defined on the inflow
boundary describes the incoming photons, that is,

u(z,w,t) =g~ (z,w,t) for (z,w) € O_(X x Q).

In an ideal setting the measurements are taken on the whole outflow bound-
ary and are angularly resolved, that is, we measure the function

g(z,w,t) = u(z,w,t) for (z,w) € 04+(X x Q).

Despite the fact that in practice it is often only possible to measure
angularly averaged [Bal09], i.e.,

/ u(z,w, t)v(z) - wdw for x € 0X
de,
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with
Qr={weQ: w-v(r) =0},

we will assume angularly resolved data in this thesis. This choice is dis-
cussed below.

In the above derivation of the radiative transfer equation and the
boundary conditions we considered the time-dependent case for the sake of
presentation. However, in bioluminescence tomography the photon source
g induced by reporter genes is relatively stable over time [NRWWO05,
‘WLJO04] and thus we change over to the stationary case. Moreover, we
assume that the source is isotropic, i.e., independent of w. This is rea-
sonable knowing that the source is built up of marked cells; it is also a
standard assumption in RTE-based BLT, cf. [GZ10a, HEHL11]. Since
the measurements are usually taken in a dark environment, we restrict
ourselves to homogeneous inflow boundary conditions.

With the definition of the scattering operator

(Su)(z,w) = os(z) /Q n(z,w  wHu(z,w) dw’ (2.4)

we finally obtain the stationary radiative transfer equation in the form
w- Vyu(z,w) + oy (x)u(r, w) — Su(z,w) = ¢(x) for (z,w) € X xQ (2.5)
and the homogeneous inflow boundary conditions
u(z,w) =0 for (r,w) € 0_(X x Q). (2.6)

In view of the time-independence of the photon flux u, the measurements
are independent as well and given by

g(z,w) = u(z,w) for (z,w) € 94 (X x Q). (2.7)

The last three equations build our model of RTE-based BLT in this
work. To be more precise, when we speak of the RTE-based BLT prob-
lem, we refer to the problem of finding the source function ¢ such that the
solution u of the boundary value problem (2.5)—(2.6) meets the measure-
ments (2.7).

With the final form of the RTE model complete, we return to the
discussion of the choice of measurements. Though in practice angularly
resolved measurements are hard to obtain, these are the measurements
to aim for. In case of angular averaging we have to reconstruct the
source function ¢ over a d-dimensional domain given data over a (d — 1)-
dimensional manifold. This lack of information in one dimension leads to
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non-uniqueness of the BLT problem and worsens the ill-posedness.? For
the applications this means that we only get unreliable reconstructions.
Therefore, we restrict ourselves to the angularly resolved framework and
expect that future technology makes these kind of measurements possible
in practice.

We point out that we have not treated the case of photons leaving and
re-entering the domain X explicitly yet. Implicitly we assumed that this
effect does not occur, as the chosen boundary conditions do not allow this
event. Therefore, we assume either that X is convex or that the measure
geometry prevents re-entrance of photons, e.g. in the idealistic setup where
the measurements are taken directly on the boundary.

One drawback of the transport model is that the solution of the ra-
diative transfer equation depends on 2d — 1 variables, thus solving this
is computational costly. Therefore, we derive in the next section a sim-
pler model that is a good description of light propagation in tissue if the
predominant phenomenon is scattering rather than transport [AS09].

2.1.2. The Diffusion Model. In bioluminescence tomography the
scattering length o' and thus also the free mean path between inter-
actions o, ! are typically small compared to the object size. In [Arr02]
it is mentioned that typical values for the coefficients in tissue are o, =
0.01 — 0.1 mm~! and oy = 10 — 20 mm~!. By contrast, [NWO01] refer
to o, = 100 — 200 mm~" as typical values for the scattering coefficient.
The object under observation is usually a mouse and thus the diameter
and length are of a larger order of magnitude than the scattering length.
Therefore, the predominant phenomenon is scattering and the photon flux
is essentially isotropic a small distance away from the source. Hence, we
assume that the photon flux u depends only linearly on w.

To specify this assumption, we introduce the first moments of w:

up(x) = Voll(Q) /Qu(x,w) dw e R,
1

_ d
up(x) = Vol /Qwu(a:,w) dw € R?,

_ 1 T dxd
us(z) = Vol() /wa u(r,w)dw € RC.

2In Section 2.2.2 and Part II of this thesis, where the DA-based BLT problem is
discussed, the effect of the lack of information becomes apparent. Though the model
is different there, the dimension of the data is also one less than the dimension of the
source to be reconstructed.
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The quantity Vol(Q)ug(x) describes the density of photons in the point x
and is therefore known as photon density.

We remark that we still consider the stationary case and assume that
q is isotropic. The derivation of the diffusion approximation in the time-
dependent case and with an anisotropic source can be found in [Arr02]
or [Kre08]. Moreover, we restrict ourselves in this subsection to the case
d = 3. The derivation of the diffusion model for d = 2 is postponed to
the Appendix B.2, as the derivation is identical in principle, only a few
constants differ.

Let us now make the crucial assumption that u only depends linearly
on w, i.e.,

u(z,w) = a(z) +b(z) - w (2.8)
with a real-valued function a and a function b with values in R3. We obtain
these two functions by inserting the ansatz (2.8) in the definition of the
moments ug and ug:

a(x) =up(x) and b(z)=3ui(z).
Herein, we used the identities (B.1) and (B.2) of the appendix

4
/wdsz and /wadw:—WI.
Q Q 3

Consequently, u obeys the form
u(z,w) = up(x) + 3ui(x) - w. (2.9)

Furthermore, we can apply the Funk—Hecke formula (A.4) to the scat-
tering kernel and observe

/ Wn(z,w- ') dw =n1(z)w (2.10)
Q
with )
m(z) = 47r/ n(x, t)tdt.
-1

Now we have all quantities needed at hand and can derive the diffusion
approximation from the radiative transfer equation. Integration of latter,
i.e., equation (2.5), over Q leads to

V- ui(z) + oa(x)ug(x) = q(x), (2.11)

where we used the normalization (2.2) of 1. Multiplying the radiative
transfer equation (2.5) by w and then integrating over 2, we obtain

(V- uz(2)T 4 oy (z)uy (x) — 71 (x)os(z)uy (z) = 0. (2.12)
To clarify the last step, we recall (2.10) as well as (B.1), i.e., [,wdw = 0.
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The next step is to eliminate the term o from (2.12). Inserting the
form of w (2.9) in the definition of us, we observe the relation

1
(V . UQ)T = gVUO ,

since

/wadw:ﬂTI and /(w-a)wadwzo.
Q 3 Q

Both integrals are calculated in Appendix B.1, compare equations (B.2)
and (B.3). Thus, we are able to eliminate ug and the equations (2.11) and
(2.12) become the following system of differential equations:

V- uy +oaup =q,

1 2.13
§Vu0 + (00 +0)u; =0 ( )

with the reduced scattering coefficient o, = (1 — 77)os. From the second
equation in (2.13) follows immediately that

1
= -DV ith D= ———. 2.14
Uy ug Wi 3(oat o)) ( )
The factor D is called diffusion coefficient. The use of the last relation in
the first equation of (2.13) finally yields the diffusion approximation

— V- (DVuw) +0augp =¢q in X. (2.15)

Sometimes we will also refer to this differential equation as diffusion equa-
tion.

In order to complete the diffusion model, we transfer the boundary
conditions. Integrating the homogeneous inflow boundary conditions (2.6)
weighted by v - w over the inward pointing directions, we obtain

/ v(z) wu(z,w)dw=0 forxe€dX.
() w<0

For the simplification of the left-hand side we observe that

2
/ v-wdw= -7 and / (V~w)wdw:—7rl/
v-w<0 v-w<0 3

for v € Q. These integrals are derived in the appendix, cf. (B.4). Now we
write u in the form (2.9) and use the identity (2.14) to deduce the Robin
boundary condition

9
uo + QD% —0 ondX. (2.16)
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The measurement in the diffusion model is the angularly averaged outflow,
i.e., the weighted integral of (2.7) over the outward pointing directions,

go(z) = / v(z) - wu(z,w)dw for z € 0X.
(z)-w>0

In view of the homogeneous inflow boundary condition (2.6), the definition
of u; as well as the formula (2.14), the measurements can be rewritten as

go(z) =v(z) - ui(z) = —=D(x)v(z) - Vup(z) for x € 90X,

which is nothing other than the Neumann boundary condition

D% =—gp onoX. (2.17)

The equations (2.15)—(2.17) form the diffusion model of biolumines-
cence tomography. The DA-based BLT problem is to find the source func-
tion ¢ such that the solution wug of the boundary value problem (2.15)-
(2.16) satisfies the measurements (2.17).

Let us shortly and for the last time in this thesis come back to the
two-dimensional diffusion approximation. As we derive in Appendix B.2,
the photon density with no incoming photons is described by the boundary
value problem

-V (DVUO) + o.ug =¢q in X,
7 Oug
U —D—=0 ondX
o+ 2 Ov
with the adapted diffusion coefficient
B 1
-~ 2(0at0l)’

This adaption is also the only change in the measurements, which are

8u0

D—=-

By 90
We observe, this is also mentioned before, that the only difference are
the coefficients in the differential equation and in the boundary condition.
However, the type of the differential equation and boundary condition
remains the same and thus the properties of the direct and also inverse
problem are conserved. For the ease of presentation, we will only consider
the three-dimensional diffusion model, i.e., equations (2.15), (2.16) and
(2.17), independent of the value of d, though we are aware that for d = 2
the transferred model has different coefficients. In fact, the case d = 3 is
the case occurring in practice.

on 0X .
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FIGURE 2.1. Sketch of the geometry and time of travel.

2.2. Bioluminescence Tomography Problem

Based on the developed models of photon propagation in tissue, we
now want to analyze the problem of bioluminescence tomography in more
detail. We recall the problem statement: Given the measurements g in the
transport model or gq in the diffusion model, find the source function ¢ such
that the equations (2.5)—(2.7) or (2.15)—(2.17) are satisfied, respectively.

In the following we formalize this problem for each model separately
and sketch the ill-posedness. These insights build the foundation and
motivation to the regularization scheme introduced in the next section.

2.2.1. RTE-based BLT Problem. Let us begin by stating the as-
sumptions on the domain and the coefficients in order to obtain a well-
posed direct problem. When working in the transport setting and not
mentioned otherwise, we assume that X is a bounded domain with suf-
ficiently smooth boundary (at least Lipschitz continuous) and that the
coefficients oy, 0 are non-negative and in L>°(X) as well as that the ker-
nel 7 is also non-negative and satisfies the normalization condition (2.2),
ie.,

/n(m,w-w’)dw'zl for a.e. (z,w) € X x Q.
Q

Additionally, we assume the subcritical situation: There exists a positive
constant o such that

0,=0y—05>00>0 a.e onX. (2.18)

Next we introduce the function spaces we work in and present im-
portant properties of them. For p € [1,00] let LP(X x Q) be the usual
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Lebesgue spaces on the manifold X x € and
WP=WPXxQ)={vel’XxQ):w-Vve LP(X xQ)},
WP =WP(X xQ) ={veWP(X xQ):v|sp_(xxa) =0}.
We point out soon how to understand the trace condition v|y_(xxq) =0
in the latter definition. Both spaces, W? and W?, equipped with the norm

[ollwr = [[v]lLr + [l - Vol Lo

are Banach spaces. For p € [1,00[ the space C®(X x Q) is dense in
WP(X x Q) [DLOOb]. Moreover, we know from [DLOOb, Chapter XXI,
§2.1] that for v € WP(X x Q), p € [1, o0], the identity
%v(:c + tw, w) L Vo(z,w) (2.19)

holds for almost all (z,w) € X x Q, where all derivatives are understood
in the weak sense.

For functions in L'(X x ) there is a standard change of variables
result. To formulate it, the time of travel is needed, which is defined by

Ti(z,w) =sup{t: ztswe X for 0 <s <t} for (r,w)e X xQ.

For an illustration of the time of travel we refer to Figure 2.1. The change
of variables result, which is adopted from [CS99, Lemma 2.1], is now the
following lemma:

Lemma 2.1. Foru € L1 X x Q) holds

// u(z,w dxdw—//aX /Ti e u(y £ tw, w)|w - v(y)| dt du(y) dw

with 0Xy + = {z € 0X: v(z) -w < 0} and dp the surface measure on 0X.

This Lemma is used to prove the following trace theorems. The idea
to show these is to apply the mean value theorem on each line {y —tw:te
[0,2]} for £ < 7_(y,w) and (y,w) € O1 (X x Q) and to use this to estimate
[v(y,w)|. If p = oo, the statement is an easy observation. In case p € [1, 00|,
integration of this estimate together with Lemma 2.1 yields the next two
statements. The detailed proofs can be found in [Ces84, Ces85].

Lemma 2.2. Let ¢ > 0 be an arbitrary constant and the measure d€+ on
91 (X x Q) be defined by dés(y,w) = w-v(y)| max{r¢(y,w), c} dwdpu(y).
Then the trace operator

Y WP(X x Q) = LP(0+(X x Q), d€x), v v|o, (xxq)

is continuous and surjective for p € [1,00].
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By this Lemma we see how to interpret the trace condition in the
definition of the space W? (X x Q). For functions in this space the trace
is even in a smaller space, namely:

Lemma 2.3. For p € [1,00] the trace operator
Yt WE(X x Q) = LP(04(X x Q), |w - v[dwdp), v vlg, (xxa)
s continuous.

The space W” (X x Q) is the actual space we look for a solution of the
boundary value problem (2.5)—(2.6), which we recall for convenience

w-Vu+ou—Su=¢q inX xQ,

u=0 ond_(X xQ). (2.20)

For the differential operator on the left-hand side we introduce the notation
L, that is,
L:D(L) C LP(X x Q) —» LP(X x Q),

u— Lu=(w-V+od—Su (221)

with D(L) = WP (X x Q). Using this, the boundary value problem (2.20)
can be written as

Lu=gq withueD(L).

We point out that the operator w - V is unbounded from LP(X x ) into
itself. In contrast, the operator oI and the scattering operator S defined
in (2.4) are bounded between this space. Former statement as well as the
latter for p = oo is an easy consequence of the boundedness of oy and oy
and the normalization of n in (2.2). To observe the continuity of S for
p € [1,00[, we set p such that 1/p+1/p = 1 and apply Holder’s inequality

as well as the normalization of 7:
as(x)/ n(z,w - wu(z,w) dw’
Q

Isull = | [
X JQ
p/p
<ttt [ [ ([ nwrw) ) [ s o)uteo) aof dwdo
X JQ Q Q

= llos|iZ [z -

p
dwdx

In the forthcoming analysis and especially in Section 6 we make use
of an equivalent formulation of the boundary value problem (2.20) as an
integral equation. Let us define the integral operators KC, P: LP(X x Q) —
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LP(X x Q) by
T (z,Ww) t
Kv(z,w) :/ exp </ oy (x — sw) ds> Sv(z —tw,w)dt, (2.22)
0 0

Po(e,w) = /0 Y <— / ool — sw) ds> oz — tw,w)dt (2.23)

0

for (z,w) € X x Q. Both operators are bounded. This is obvious in case
p=o0. If p € [1,00], by rewriting P in the form

Po(y + rw,w) :/ exp (—/ o (y + sw) ds) v(y + tw,w) dt
0 t

with (y,w) € 0_(XxQ) and r € [0, 74 (y,w)], using [, o¢(y+sw)ds > oor
and applying Lemma 2.1, we observe that

7+ (y,w)
|Pol, //8X / |(Pu(y + rw,w) ‘ dr|w - v(y)| du(y) dw

d X
. gm0 (1 - emrmotmmCO) oz,
Ppoo

since for almost every (y,w) € 9_(X x Q) holds

T+ (y,w) »
/ |(Pv(y+rw7w))‘ dr
0

rhyw) o pr r
S/ rp/p/ exp <p/ Ut(y+SW)d5) |v(y + tw,w)|” dt dr
0 0 t

s T. Y,w
S M(l_efpa’odiam()()> / + )‘U(y+tW,W)|pdt
poo 0
Herein, p is again such that 1/p + 1/p = 1 and diam(X) denotes the
diameter of the domain X. In view of K = PS, the operator K is also
continuous.
Multiplying the radiative transfer equation at a point (x—tw,w) by the

integrating factor exp( fo op(x — sw ds) and integrating with respect

to t over the interval [0,7_(x,w)| leads now to the equivalent integral
equation
(I -Ku="Pq, (2.24)
cf. e.g. [CS99]. Herein, we interpret P: LP(X) — LP(X x ) in the
canonical way via embedding of L?(X) into LP(X x Q).
There is a variety of approaches to show existence and uniqueness of
the solution u € LP(X x Q) of the boundary value problem (2.20) under the
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subcritical condition (2.18). In [CZ67] and [ES13] the integral equation
(2.24) is transferred into a fixed-point problem and unique solvability is
shown for this. In the former reference the cases p = 1 and p = oo are
treated, whereas in the latter the case of general p € [1,00] is handled
with less restrictive conditions on the coefficients than condition (2.18).
Another way to show existence and uniqueness of the solution is via a
reformulation of the boundary value problem as a variational problem.
This approach is presented in [Ago98] for p € [1,00[. A third possibility
is to use the framework of semigroup theory as presented in [DLO0Oa,
DLO0O0Db], for instance. This seems to be the standard approach in RTE-
based inverse problems, see [Bal09, CS96], and to be the most complete
theory in LP spaces.

The following existence and uniqueness results is recalled from §2 of
Chapter XXI in [DLOODb]:

Lemma 2.4. Forp € [1,00] and ¢ € LP(X x Q) the boundary value prob-
lem (2.20) has a unique solution u € W (X x Q) depending continuously
on q.

Corollary 2.5. The operator L= from LP(X x Q) into itself is bounded
for p € [1,00]. It is even bounded between LP(X x Q) and W¥(X x Q).

Finally we have all definitions and properties at hand to define the
(linear and bounded) forward operator of RTE-based BLT by

A: LP(X) = LP(04(X x Q), |w - v|dwdp) =V,

- (2.25)
qg—v+L7q.

By means of this operator, the radiative transfer equation based bio-
luminescence tomography problem can be written as:

Problem 2.6 (RTE-based BLT Problem). Given the measurements
g € R(A), find a source function q € LP(X) such that

Ag=g.

Herein, R(A) denotes the range of the operator A.

We finish this subsection giving two examples in which the ill-posed
character of the Problem 2.6 becomes apparent. Moreover, they help to
understand the RTE-based BLT better and build bridges to another well-
known inverse problem, namely the single photon emission computed to-
mography (SPECT). These examples are standard special cases in trans-
port theory, see for instance [CZ67, Bal09].



22 2. Problem Statement

Example 2.7 (Purely absorbing media). Let X be convex with 0 € X
and o5 = 0. Latter implies that L = 0 and in this setting the RTE-based
BLT problem consists of finding ¢ € LP(X) given

T (z,Ww) t
g(z,w) = v Py(z,w) = / exp <—/ or(x — sw) ds) q(z — tw) dt
0 0

for (z,w) € 04+(X x ). Up to renaming of the variables, this is exactly
the problem arising in SPECT, see [NWO01]. Extending oy, as 0 outside of
X and introducing the attenuated ray transform

Prq(y,w) = /Rexp (— /too o (y + sw) d8> q(y + tw) dt

forw € Q and y € wt = {z € R?: 2.w = 0}, the RTE-based BLT problem
can be recasted as reconstructing ¢ given its attenuated ray transform. For
d = 2 inversion formulas for the attenuated ray transform were developed
in [NatOla, Nov02] assuming mild regularity of the coefficient oy and
the source ¢.> By considering hyperplane by hyperplane, or slice by slice,
these results can be extended to d = 3, see [Nov02]. Consequently, the
operator Py, is injective and the problem uniquely solvable.

We note that the mentioned inversion formulas can be implemented
generalizing the filtered backprojection algorithm of X-ray computed to-
mography. For details see [Kun01, Nat01la].

Next we will observe that P,, is a compact operator between suitable
spaces for sufficiently smooth coefficients oy. So let p = 2. We set T =
{(y,w) € R x Q: y € wt} and the space L*(T) to be the Hilbert space

with norm
vl z2(r / / u(y,w)|* dy dw .

Moreover, we assume that oy is sufficiently smooth. In [Hei86] it is shown
that the two-dimensional attenuated Radon transform, which coincides
with the attenuated ray transform P, in two dimensions up to nota-
tion [NWO1], smoothes of order 3 in Sobolev scale. The corresponding
smoothing result for a broad class of weighted ray transforms, covering P,,
also in case d = 3, is derived in [SU12]. From these findings we conclude

that the operator P, : L?(X) — L?(T) is compact.

3n fact, p > 1 and oy € L*® (Rd) with compact support is sufficient to apply the
Novikov inversion formula, cf. [Nov02].
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In order to transfer this result back to the operator P, we observe,
similar to the proof of Lemma 2.1 above presented in [CS99], that

[ ot rewdi= [ v@b@) vl (@20

X+

holds for v € L'(9X,, ). Consequently,

17+ Pally, = 1 Po.qllpz(r) -
With the observations above follows immediately that the forward operator
A is compact and that the RTE-based BLT problem is ill-posed, at least
for the special case o5 = 0 we consider in this example. However, the
ill-posedness is rather mild, recalling the injectivity and the smoothing of
order % in Sobolev scale.

Example 2.8 (Isotropic scattering). Let X be convex and scattering be
isotropic, i.e., let the scattering kernel 1 be independent of the angle w-w’.
In view of the directional independence of

1 / /
Vol(Q)/Qu(x’w>dw’

the radiative transfer equation becomes

Su(x) = Su(z,w) = os(x)

w-Vu(z,w) + oy(z)u(z,w) = q(x) + Su(z) with uls_(xxo) =0. (2.27)

Defining the right-hand side as a function f in the spatial variable =z,
we have seen in the last example that f is uniquely determined by the
boundary measurements of u on 904 (X x Q). Given now the function f,
we obtain u solving the boundary value problem (2.27). The source term
q is now easily recovered by ¢ = f — Su.

Though the RTE-based BLT problem is uniquely solvable in this spe-
cial case, the calculation of g uses the ’inversion’ of the attenuated ray
transform, a compact operator. The problem is therefore ill-posed.

The main observations of the last two examples, i.e., the unique solv-
ability and the ill-posedness of the RTE-based problem due to the relation
to the SPECT problem, can be extended to the general anisotropic case.
Under a smallness assumption on the anisotropic part of the scattering
kernel 7 in a suitable norm* and a smoothness assumption on oy, it is
shown in [BTO07] that

Qg =(I—-K)q

4More precisely, the Fourier coefficients of n with respect to an expansion in the
angular variable have to decay sufficiently fast. See [BT07] for details.
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holds with a contractive operator K : L?(X) — L?(X) depending linearly
on 7). Herein, Q: Yo — L?(X) denotes the formal inverse of v, P obtained
by an inversion formula for the attenuated ray transform, i.e., Qy,P = I.
It follows that ¢ can be reconstructed using the Neumann series

q= ZK"Qg.
n=0

Moreover, in the general case where the smallness assumption does not
hold, the operator K is compact. This is explained in [BT07] using com-
pactness results of [MK97].° By the Fredholm alternative, cf. [Wer07], ¢
is uniquely determined via

g=(I-K)"'Qg

if and only if 1 is not an eigenvalue of K.

2.2.2. DA-based BLT Problem. For convenience and in order to
improve the numerical stability, we start by recasting the measurements
in the diffusion model. By subtraction of the Robin boundary condition
(2.16) from the Neumann data in (2.17), we obtain the Dirichlet boundary
values

up =2gp on 0X. (2.28)

Moreover, we simplify the notation by omitting the subscript 0 in ug and
redefining g = 2go. Though the notation coincides with the one in RTE-
based BLT, it will be clear from the context which model is under consid-
eration or if we present the unified theory.

Let us now prepare the introduction of the forward operator. If not
required otherwise, we will assume in the diffusion model that X is a
bounded domain with sufficiently smooth boundary (at least Lipschitz
continuous) and that D,o, € L*(X) are bounded away from zero by
constants Dy and oy, respectively: 0 < Dy < D and 0 < 0p < 0, almost
everywhere in X. When speaking of the solution u of the boundary value
problem

—div(DVu) + oau=¢q in X,

2.29
u—|—2D@:O on 0X , ( )
v

5In [BT07] smoothness of ot, i.e. oy € C2(X), is assumed to show compactness
of K. Since for the Novikov inversion formula [Nov02] and the compactness results in
[MK97] only oy € L>°(X), oy > 0 is needed, we think compactness of K holds under
our general assumptions.
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we refer to the weak solution. In other words, u € H'(X) is the solution
of the variational formulation

1
/(DVU'VU+UaUU)d$+*/ uvdM:/ qudz for allv e H'(X).
b's 2 Jox b's

In view of the Lax—Milgram lemma, see e.g. [AHO05], the weak solution
exists and is unique for every ¢ € H~1(X), where H~1(X) is the dual
space of H!(X). From a standard trace theorem, cf. [Hac92], we know
that the trace u|gx lies in H'/?(0X) and
luloxlly o, < ellullrc

holds with a constant ¢ € R. As we expect noisy measurements, we weaken
the regularity of the data range and define the forward operator of DA-
based BLT by

A: L3(X) — L*(0X),

(2.30)
q— ulax,

where u € H(X) is the solution of the boundary value problem (2.29).
By means of this operator the diffusion approximation based biolumi-
nescence tomography problem can be written as:

Problem 2.9 (DA-based BLT Problem). Given the measurements
g € R(A), find a source function q € L*(X) such that

Ag=yg.

We point out that Problem 2.9 is ill-posed: it suffers not only from
the instability due to the compactness of A, but also from non-uniqueness.
The compactness of A is obtained by the compact embedding of H'/2(9X)
into L2(0X), see [AHO5]. Additionally, the singular value decomposition
for constant coefficients D, o, and a ball-shaped object X is derived in
Appendix D. In Theorem D.2 it is shown that, in this special case, the
singular values asymptotically decay like n=3/2 .6

To understand the non-uniqueness, we generalize a result on the null
space of A [WLJ04, Proposition B.1], which we denote by N'(A).

Lemma 2.10. There exists an isomorphism T: HY(X) — H~Y(X) such
that

T(Hy(X))NL*(X) =N(4).

6Since in this special case the coefficients D, o, as well as the boundary 0X are
smooth, the data Aq particularly lies in the smoother space H3/2(8X), cf. [Hac92].
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If, additionally, D € W% (X) holds, then
T(HF(X)) = N(4).

PROOF. Let T be the bounded linear operator between H'(X) and
its dual H~1(X) defined by

ur (Tu)(v) = a(u,v),

where a is the bilinear form corresponding to the boundary value problem
(2.29), that is,

a(u,v) = / (DVu - Vv + oauv) dz + 1/ wvdpy.
X 2 Joax
It follows from the Lax—Milgram lemma that T is bijective.

We start showing that the specified sets are contained in the null space
of A. Let ¢ be in T(Hj(X)) N L*(X). Then we find a u € H}(X) with
Tu = q. From the definition of T follows directly that u satisfies the
boundary value problem (2.29). As u|gx = 0, the identity Ag = 0 holds.

In the case D € WH(X), we see, using integration by parts, that
T(HE(X)) C L?*(X). The inclusion is now an immediate consequence.

We turn to the other direction of the inclusion. Let ¢ € AM(A) and
u be the solution of the boundary value problem (2.29). We see directly
that ¢ = Tu and u € HE(X). If D € WH*°(X), regularity theorems, see
e.g. [Hac92], and the integration by parts formula imply v € H3(X). O

So we see that the null space of A is very large. In the following
example we find that even ball-shaped sources cannot be reconstructed
uniquely. In addition, this example shall serve to get a better feeling of
the challenges in DA-based BLT.

Example 2.11. Let 0 < p < R and X be the ball of radius R and center
0, X = Bgr(0), and let the source be ball-shaped with constant intensity
A >0, ¢ = Axg with G = B,(0). We identify ¢ with the pair (X, p) in
this example. Moreover, let the coefficients D, o, be positive constants.
From regularity theorems, cf. [Hac92], we know that the solution u of the
boundary value problem (2.29) lies in H?(X) in this case. In particular, u
is continuous in X by Sobolev embedding theorems, see e.g. [AHO5].

Now we want to express u and especially its trace in terms of the
fundamental solution of the diffusion equation and then gain the crucial
insight. We describe the three-dimensional case in detail and just remark
the similar result in two dimensions.
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In dimension d = 3, it is easily verified, using the representation of the
Laplace operator in polar coordinates’, that the fundamental solution of
the diffusion equation with constant coefficients is given by

—olz—y]|

€ - g,

— i # y with 0 = =
‘x | or Yy Wi g

We expand the fundamental solution ® in terms of spherical harmonics
H; ,,, spherical Bessel functions j; and spherical Hankel functions of the
first kind h;. Details on these special functions are found in the Appendices
A.2 and A.3. Analogous to Theorem 2.10 in [CK98| we obtain:

P(z,y) =

e_o‘x_yl

~ o l
To g~ D 2 M D A @i G Fn @ (231

for || > |y| and with & = a/|z| as well as § = y/|y|. This series converges
absolutely and uniformly on compact subsets of {(z,y) € R3 x R3: |z| >
ly|}. Additionally, the same convergence statement is true for the series of
the term by term derivatives with respect to |z| and |y|.

In view of the smoothness of ®(z,-) in X \ {z}, the regularity of u
and Green’s second identity, we obtain similar to [CK98, Theorem 2.1]
Green’s representation formula

u(z) = [ q(y)®(x,y)dy
/X (2.32)

ou 0
+ [ |ewDGhm) - wnD e du

for 2 € X. We analyze the domain integral in more detail by applying the
expansion of the fundamental solution (2.31) to it. Recall that ¢ = Ax¢
with G = B,(0) and let p < |z| < R. Then

/q(y)‘b(ﬂr,y) dy:k/ O(z,y)dy
X 9(0

:WA/ S S WO @l B (@il Hin (3

0(0) =0 m=—1
l
:-42 S b0 Gile)) Hym (@ )/ . jl(ar)dr/ Hom(8) 0.
1=0 m=—1 52

7A1ternatively, it can be deduced from the fundamental solution of the Helmholtz
equation given e.g. in [CK98]|.
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Due to the orthonormality of the spherical harmonics Hj,,, the series
reduces to one summand, which we can simplify using the explicit form of
the special functions of low order, cf. Appendices A.2 and A.3:

~ ) -
[ atwe(e.g) dy =~ Gila) Hoo(@) [ o%ioGir)dr [ ool ds
X 0 S2

P sinh(3
.2 SIHN(O'T')

_ T W
= D)\ho (02|x\)/0 = dr
A1)~ pcosh(ap)  sinh(ap)
— S il (220
Aeolal ~ .
= G—Tx‘(op cosh(op) — sinh(cp))
a

for x € R? with p < |z| < R.
Consequently, the domain integral in (2.32) takes the same value for
all pairs (A, p) with

A(apcosh(ap) — sinh(ap)) = A(Fpcosh(ap) — sinh(ap)) (2.33)

for fixed |z|. We note that the function ¢ — ¢ cosh(¢) —sinh(¢) is monotone
increasing on R. Since the boundary integrals in (2.32) are determined by
the measurement and Robin boundary condition, we observe that infinite
many ball-shaped sources solve the DA-based BLT problem 2.9. Given one
solution (A, p), a second (A, p) is obtained by increasing A and decreasing
p, or vice versa, such that (2.33) is satisfied.

In dimension d = 2, an analogous result holds true. In this case the
fundamental solution of the diffusion equation is given by

1 ~
(b(x7y) = %KO(le - y‘) 5

where 0 = /0,/D as before and K denotes the modified Bessel function
of second kind of order 0, see Appendix A.3. Using an addition theorem
for Ky, more precisely, Formula 11.41(8) in [Wat52], and performing the
same steps as above, we obtain: The pairs (), p) and (X, 5) solve the DA-
based BLT problem 2.9 with identical data if

NoT1(5P) = ApL (Gp)

Herein, I; is the modified Bessel function of first kind of order 1, cf. Ap-
pendix A.3.
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2.3. Regularized Problem under Investigation

In the last section we have seen that the RTE-based and the DA-
based BLT problem are ill-posed. Though the RTE-based BLT problem is
uniquely solvable, the DA-based BLT problem suffers from non-uniqueness.
Consequently, we have to incorporate both a priori knowledge and regu-
larization schemes in order to get reliable reconstructions [Kir11l, Rie03].
The approach presented here is the same as in our previously published
work [KR12], but now covering also the RTE-based BLT problem.

We want to do this in an unified framework. The forward operator
A is introduced in (2.25) and (2.30) for the transport model and diffu-
sion model, respectively. The image space of A is denoted by ), that is,
Y=Y =LY 0:(X x Q),|w-v|dudw) in the RTE-based setting and
Y = L%(0X) if the DA-model is considered. There are two main reasons
we restrict ourselves to the case p = 1 in RTE-based BLT. First, this is a
natural choice from a physical point of view, because the L' norm of the
solution u of the transfer equation (2.20) is the total number of photons
in the object X [Dor98]. Second, this choice is crucial for the calculation
of the domain derivative in Chapter 6, as some integrals do not exist for
p =2

Let us begin with the discussion of the a priori knowledge used in the
reconstruction process. As mentioned in the introduction, the biolumi-
nescence sources are marked cells. The light intensity of every living cell
is determined by the used marker, more precisely by the luciferase, and
constant over the cell. Surely we are not able to resolve every cell, but still
on a structure, e.g. a tumor, we may assume a constant intensity. Due to
dead cells in this structure, we do not know the exact strength over it, but
it will lie 'near’ the intensity of the used cell line. Additionally, the source
function vanishes outside of the cell structure. Consequently, we assume
that the source function can be modeled by

I
= Nixc. (2.34)
=1

where x¢, is the characteristic function of a measurable set G; C X and
i € [A;; M) = A;. The number I is fixed and has to be set in advance.®

8We note that a rough estimate of the number I of sources inside the object is
obtained from the measurements. It can be approximated by the number of local
maxima of the photon density on the boundary. Further discussion on this topic and a
numerical example where I is overestimated are found in Section 5.2.5.
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Moreover, we assume G; C X; for an open subset X; C X since an a priori
knowledge about the location of the sources may be available.

We use the notations A = (A1,...,Ar), G = (Gy1,...,Gy) and A =
Ay X -+ x A;. In order to analyze the BLT problem and develop some
reconstruction algorithms in the following, we will write it as a nonlinear
operator equation F'(\,G) = g. Herein, the forward operator F is given
by

F:AxL — Y,

I
2.35
MG = > NAxe, (2.35)
i=1
with £ = Lx, x --- x Lx, and Ly, denoting the set of all measurable

subsets of Xj.
So the inverse problem of the bioluminescence tomography in the uni-
fied notation and under these assumptions can be written as:

Problem 2.12 (Unregularized Problem). Given the measurements g, find
an intensity vector A € A and a tuple of sets G € L such that

F\G)=g.

As the nonlinear forward operator F' is closely related to the linear
forward operator A, the ill-posedness of Problem 2.6 and 2.9 is trans-
ferred to this problem. To face the ill-posedness, Problem 2.12 has to be
regularized. For this, we combine two ideas, one from bioluminescence
tomography related research and one from the field of shape optimization
in inverse problems. In [GZ10b] a total variation (TV) regularization
scheme for general sources in bioluminescence tomography is proposed.
For X-ray computed tomography (CT) and SPECT a so-called Mumford—
Shah like approach, which essentially penalizes the perimeter, is presented
in [RRO7, KRR11]. More precisely, we will consider regularization with
the total variation, also called BV semi-norm (see e.g. [ABMO6] for de-
tails), of >, X, as penalty term, that is,

1
> vl

The BV semi-norm of ) . xq, is identical with the perimeter of the
sets G, see e.g. [ABMO6], and will be denoted by

I I
Per(G) = Y Per(G;) = > [D(xe,)l- (2.36)
=1 i=1



2.3. Regularized Problem under Investigation 31

We point out that in case of a Lipschitz domain G; the perimeter coincides
with the (d — 1)-dimensional Hausdorff measure of 9G;.

The expected effect of the perimeter penalty term is to smooth the
boundary of the reconstructed domain. In view of the identity (2.36), we
observe that the regularization term coincides exactly with the one used
in [RR07, KRR11] and that it only differs in the missing scaling with
the intensities \; from the one of [GZ10b]. In using the unscaled version
of the penalty term Zle ID(xg,)| rather than Zle ID(Xixc,)|, we incor-
porate the nature of bioluminescence tomography: The intensity variable
A depends on the used type of marker, whereas the geometric variable G
depends on the marked cells only. Hence, we treat both variables indepen-
dently of each other. As we will see in Theorem 3.5 below, the use of the
unscaled penalty term leads to a geometric reconstruction independent of
the signal intensity, i.e., independent of the used marker, which is desired
in applications. Furthermore, the penalization of the perimeter reflects the
uniform growth of cell structures leading to sources with small perimeter
compared to their volume.

So the problem under investigation is:

Problem 2.13 (Regularized Problem). Minimize the Tikhonov like func-
tional

T\ G) = %HF(A, G) — g|l% + aPer(G) (2.37)

over Ax L. Herein, we set p =1 in the transport and p = 2 in the diffusion
model.

As already mentioned above, a similar approach was used by Ramlau
et al. [RR0O7, KRR11] for CT and SPECT and they called the functional
of type J, a Mumford—Shah like functional. The name refers to a similar
objective functional with applications in computer vision introduced by
Mumford and Shah in [MS89].

Let us note that in the stated framework the source ¢ is essentially
the same under changes on a set of measure zero. Also the perimeter is
invariant under such alterations [Giu84]. Therefore, it is reasonable to
consider equivalence classes of the measurable domains G;, i.e., domains
that coincide but on a set of measure zero, rather than an explicit repre-
sentative.






CHAPTER 3

Analysis of the Regularized Problem

In this chapter we analyze the problem of minimizing the functional
Jo defined in (2.37) in detail. The problem is non-standard, since we op-
timize with respect to a geometric variable, more precisely the shape, and
the set of shapes is nonlinear and non-convex in general [DZ11]. Nev-
ertheless, we give answers to the main questions of optimization theory.
We work in the unified framework covering both models of light propaga-
tion and point out model-specific results in due course. The presentation
starts with existence, stability and regularization results. Since the mini-
mization functional J, is neither differentiable nor one-sided directionally
differentiable with respect to general measurable sets, we approximate it by
smooth domains and develop an approximate variational principle based
on Ekeland’s e-variational principle. We finish this chapter presenting a
similar theory for star-shaped domains, where we can work on the linear
space of parameterizations rather than on a set of shapes. This linear
structure is essential for the numerical implementation in Chapter 5 and
Chapter 7.

The theory presented in this chapter was published before in [KR12]
in the DA-based BLT framework. These results are adapted and extended
in order to fit both models. Moreover, we broaden the star-shaped frame-
work and consider also the center points as unknowns.

33
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3.1. Existence, Stability and Regularization Property

Let us study the minimization problem 2.13 in this section. We recall
it for convenience:

Minimize Jo (A, G) = 1||F()\, G) — gl + aPer(G) over A x L.
b

As mentioned in the last chapter, £L = Lx, x --- x Lx, with Lx, denoting
the set of all measurable subsets of X; and A = Ay x --- x Ay, where A;
are compact intervals [\;, \;].

We proceed similar to [RR10], where existence, stability and regu-
larization results for a minimization problem akin to Problem 2.13 in the
L? setting, i.e., Y being an L? space, under an injectivity assumption was
proven. However, these results are not directly applicable to either of our
two models, as we consider ) being an L' space in RTE-based BLT and
the DA-based BLT forward operator does not satisfy the injectivity prop-
erty postulated in [RR10]."! Therefore, we present a different analysis of
Problem 2.13 using the constraint on A € A to obtain a compactness result
and covering also the L! case.

We point out that the following analysis is valid for every operator
F: A x L — Z that can be written in the form B> A\;xq,, where Z is
a Banach space and B a linear and bounded operator from L?*(X) to Z.
In view of the boundedness of X, it is an easy consequence of Hdolder’s
inequality that every linear and bounded operator from L'(X) to Z satis-
fies this continuity condition. In particular, the RTE-based BLT forward
operator is also bounded from L?(X) to ).

3.1.1. Existence of a Solution. When considering a minimization
problem, a fundamental question is the existence of a solution. In the fol-
lowing theorem we observe that the Tikhonov like functional .J, possesses
a minimizer:

Theorem 3.1 (Existence of a Solution). For any a > 0 and any g € Y
there exists a solution (\*,G*) € A x L of Problem 2.13:

Ja(\,G*) < Ju(\G)  forall(\,G) €A X L.

1Actually7 we think that the injectivity assumption in the cited article, [RR10,
Assumption 3], can be weakened such that only injectivity needs to hold with respect
to span{xg,: ¢ = 1,...,I} for fixed but arbitrary UGi = X. In this framework the
DA-based BLT forward operator would fit if I = 1. But in the case I > 2 even this
assumption is not satisfied. A counterexample can be constructed in a ball using a
ball-shaped source enclosed by a ring-shaped source.
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ProOOF. The functional J, is bounded from below by 0, so that there
exists a minimizing sequence {(A\", G™)},en, decreasing in J, and satisfy-
ing

n— oo

lim J,(A\",G") = (;I,ICE) Ja(A,G).

W.lLo.g we assume that J,(A\°, GY) < co. As
aPer(G™) < J,(\",G™) < Jo(A\°,GY) for all n € Ny,
and G" = (GY,...,GY}), we have

A0, G)

Ja .
Per(G}') < Per(G") < ( foralmeNpandi=1,...,I.

«

Then, by the compactness of sets of finite perimeter [DZ11, Theorem 6.3
in Chapter 5], there exists a set G; € Lx, such that for a subsequence

{G?i}k holds
X a1 = Xg+ in LX) ask— oo.
G,k !

1
Using again the compactness of sets of finite perimeter, we find a subse-
quence {n?} of {n}}r and a set G} € Lx, satisfying

X n2 = Xg: in LY(X)ask— oo.
G,k 2

2

Applying this argument inductively, we obtain a subsequence {nj}, =
{nl}) such that for all i the above L' convergence holds, i.e.,

Xk %XG: in Ll(X) as k — 0o.
Since

dx

1 = hm ng — *
L k~>oo‘/X|XGi XG:

= lim / IXgm — Xa: P dz = lim [[xgre — xan
X i g k—o0 i K

0 = 1. np — *
A fxgre = xe;

2
L2>

k—o0

also convergence in L? holds.
By the compactness of A, the sequence {A\"*};, C A possesses a con-
vergent subsequence, also denoted by {A\"*}, with limit A\* € A.
Observing

L2

1A Xare = Aixas ez =[N Xare = Aixare + Aixare — Aixe:

<D = Allixee llze + Al — xo; e
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we get
I I I
I A xare =D Aixarllee < ) I xgre—Aixes 2 = 0as k — oo
=1 =1 =1

The first term in .J, is lower semicontinuous, since A is a bounded linear
operator and the norm is lower semicontinuous. Moreover, the perimeter is
lower semicontinuous, cf. [ABMO6, Proposition 10.1.1]. Combining these
results, leads to

Ja(N*,G*) < liminf J, (A", G™) ,
k—o0

which implies
o )\*76* = inf o )\76 .

Thus, (A*, G*) is a solution of the minimization problem 2.13. O

3.1.2. Stability. The regularization term is introduced into the func-
tional J,, to face the ill-posedness of the BLT problem. We see in the sequel
that this indeed stabilizes the reconstruction in our geometric approach.
The argument is based on the following lemma taken from [RR10] and
naturally generalized to the space ) rather than an L? space.

Lemma 3.2. Let g, — g in Y as n — oo and denote by J the functional
Jo with g replaced by g,,. Further, let (A", G™) be a minimizer of J? over
A x L. Then there exists a constant C > 0 with

Per(G") < C  foralln.
Theorem 3.3 (Stability). Let g, — g in Y as n — oo and let (A", G™)
minimize
1
JM\G) = EHF(/\’G) — gnll%, + aPer(G) over A x L.

Then there exists a subsequence {(A\"*,G™ )}y converging to a minimizer
(A\*,G*) € A x L of J, in the sense that

I
Z A" Xgie — A?XG;

i=1

2—=0 ask—o0. (3.1)
Furthermore, every convergent subsequence of {(\",G™)}, converges as
defined by (3.1) to a minimizer of Jo.

PrROOF. From Lemma 3.2 we derive the uniform boundedness of the
perimeter of G™. As in the proof of Theorem 3.1 we find a subsequence
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{(A™,G"™*)}i and a pair (A", G*) such that x g« converges to xg: in Lt
as well as AJ* xgme to Afxg: in L? for every i.
It remains to show that the limit is indeed a minimizer of J,. Since
the operator A is bounded, we have
I

I
IS Axgre = gally — 132 M Axe: — glly

i=1 i=1

I
<IN Axgre = AT Axa:lly + 19 = gnilly = 0

i=1
as k — oo. Using this convergence, the lower semicontinuity of the perime-
ter and the minimal property of (A", G™*), we conclude that

Jo (A, G*) < liminf J2* (A" G™) < lim J3*(A,G) = Jo(N,G)
k—o0 k—o0
for any (A, G) € A x L. Thus, the limit (A*, G*) is a minimizer of J,. O

Remark 3.4. In the transport model we might be interested in a conver-
gence result like (3.1) in L!(X) instead of L?(X). This follows immediately
from Holder’s inequality and the boundedness of X.

3.1.3. Regularization Property. Combining the above ideas of con-
structing a convergent subsequence with the regularization result from
[RR10] in a straightforward manner, we get that the proposed geometric
approach is indeed a regularization method.

Theorem 3.5 (Regularization Property). Let g be in the range of F' and
choose the regularization parameter according to § — «(0) with

P
a(d) >0 and 6—%0 as 6 — 0,

a(9)
where p is the exponent of the residual term in Jo. In addition, let {6, }n
be a positive null sequence and {gn }n such that
llgn —glly < bn.

Then, with the notation of Theorem 3.3, the sequence {(A"™, G™)} of mini-
mizers of Jg(én) possesses a subsequence converging to a solution (AT, GT)

of the unregularized problem 2.12 with Gt having minimal perimeter:
GT = argmin{Per(G): G € L s.t. 3\ € A with F(\,G) =g}. (3.2)

Furthermore, every convergent subsequence of {(A"*,G™)},, converges in
terms of (3.1) to a solution (AT, GT) of Problem 2.12 with property (3.2).
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3.2. Approximation by Smooth Domains

From the last section we know that there exists a minimizer of the
functional J, defined in (2.37). However, we have so far no characteriza-
tion of the minimizer at hand which we can use as basis for an optimization
method. Connected to that is the question how to modify a given shape G
in order to decrease the functional value J, (A, G). We tackle these issues
by approximating measurable sets by sets with smooth boundary and dif-
ferentiate the forward operator with respect to smooth shapes. From lat-
ter calculations we also obtain the derivative of .J, with respect to smooth
shapes, even though it is only a one-sided directional derivative in the
transport model due to the non-differentiability of the L' norm.

In this section we only present the general framework, covering both
models. In Chapter 4 and Chapter 6, where we handle the diffusion and
transport model exclusively, we go into more detail.

So let us assume in this section? that

Giegiz{FCXiZ({?FECQ}.
We introduce the shorthand notation of the last relation
GeG=G x---xgr.

In view of the following lemma, cf. [Giu84, Theorem 1.24], the smoothness
assumption on G appears not to be too restrictive.

Lemma 3.6. Let ' be a bounded measurable set in R with finite perime-
ter. Then there exists a sequence {I'"™},, of sets with C™° boundaries such
that

/d Ixrn — xr|de = 0 and Per(T") — Per(I') asn — .
R

3.2.1. The Domain Derivative. The derivative with respect to a
smooth shape we use in this thesis is a natural extension of the Fréchet
derivative in Banach spaces. We call it domain derivative going back to
[Kir93, HR96]. In the literature it is also known just as Fréchet derivative
[DZ11, Hyv07].

Following [Het99, Sim80], we consider variations I', of the set T’ €
S ={X C X: 0% € C?} caused by a vector field h € C}(X,R%):

I'y={z+h(x):xzel}.

2The assumption may be weakened, but we impose the stronger one to avoid
technical difficulties.
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If h is small enough, say if ||h|lc: < 1/2, then the vector field h is a
contraction and thus

p=id+h
a diffeomorphism on X, where id is the identity map. In this case, I'j, C X.
Moreover, I'y, € S if h € C2(X,R%).
The domain derivative of a mapping ®: S — Z about a point ', where
Z is a Banach space, is the linear operator ®'(I') € L(C}, Z) satisfying

[2(T's) — (') = &' (T)hl|z = o([[A]lc1) -

We point out the obvious analogy to the well known Fréchet derivative
in Banach spaces. The only difference is that the maps, ® etc., are eval-
uated at a set, but all the variations are performed in the Banach space
C3(X,RY).

We note that there are also other ways to define a derivative with
respect to the shape. The most prominent are the shape derivative based
on the velocity method [SZ92, DZ11] and the topological derivative
[CR08, LHFS13]. The former uses transformations along velocity flows,
rather than perturbations of the identity as above. However, the first-order
domain derivative and first-order shape derivative based on the velocity
method coincide if the domain derivative exists [DZ11]. The topological
derivative quantifies the sensitivity of the objective functional to a small
change in the topology of the searched-for shape, e.g. by the creation of
a small source of predefined form. We point out that the topological
derivative is only defined for functionals, at least to our knowledge. In
contrast to the domain derivative, no a priori assumption on the topology
of the searched-for shape is needed. Though there exist iterative schemes
based entirely on the topological derivative [CR12], the topological deriv-
ative is often only used to find an initial guess for a shape optimization
method based on the domain or shape derivative mentioned above, see
[HLN12, CD12] for examples. Moreover, for certain functionals, for in-
stance for integrals of shape dependent solutions of elliptic boundary value
problems, the topological derivative can be calculated given the domain or
shape derivative [NFTPO3].

The domain derivatives of the model dependent forward operators are
derived in the model-specific parts, more precisely in Chapter 4 for the DA
setting and in Chapter 6 in the RTE framework. As the penalty term is
the same in both models, we finish this subsection calculating the domain
derivative of it, i.e., of the perimeter operator Per: & — R given by

Per(I') = [D(xr)!- (3.3)
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Since the boundary of T" is in particular Lipschitz, we obtain by Remark
10.3.3 of [ABMO06]

Per(I') = #4~1(oI') = / 1du, (3.4)
or

where H%1 denotes the (d—1)-dimensional Hausdorff measure. Using the

right identity of (3.4) and the explanations in [Sim80], we find:

Lemma 3.7 (Domain Derivative of Per). The domain derivative of the
perimeter defined in (3.3) in direction h € C}(X,R%) about T € S is given
by

8pPer(I‘)h = / Haphu d,u . (35)
or

Herein, Hor denotes the additive curvature of OT', which is d — 1 times the
mean curvature of OT.

PROOF. See [Sim80, Theorem 5.1] for the case h € C3(X,R?). This
result is extendable to h € C3(X,R?) by arguments found in [DZ11,
Chapter 9]. O

3.2.2. Approximate Variational Principle. Knowing the sense of
the derivative with respect to a shape, at least on a dense subsets of shapes,
we elaborate now an approximate variational principle based on Ekeland’s
e-variational principle. This result provides the basis for estimates on the
derivative and one-sided directional derivative of J, at smooth shapes near
the optimal shape in the diffusion and the transport model, respectively.
These consequences are presented in the model specific parts, more pre-
cisely in Chapter 4 and Chapter 6, respectively.

Though we derive the domain derivative of the forward operators be-
low, which implies the continuity with respect to a perturbation h, we
present a direct verification at this point already. To this end, we state an
estimate on the volume of the symmetric difference of a domain and its
perturbed version. This lemma will also be useful in the further analysis
in Chapter 4 and Chapter 6.

Lemma 3.8. Let I' € S be a set with finite perimeter and h € C3(X,R9)
a vector field with ||h||cr sufficiently small. As usual, let Ty, denote the
perturbed set. Then the following estimates hold for the volume of the
symmetric difference TATy, = (T\I'y) U (Tx\I'):

(a) If d =2, then

Vol(TAT'},) < 2Per(I)||A|oo -
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(b) In case d = 3 we additionally assume that T' is the union of N
disjoint connected sets. Then
8TN
Vol(PAT,) < 2Per(D) oo + == A% -

PrOOF. Let I' be the (countable) union of the disjoint connected sets
I'™. For each n we consider the tube T;" with radius ||h|le around the

boundary OI'". Obviously, T'AT',, C |J,, T} and thus
Vol(TAT,) <> Vol(Ty) .

In [Wey39] an upper bound for the volumes of tubes of type T} is given:

9Per(I™)[| A oc , d=2,

Vol(T) < ~
ol(T) = {2Per(1“”)||h|oo+0pn B3, d=3.

This inequality is sharp if no cross-sections overlap. The constant 5pn is
an invariant of I'™ and is calculated in [BG88, Corollary 7.5.5] to be

8w

Cre = 2 (1 =",
where 7™ denotes the genus of I'”. It can be bounded by
8
Ol"n < ? = O .

As the I'"’s are disjoint, Per(I') = ) Per(I'). If d = 2, we finally observe
that

Vol(TAT,) <> Vol(Ty) <> 2Per(I"™) || 1|0 = 2Per(T)|A|o -

For d = 3 we end with

=

Vol(TAT) < 3 Vol(Ty)
1

n

2
—
@
D
=

(2Per(I™)||hllo + CIR1%,)
=1

Per ()| hlloe + CNJ|A]% -

IN
1\9:

In view of

Ixr, — xrllr = lIxr, — xrll7z = Vol(TAT,)
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together with the previous lemma, the continuity of the forward operator as
well as the domain differentiability of the perimeter term, we observe that
the map h — J,(\, G},) is continuous from C! to R under the assumptions
that G € G has finite perimeter and that in case d = 3 each component of G
is the disjoint union of at most a finite number of connected domains. This
technical assumption is needed in (3.6), but quite naturally interpreted: in
each predefined X; there are at most finitely many different sources with
connected support. Later, after the calculation of the domain derivative,
the continuity of J, follows from the domain differentiability. In this case,
the additional assumption in three dimensions can be dropped to obtain
continuity.

Our following approximate variational principle is formulated for a
general subspace V of C2. We use the space C?, instead of C!, to ensure
that the perturbed domain has C2? boundary. In this case, the domain
derivative about the perturbed domain is well-defined. The subspace V
is introduced to obtain the statement also in a smaller Hilbert space, in
which we apply an optimization scheme later. The proof of the principle
is basically an application and modification of the findings from [Eke74,
EkeT79].

Let us introduce the following notation: For h € CZ2(X,R%)! and
G € G we define

G, = (id + h)(G) = ((id + h)(G1), ..., (id + h1)(Gr)) .

Moreover, we use the norm
1(k, ) lrr v =/ I1EN3 + RIS,

for elements (k, h) of RY x V.

Theorem 3.9 (Approximate Variational Principle). Let (A*,G*) be a
minimizer of J,. Further, let € > 0 and G € G be such that

Joa(N",G7) < Ja(N",G7) + €. (3.7)

In case d = 3, assume that each component of G° is a finite union of
disjoint connected domains. Additionally, let V be a Banach space with
YV C HiI:1 C2(X;,RY) and ||v]|c2 < C|jv|ly for a constant C > 0.

Then for every v € 0, %[ there exist a vector field v € V and an
intensity \* € A with

(A" =A% 0)[lrrcy <y (3.8)
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such that the perturbed domain G5 = (id + v)(G®) and the intensity A°
satisfy
Ja(N,GE) < Jo (X", G%), (3.9)

Ja(A%, G7) (ks h)llrrxy < Ja(A° 4k, G5 1) (3.10)

€
,Y||
Jor all X* + k € A\ {X} and v+ h € V\ {v} with |v+hlly < 55.
PROOF. Let us consider the ball B 1 = {we V:||lw|y < 55} and
the functional ¥: A x B 1+ — R mapping (A w) to Jo (A, GE)). Then U is
continuous, since

TN+ k,w+h)— P\ w)
= Ja(/\ + k? Gfu—l—h) - ‘]04()‘7 Gi)—i—h) + JO&(Aa G1611+h) - Ja(/\a Gfu)
= Ja(A+k,Gopn) = Ja(N Gopn) + Ja (X (GL)5) — Ja(N,GY)

for all LA+ k € A and w,w+h € B with h = ho(id +w)"!, and
since .J, is continuous in both variables, as shown above. The existence
of a (A%,v) € A x V satisfying the first three estimates (3.8), (3.9) and
(3.10) is a direct consequence of Ekeland’s e-variational principle [Eke74,
Theorem 1.1]. O

Remark 3.10. We point out that for all ¢ > 0 we always find a G* € G
satisfying (3.7). This follows directly from the density result in Lemma 3.6
and the continuity of the norm term in J,. Moreover, the additional
condition on G¢ for d = 3 is satisfied if each component of the minimizer
G™ is a finite union of disjoint connected sets.

In Chapter 4 and Chapter 6 we give corollaries to Theorem 3.9 that
estimate the derivative of J,. The estimates are approximations to well-
known necessary conditions on minimizers. For the diffusion model we see
in Chapter 4 that the domain derivative of J,, exists and its operator norm
becomes arbitrary small near the minimizer of J, . In the RTE-based BLT
framework all one-sided directional derivatives of J, are bounded below
by —e for arbitrary small € > 0. Details are stated in Chapter 6.

3.3. Theory for Star-shaped Domains

In this section we set the stage for the use of optimization methods
to solve the minimization problem 2.13. All usual optimization methods
require an underlying linear space, but the set of shapes is nonlinear. A
standard and intuitive way to overcome this issue is working with pa-
rameterizations of the boundary [CDKT13, HT11, Het99]. Here we
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choose the framework of boundary parameterizations of star-shaped do-
mains, as it is sufficiently general, analytically well-established and rather
implementation-friendly, see Chapter 5 and Chapter 7. Below we elab-
orate a self-contained theory for star-shaped domains: we show, for in-
stance, that the minimizing domain is star-shaped and that the approx-
imate variational principle yields almost critical smooth domains which
are star-shaped as well. These results do not immediately follow from our
general findings of the previous sections.

An alternative to our approach is the parameterization of the boundary
via closed curves as in [HT11], but then more effort is needed to prevent
self-intersections of the boundary. An entire different way to obtain a
linear structure on the set of shapes is to use level set techniques, see
e.g. [BO05, DCL12, Set99]. In this method, the shapes are represented
by the level set of a continuous function and the analysis and calculation
is performed on this level set function. It has the advantage over the
parameterization of the boundary that topological changes are possible
in general. However, we concentrate on the boundary parameterization
of star-shaped domains for above stated reasons. Our results might be
extended to other boundary parameterizations or to the level set approach,
but that is beyond the scope of this work.

Having mentioned the level set technique, we point out that the do-
main derivative can be used to obtain the velocity for the evolution of the
level set function [BOO05] and that the domain derivative is closely related
to the level set derivative® [LS03].

We begin introducing the assumptions and the notation in the star-
shaped framework. Let the X;’s be closed and convex. Further, we con-
sider only domains G; that are star-shaped with respect to a point m; € X;.
In other words, we suppose that for every point m; € X; there exists a
function rx, m, € L>(S971) such that rx, m,(0)0 +m;, 0 € S¥1 is a pa-
rameterization of the boundary 9X;. Furthermore, we restrict our search
for the support of the ith source to the set

Lr ={T C X;: I is a star-shaped domain with respect to a point m;},
which can be identified with

Ri={(ri;m;) € L®(ST" ) x X1 0<r <rx,m, ae}.

3The level set derivative is the generalized derivative with respect to the level set
function, cf. [LS03].
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We will use the abbreviations
I I
=]z and R=][R
i=1 i=1
and additionally
(r,m)eR it (ri;m;) € R;.

For (r,m) € R we understand J, (A, r,m) to be the value of J, evaluated
at (A, G(r,m)), where G(, ) € L* is the tuple of domains represented by
(r,m). In the same way we understand expressions like F'(\,r,m) and
Per(r,m) = Per(r).

With these definitions at hand, we are able to state the minimization
problem under consideration:

Minimize J,(A,7,m) over AXTR. (3.11)

Now, as we have an underlying linear structure, we can address the
question of convexity of the functional J,. Convexity of the minimization
functional is an important property, since then every stationary point is a
global minimizer. We will answer this question giving a counterexample
for DA-based BLT:

Example 3.11 (Non-convexity). Let d = 3 and D = 0, = 1 be constant.
Moreover, let X be the ball centered at the origin with radius R > 0
and I = 1. We consider ball-shaped sources centered at the origin with
constant intensity A > 0, ¢ = Axg with G = B,(0) and 0 < p < R. So we
are in a special case of Example 2.11. To show the non-convexity of J,,
we calculate J, (A, p,0) = J, ()\, BP(O)) explicitly and then show that the
Hessian of J,, is indefinite.

In a first step we derive an explicit representation of the solution u
of the diffusion equation (2.29) via the Green’s function. Let & be the
fundamental solution, which has the form

%) 1
®(,y) =— > > b (i) Hy k(@) Gly ) Hie (D) (3.12)

1=0 k=—1

for |y| < |z| < R, where Z = z/|z|, compare equation (2.31). It is well
known [RRO04] that the function G(z,y) = ®(x,y) + ¢(z,y) is the Green’s
function of the considered boundary value problem if for all y € X

—A¢(-,y)+é(,y) =0 InX,
B (3.13)

0
¢(-,y)+25¢(-,y)=—¢’(-,y)—25<1>(-,y) on 0.X .
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Using the representation of the Laplace operator in polar coordinates?, it is
easily verified that j;(¢|z|)H; (%) is a smooth solution of the homogeneous
diffusion equation with coefficients D = o, = 1. Therefore, we make the
ansatz

'S l
P(x,y) = Z Z bue(Y) g (ilz]) Hip () - (3.14)

=0 k=-1

The coeflicients ¢; j, have to be chosen in such a way that ¢(-,y) sat-
isfies the boundary condition in (3.13). The normal derivative of the fun-
damental solution for z € X = 9Bg(0) is obtained by differentiating
(3.12):

[e%) l
af@)q’(%w =i > ST n (il Hyw (@)1 Gily ) Hi @) -

1=0 k=—1

Consequently, we set

_2in"(iR) + h{V(iR) .
b1k(y) = 2j](iR) + ji(iR) Ji(ily) Hix (9)

for y € X and observe that the boundary condition in (3.13) is fulfilled
term by term. We note that ¢;; is well-defined, since all zeros of the
spherical Bessel functions are real [Leb73, Theorem 5.13.4]. Applying
similar techniques as in the proof of Theorem 2.10 in [CK98], we see that
the series in (3.14) converges absolutely and uniformly on any compact
subset of X x X. Moreover, the same convergence statement is true for
the series of the term by term derivatives with respect to |z| and |y|. It
follows that G(x,y) = ®(z,y) + ¢(x,y) is a Green’s function.

The Green’s representation formula (2.32) for the solution u of (2.29)
now becomes, by adding Green’s second identity applied to ¢ and w:

u@) = [ 4Gy = [ aw)(®ew) + o) dy.  (31)
X X

Inserting the series expansions (3.12) and (3.14) for ® and ¢, respectively,

we can simplify the domain integral as in Example 2.11. We obtain

1

u(z) = A(pcosh p — sinh p) (e™# + ¢o sinh R) 7 (3.16)

4Like in Example 2.11, it can alternatively be deduced from a similar statement
for the Helmholtz equation in [CK98].
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for x € 0X = 0BR(0), where

o 2ih(V (iR) + h§" (iR) e R(R+2)
7 T 2ij{(iR) + jo(iR) ~ 2RcoshR+ (R—2)sinh R

In the next step we use the explicit representation (3.16) of u to show
that J, (A, p) is not convex, by observing that the Hessian of J,, is indefi-
nite. We introduce the abbreviations

1

CR = (e_R + co sinh R) 7 and ¢ (p) = pcosh p — sinh p

as well as
1
a=2nR*%, b= —RZCR/ g(RO)dO, c= fRQ/ g(RO)*d6.
S2 2 S2

As w is positive on the boundary, also the measurement g has to be positive.
In view of ¢cg > 0, we have b < 0. Now, the functional J, can be expressed
as

1
Ja(:p) = 5llerXib(p) = gl7= + aPer(p)
= ar*P(p)? + bMY(p) + ¢ + admp® .
We calculate the gradient and the Hessian of J,,:

s (58 () (&)

and

- b(p)? 200 (p)¥(p)
Ha(A,p) =2a <2,\¢/(p)¢(p) A2 (¢ (p)? + w”(p)w(p)))

0 Y’ (p) 0 0
o (w’(m W(p)) o (0 8w)
== 20,141 + bA2 + 04A3 .

It is well-known that a real symmetric 2 x 2 matrix is indefinite if and
only if its determinant is negative. After some algebraic manipulations,
the determinant of 2aA; + bAy reads

det(2aA; + bAy)
= — (b 20M0(p))[20X(0) (20 (9)* = 0" (P)(p)) + ' ()2 (b + 2aXi(p) |

The occurring derivatives of i are

' (p) = psinhp and " (p) = pcoshp+sinhp.
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Thus, 1 is strictly increasing in p and positive for p > 0. So, for p suffi-
ciently large® holds
0>b>—2a\Y(p).

Moreover, we have that

2¢(p)* — 4" (p)1b(p) = p*sinh® p + sinh? p — p* > 0
for p > 0 and that this expression is also monotonically increasing in p.
These observations imply that

det(2aA1 + bAQ) <0

for p sufficiently large. Therefore, 2aA; + bAs is indefinite.
The spectrum of the matrix A3 is obviously given by

o(As) ={0,8ma}.

Choosing « sufficiently small and p as above, it follows that the Hessian
HIo(N, p) = 2aA; + bAs + aAs remains indefinite under the small per-
turbation aAs, see [Taol2] for details on eigenvalues of sums of matrices.
We conclude that the functional J,, is non-convex in general.

3.3.1. Existence, Stability and Regularization Property. Us-
ing similar techniques as in Section 3.1, we show in the following that the
minimization problem (3.11) has a solution, which depends continuously
on the data. Moreover, we see that the regularization property also holds
for star-shaped domains.

Theorem 3.12 (Existence). For any a > 0 and any g € Y there exists a
solution (A*,r*,; m*) € A X R of problem (3.11), that is,

Ja(A* " ,m™) < Jo (A, rym)  for all (A,r,m) € AXR.

PROOF. Let {(A\", 7™, m")}nen, be a minimizing sequence that mono-
tonically decreases in J,. The aim is to find a subsequence of this minimiz-
ing sequence that converges to a minimizer of J,. The crucial part consists
of constructing a link between Cauchy sequences of characteristic functions
of star-shaped domains and Cauchy sequences of their parameterizations.
This builds the basis for a compactness result in the variable 7.

As the domains X; are compact, there exists a tuple of points m* =
(m3,...,m}) € [[ X; and a subsequence {m"*};, C [[X; such that

m;® —m; ask—oo, i=1,...,1.
5We assume that the overall domain Bp (0) is large enough, so that this choice for

p is possible. Though both constants a and b depend on R, choosing a larger R does
not cause any problems, since the constant a increases faster in R than —b.
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By G™ we denote the tuple of domains parameterized by (r™, m™).
As in the proof of Theorem 3.1, there exists a subsequence of {G™*}, which
we again denote by {G™* }, converging to a tuple of measurable sets G* in
the sense that

Xg —Xer mL'ask—oo, i=1,...,1.

)

Let us consider the tuple of domains Gnx parameterized by (r™,m*).

We remark that G* might be no subset of X;, since the midpoint is

changed into m*. The following connection between G™* and G™* holds:
Xaﬁ’k:XG"k('+m?kim:)7 1:177]

From the dominated convergence theorem, see e.g. [Lan93], follows that

Xgme — XGr inL'ask —o0, i=1,...,1I.

For elements 57-““ and é’-” we have the key relation

/ |XGnk XGnl|dx—/nkAGnl1dx

max{r ,Ti
/ / pP1dpde (3.17)
Sd—1 m{rnk ,H”

=7/ () — (10 df
d Jgas

Since the sequence {éz"k}k is convergent, it is especially a Cauchy se-
quence. The identity (3.17) reveals that {(r]"*)?} is a Cauchy sequence in
L' as well, therefore convergent. We denote its limit by 7; € L' and ob-
serve 7; > 0 almost everywhere, as {(r*, m?)} C R;. The L' convergence
implies pointwise convergence almost everywhere, that is,

rit(0) — 771/d(9) as k — oo for almost every # € 471,

?

By Hoélder’s inequality,

/ 1/d
/ I~ 77) 4 < Vol(54-1)1/4 (/ e — 7 )
Sd—1 gd—1

with 1/d + 1/d' = 1. As

|7Jlk7’77.1/d|d: (Tlﬂk>2_2~1/2 N +7A;i7 d:2,
1 ()P — 2732 1 22 | d =3,

?
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and 0 < r]" < diam(X;), the dominated convergence theorem yields

?

/ |7«le_~1/d‘d9_>0 as k — 0.
gd—1

1/d

Let now G, be the domain parameterized by r; = r;"" and m;. Then,

1
Z neyd _ >y<dd9:/ — —
; /ﬂ Nt =040 = | g — e,

which finally implies

dx

XG,» = XG} >
since the limit is unique. Moreover, (7, m}) € R; holds, as it is the limit
of {(ri",m"*)} C R; and as the set R; is closed in L.
Due to the compactness of A, there exists a A* € A and a subsequence
of {A\™}, again denoted by {A\"™*}j, converging to A\* as k — oco. In the
same manner as in the proof of Theorem 3.1 follows that

Jo (A, r* m*) < liminf J, (A", r™ m™*) = liminf J, (A", G™*).
k—o0 k—o0
Consequently, (A*,r*,m*) solves the minimization problem (3.11). O

Combining the techniques of the last proof with the stability and reg-
ularization results of Section 3.1, we receive analogous results for star-
shaped domains. Since the proofs are straightforward, we omit them.

Theorem 3.13 (Stability). Let g™ — g in Y and denote by J? the func-
tional J, with g substituted by g™. Then, the sequence of minimizers
(A", r,m™) of JI over A X R possesses a subsequence converging to a
minimizer of J, over A x R in RT x (Ll(Sd_l))I x RL.
Furthermore, every convergent subsequence of {(A™,r
verges in RY x (Ll(Sd_l))I x RY to a minimizer of J,.

" om"™)}, con-

Theorem 3.14 (Regularlzamon Property). Let g be given such that there
exist an intensity vector X €A and an I- tuple of star—shaped domains G
with parameterization (¥,m) € R satisfying F()\,G) = F()\,?, m) = g.
Moreover, let {6, }n be a positive null sequence and let {gn}, be such that

lgn = glly < dn.

Furthermore, let § — «(0) be a reqularization parameter choice rule satis-
fying

P
a(d) -0 and 025)%0 as 6 =0,
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where p is the exponent of the residual term in J,. Then the sequence
{(A™, r™,m™)} of minimizers of Jis,) over AX R possesses a subsequence
converging in R x (Ll(Sd_l))I x RL to a solution (\*,r+,m*) of the
unregularized problem 2.12 with

rT € argmin{Per(r): r € Reo1} - (3.18)
Herein,

Rso = {r: EImeHXi,)\EA s.t. (r,m) € R, F(\,r,m)=g}.

Moreover, every convergent subsequence of {(A™,r™,m™)}, converges
in RT x (Ll(Sd*I))I x R to a solution (\T,rT,m") of Problem 2.12 meet-
ing (3.18).

3.3.2. Approximation by Smooth Parameterizations. Similar
to Section 3.2 we develop an approximate variational principle for star-
shaped domains. This result will be the basis for approximations to neces-
sary conditions on minimizers of J, and the justification to use optimiza-
tion methods that converge to a critical point later in this work.

In the next lemma we see that smooth star-shaped domains are dense
in the set of star-shaped domains with finite perimeter. This is an analo-
gous result to Lemma 3.6.

Lemma 3.15. Let p € [1,00[ and m € R%. Moreover, let p € LP(S9~1)
with 0 < p < pmax a.e. such that the star-shaped domain T parameter-

ized by (p,m) has finite perimeter. Then there exists a sequence {p™}, C
C>(S971) with

o™ = pllLr — 0 and Per(p™) — Per(p) asn — co.

PROOF. We recall that the perimeter of T is given by, cf. [Giu84],

Per(T') = |Dxr| = sup{/ xrdivpdz: ¢ € C’l(Rd,Rd), lelloo < 1}.
Rd

Using polar coordinates, we observe

p(8)
Per(T") > / / dive(s,0)s4 1 dsd
sa-1.Jo

for any ¢ € C1(R4 R?) with ||| < 1. Since C*(S9!) is dense in
LP(S9=1), there exists a uniformly bounded sequence {p"},, C C°°(S9~1)
such that

lp" = pller =0 asn— oo.
Let T be the domain parameterized by (p™,m). By v™ we denote the
unit outward normal of I'™ and ¢" € C(R? R?) is an extension of v"
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satisfying [|¢"]|eo < 1. Applying first the dominated convergence theorem
and then Gaufy’s theorem, we deduce that

p"(0)
Per(T") > lim / / dive™(s,0)s4 ! ds db
si=1.Jo

n—oo

= lim [ divg"(z)dz = lim o™ du (3.19)
n—00 [rn n—00 Jarn

= lim H*'(0I'") = lim Per(I'").
n—ro0 n—o0

Please note that the last equation holds true, because I'" is a smooth
domain.
Like in the proof of Theorem 3.12, we see that

xre — xr in L*(R?) asn — oo

In view of (3.19) and the lower semicontinuity of the perimeter, that is,
Per(I") < liminf,,_,o Per(I'™), we conclude that

Per(p™) — Per(p) asn — oo.
]

The approximate variational principle assumes the following form in
the star-shaped framework:

Theorem 3.16 (Approximate Variational Principle). Let U be a Banach
space with O (S c U c C*(ST1)T and let (\*,r*,m*) € A x R be
a minimizer of Jo. Additionally, let € > 0 and (7°,m*) € (U x R¥)NR
such that
Ja (A, 75, m") < Jo (A, r",m*) + €. (3.20)
Assume that for an R > 0 the inclusion
BR(’IA"'I_:7 m*) CR
holds, where Br (75, m*) is the closed ball in U x R with radius R centered
at (75, m*).
Then for every v € |0, R[ there exist a point (r°,m?) € (U x R¥)NR
and a A°* € A with
[(A® = A" r =7, m —m™)|| <~ (3.21)

such that
Ja(A%,75,m®) < J (A, 75, m"), (3.22)

Ja(AS, 75, m®) — %n(m, By Bl < Ja (X + B, 75 + By, + ) (3.23)
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for all \¥+hy € A\{X°} and (r° 4+ hy,mE + hy,) € Br(r®, m*)\{(r¢,m*)}.
The norm || - ||, occurring in (3.21) and (3.23), is the one of the space
RY x U x R,

PROOF. The assertion is an immediate consequence of Ekeland’s e-
variational principle [Eke74, Theorem 1.1] applied in A x Br(7¢,m*). O

We note, analogous to Remark 3.10, that for all € > 0 we always find a
pair (7%, m*) € (U x R¥) N R satisfying the inequality (3.20). The reason
for this is again the density result in Lemma 3.15 and the continuity of the
norm term in J,.

In the next chapter and Chapter 6 we derive the domain derivative of
the forward operator F' in the diffusion and transport model, respectively.
Based on the calculated derivative and on Theorem 3.16, we elaborate
estimates on the derivative of J, near the star-shaped minimizer in the
mentioned chapters.
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CHAPTER 4

Domain Derivative of the DA-based Forward Operator

We turn now to the model specific analysis. Since the diffusion model
is simpler and the theory is more complete in this framework, we start
with this model in this part of the thesis. A crucial gap to extend the
theory developed in the last chapter builds the domain derivative of the
forward operator. We derive it in Section 4.1 for DA-based BLT. As the
domain derivative is known for a broad class of inverse problems based on
second-order elliptic, see e.g. [Het99], we only present the derivation for
a special case in order to gain a better understanding. Our calculations
are inspired by an idea used in level set approaches for inverse problems
in [San96, Dor02]. For a detailed derivation in a broader framework we
refer to [Het99]. Given the domain derivative of F', the domain derivative
of J, is easily obtained. Moreover, the approximate variational principles
can be specified further. These consequences are described in Section 4.2.

In this part we need to refine the assumptions made in Section 2.2.2.
We assume that the domain X has sufficiently smooth boundary and that
D,o, € C'(X) are bounded away from zero by constants Dy and oo,
respectively: 0 < Dy < D and 0 < 09 < 0, almost everywhere in X.

Let us recall a few definitions for the sake of convenience. The linear
forward operator of DA-based BLT is given by

A L*(X) = L2(0X) =Y, q+ ulox,

compare equation (2.30). Herein, u is the weak solution of the boundary
value problem (2.29), that is,

57
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= div(DVu) + oau=¢q in X, u+2D%:0 ondX. (4.1

Using the a priori knowledge of piecewise constant sources, discussed in
Section 2.3, we obtain the nonlinear forward operator

I
FiAxL—=Y, (\NG) > NAxa, (4.2)
i=1

which is definition (2.35).

4.1. Derivation of the Domain Derivative of F

In this section we derive the domain derivative of F' about a smooth
shape G € G, i.e., about a shape with C? boundary. As mentioned in
the introduction above, we present the derivation for a special case only,
namely for connected C? domains. Motivated by this, we state the general
result afterwards.

4.1.1. The Domain Derivative of F' about a Domain. Let I' C
X be a connected domain with C? boundary and let A € A be fixed in this
section. As in Subsection 3.2.1, we define for h € C}(X,R?) the perturbed
domain by
I'n={x+h(z): z €T},
which is again a connected subdomain of X for h small enough. The aim

is to find the domain derivative of F about T', i.e., an operator OrF(\,T') €
L(C,Y) such that

[F(A\,Ts) = F(\,T) — OpF (A, D)hlly = o(||hllcr) -

To keep the notation precise, we set the number of sources I = 1 in this
analysis.

Inspired by [San96|, where the effect of small changes in the level
set function on the corresponding characteristic function is calculated for-
mally, we derive the domain derivative of the operator

Q: L~ H (X)), QG)=Iac, (4.3)

about I' in a first step. Herein, H ~1(X) denotes again the dual space of
H'(X). Since the linear forward operator A is also bounded from H~1(X)
to ), the domain derivative of F' is then an immediate consequence.

We set g, = Axr,. In addition, let v € H*(X) be a test function.
Then,

(qn — ¢, v)2(x) = / (gn — q)vdx = / Agpv dx (4.4)
X 'y AT
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with the symmetric difference I'yAT' = (I', \T') U (I'\ T'y,) and with
A, zely \ I,
Agp(xz) =< =X, zel\T},
0, otherwise .

Recombining the findings in [BG88, Chapter 6], we have the following
change of variables result: There exist functions 1,19 € C(9T") such that

max{h, (y).0}
/FhM dx—/dr/n Fly+tv() ¥ (y, tv(y)) dt du(y)

1in{0,h, (v) }

for f € LY(T',,AT'), where v is the outer unit normal of T, h, = h - v and

U(y,tv(y)) =1+ t1(y) + t2ha(y) . (4.5)
We apply this change of variables to equation (4.4) and obtain

<qh —q, U>L2(X) - / ()\hy + O(”hucl))’ud/},
or

4.6
- /6 v dp + [olorll oryo(lhllc) (4.6)
T

= (Mwdar, v) 12(x) + ||vlar|l L1 @ryo([[hllcr) -

Herein, dgr is the trace operator mapping a function to its trace on 9T,
which can also be interpreted as delta distribution on OI'. In the last
identity of (4.6) we use the fact that the dual form on H'(X) x H™(X) is
the continuous extension of the inner product in L?(X) to the dual pairing,
see e.g. [W1o87]. Taking this into account again as well as the validity of
equation (4.6) for every test function v € H'(X), we get the estimate

lan — g — Mdorll -, = o(l[hller) - (4.7)

Consequently, the distribution Ah,dgr is the domain derivative of @ about
I" in direction h, that is,

Q' (D)h = Ay dor . (4.8)

_ As mentioned above, the linear forward operator A is bounded from
H~1(X) to). Applying A to the sum of distributions in (4.7) and recalling
the definition of F' in (4.2), we find immediately that

IFATh) = F(AT) = A(hdor)lly = o([Ihllc2) -

Thus, AA(h,dgr) is the domain derivative of F(}, -) about I' in direction
h. We specify it further. Let v/ € H'(X) be the weak solution of the
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diffusion equation (4.1) with source term Ah,dsr, i.e., solution of

1
/ (DVU' - Vv + oau'v)de + = / wvdp = )\/ hyvdu (4.9)
X 2 Jox ar

for allv € H!(X). This is exactly the weak formulation of the transmission
boundary value problem

—div(DVu') + pu’ =0 in X \ 9T,
[u]+ =0 ondr',

Vi
{Dau} — M\, ondl, (4.10)
ov |,
!
2Da—u+u’:0 on 0X .
ov

Herein, the symbol [f]+ denotes the jump of a function f at the interface
OT', that is,

[fle = Flv = fl-,

where the symbols |+ and |_ indicate the trace of f approaching OT" from
the exterior X \ I and the interior T', respectively. By the definition of A
it is clear that u'|sx = AA(h,dar). We conclude that

8FF(>\, F)h = )\A(hyaap) = u/|,9X . (411)

This derivation can be naturally extended to domains I' that are a
finite union of disjoint connected domains. However, the argumentation
might fail for general C? shapes. The problem arises when I is a union of
infinitely many disjoint connected domains. It is not sure if the functions
11 and vy of equation (4.5) are uniformly bounded on JI' in this case.
Therefore, we have to consider a different approach in the next subsection
to cover the general case.

4.1.2. The Domain Derivative of F: General Case. In a differ-
ent way from our presentation in the last subsection, the domain derivative
can also be derived by applying a change of variables to the weak formu-
lation of the diffusion equation with source term ¢, and by estimating
the difference of the weak forms cleverly. This approach is performed in
[HR96] for an inverse source problem in potential theory and in [Het99]
for a general class of inverse problems based on second-order elliptic dif-
ferential equations.
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The derivation in these works leads to exactly the same result as ob-
tained in the previous subsection for connected domains I', compare equa-
tion (4.11). However, the calculations based on the change of variables
work also for infinitely many sources, i.e., extend to the general case.

Our statement on the domain derivative of F' about general C? shapes
is therefore adopted from [Het99]. We refer to this work for the proof.

Theorem 4.1. The derivative of the forward operator F defined in (4.2)
with respect to the ith shape G; in direction h € C2(X;,R%) about (A, G) €
A x G is given by

8GiF()\,G)h = u;|ax s

where v, € HY(X) is the solution of the transmission boundary value prob-
lem (4.10) with " replaced by G;.

PROOF. See [Het99, Theorem 2.9]. O

4.2. Consequences for the Minimization Problem

Now having the domain derivative of the forward operator at hand, we
can calculate the derivative of the minimization functional J, with respect
to both arguments. Based on this, we specify some results found in the
general analysis of Chapter 3. These findings have been published before
in [KR12].

4.2.1. The Derivative of the Minimization Functional J,. The
forward operator F, see (4.2), does not only depend on the shape variable
G but also on the intensity variable A. The dependency is only linear,
though. Thus, the partial Fréchet derivative with respect to the intensity
in direction k € R about (\,G) € A x G is given by

I
NF(\G)k=> kiAxa, .
i=1
Combining this with the domain derivative of F' obtained above and
of the perimeter functional Per stated in Lemma 3.7, we are able to dif-
ferentiate the regularization functional J, in the diffusive framework. For
convenience we recall the definition of .J,, compare (2.37):

1
Ja\G) = 5IFOLG) = gl + aPer(G).
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Theorem 4.2 (Derivative of J, in DA-based BLT). The derivative of the
functional J, about (A\,G) € A x G is given by

JL (A, G)( Z [ ulox — g, kivilox + u; |8X>y +a/ac< Hoc, hiv d,u]
for k € R and h € H L C3(X:,RY), where ulpx = Azilzl Xixa, and
vilox = Axg,. The erm u} s the solution of the transmission bound-
ary value problem (4.10) wzth A, T and h, replaced by \;, G; and h;,,
respectively.

PROOF. Elementary derivative computations, cf. [AHO5, Section 5.3],
lead to
JL (N G)(k,h) = OnJo(N, Gk + OgJa (N, G)h

= <F(/\ G) — 9,00 F(\,G)k + Oc F (), G)h>y + adgPer(G)h

- Z[ — 9.0\ F(\G)k; + 06, F(\, G)hs),, + a@GiPer(G)hi] ,

which readily yields the assertion. O

4.2.2. The Approximate Variational Principle Revisited: Gen-
eral C? Shapes. In Subsection 3.2.2 we derived a quite general approxi-
mate variational principle. The main result is Theorem 3.9, which states
roughly speaking: If (\*, G*) is a minimizer of J, and G¢ € G is such that

Joa( N, G%) < (N, G) + €,

then we find for every sufficiently small positive number v an intensity
A € A and a perturbed shape G¢ that are near (A\*,G°) and that are
non-increasing in J,, i.e., that satisfy

(AT = A5 0)[rixy < v and  Jo(A5,GY) < Jo(A,G7).
Additionally, the estimate
€
Ja (A5, G5) — ;Il(k,h)HRva < Ja(A° + kK, Gyy) (4.12)

holds for all h,k sufficiently small. Herein, V is a Banach space with
V C I, C3(Xi,RY) and [[v]lc2 < Clo]ly for a constant C > 0.

The estimate (4.12) together with the differentiability of J, yields an
estimate on the norm of J/, (A, G% ), which we present in the following corol-
lary to Theorem 3.9. It is an adaption of Ekeland’s e-variational principle
for Fréchet differentiable functionals, cf. e.g. [Eke74, Theorem 2.2], to the
domain differentiable functional .J,.
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Corollary 4.3. Let the assumptions of Theorem 3.9 be satisfied and in
addition X\* be an inner point of A. Moreover, let there exist a constant
C > 1 such that ||h|ly < C||ho (I +v)7 ||y for all h € V. Then,

~&
HJ(lx(AE’GqE;)”RIxV—m < C;- (4.13)

PROOF. From Theorem 3.9 we know that estimate (4.12) holds for
all ¥ +k € A\ {X} and v+ h € V\ {v} with ||v + hly < 5. From
this estimate we derive (4.13). We set h = ho (id +v)~! and observe the
identity Gy1n = (Gy);. The differentiability of J, about (A%, GY) yields
that

o (X A+ th, G5 in) = oV, GF) = JL (O, GE)t (ks h) + o[k, B [rrxc2) -
Letting ¢ — 0 and taking (4.12) into account, we obtain
LI ACNEAILD
for all (k,h) € RY x V and with h = ho (id + v)~!. Hence,
[0 G (s ) < Ik 1)

The proof is completed dividing by ||(k:,ﬁ)|\szv and recalling the defini-
tion of the constant C. ]

Remark 4.4. For the space [ C?(X;,R3) we have
IRz < 2(1+7)*[ho (id+v) " ce,

where « is the upper bound of the norm of v as defined in Theorem 3.9.
Thus, the hypothesis of the previous corollary is satisfied with C' =
2(1 + ~)2. That can be seen from applying the chain rule to h = ho(id+v).

Remark 4.5. In contrast to the general result in Theorem 3.9, the addi-
tional assumption that each component of G¢ is a finite union of disjoint
connected sets if d = 3 has not to be imposed to obtain the approximate
variational principle in the diffusion model. In the DA-based framework
the continuity of J, in the geometric variable follows directly from the
domain differentiability. Lemma 3.8 is not needed for this purpose, as
opposed to Theorem 3.9.

Relying on the approximation result in Lemma 3.6, the estimate on the
volume of the symmetric difference in Lemma 3.8 and the last corollary,
we verify the existence of almost stationary C? shapes near the minimizer.
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This can be interpreted as an approximation to the well-known necessary
condition on a minimizer of J,.

Theorem 4.6. Let (\*,G*) be a minimizer of J, and \* an inner point
of A. In case d = 3, assume that each component of G* is a finite union of
disjoint connected domains. Then for any € > 0 sufficiently small we can
find an intensity vector \* € A and an I-tuple of C? sets G° € G satisfying

Ja(A%,G%) — Jo (X", G") < g,

I
D IXxa:s = Aixe:ll <e,
=1

176, (A%, G)Irixc2mr < €.

PROOF. Let €1 > 0. By Lemma 3.6 there exists Ge ¢ G with
I
Z Ixg: —xe;
i=1 ‘

In case d = 3, each component éf is a finite union of disjoint connected
domains for €7 sufficiently small. Let IV be the maximal number of disjoint
connected domains. Due to the continuity of the norm term in .J, and due
to the above inequalities we get

Jo(N*,G5) = Jo (N5, G*) < &9

for an g9 > 0 getting smaller with ;. Applying Theorem 3.9 and Corol-
lary 4.3 with v = /g3 =: €3, we obtain a A* € A, a C? function h and the
C? shape G° = G5, fulfilling

Ja(A5,G%) = Jo(N",G") < g2,
[(A® = A" h)|lrrxce < €3,
|5 (A%, G%)|lrrxc2r < Ces.

Using Lemma 3.8 and setting Co = 0 and C5 = 87IN/3, we observe

I
Z Ixg: —xes
i=1 ‘

<& and  |Per(GF) — Per(G*)| < e .

I
=y IXGeag: It < (Per(GF) + CallAlI) 1Rl oo

i=1
< (Per(G*) 4+ &1 + Cuci)es .
By the triangle inequality,

I
Z Ixe: = xa:
i=1

< (Per(G*) +e1 + Cd£§)53 +e1=:¢€4.
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Thus,

wr+ A = Allixe;

I I
D X xa: — Axerlle <D (1% llxes — xer L)
=1 =1

< max [AS|ea + Vol(X)esz < Leg + Vol(X)es

with L = max{|l| | [ € Uilzl A;}. The right-hand side of the last estimate
converges to 0 for e; — 0. Choosing now ¢; sufficiently small shows the
assertion. (|

Remark 4.7. The results of the previous theorem are not limited to C?
shapes. For shapes with higher regularity a similar statement under the
assumptions of Corollary 4.3 can be proven.

4.2.3. The Approximate Variational Principle Revisited: Star-
shaped Domains. Analogous consequences of the approximate varia-
tional principle for star-shaped domains can be derived from the findings
in Section 3.3.2. To do so, we proceed in a similar manner as in the last
paragraph for general C? shapes.

Since with the parameterization of the boundary we have a linear
structure at hand, the derivative with respect to the geometric variable,
i.e., the parameterization, is just the usual Fréchet derivative. So, the
analog to Corollary 4.3 in the star-shaped setting is a simple application
of Ekeland’s e-variational principle for differentiable functionals [Eke74,
Theorem 2.2].

Corollary 4.8. Let the assumptions of Theorem 3.16 be satisfied. More-
over, let \* be an inner point of A. Then,

HJ(/1<>‘E7Teyms)HRIXuX]RdI‘)R S

=1 ®m

holds, using the notation of Theorem 3.16.

The approximation to the necessary condition of a minimizer is derived
as above but using the corresponding results for star-shaped domains. We
obtain the following existence result of almost stationary smooth parame-
terization near the optimal one.

Theorem 4.9. LetU be a Banach space with C>= (S c U ¢ C?(S41)!
and C > 1 a constant satisfying || - ||pvyr < C|| - |l

If the minimizer (\*,r*,m*) of J, is an interior point of A x R with
respect to the RT x (L')! x R metric, then for any e > 0 sufficiently small
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there exists a point (A°,r°,m?) € A x (U x RY)NR) with
Ja (A%, re,m®) — Jo (N, r*,m") < e,
I(A%, 7%, m=) = (A5 mP) [gr Ly cmar <€,
16, (A%, 7€, )[Rt xpuxrarsm < €
PROOF. We proceed similar to the proof of Theorem 4.6: By Lem-
ma 3.15, we find for any €1 > 0 a tuple of functions 7* € U such that
7 —7*lLryr <e1r and  [Per(r®) — Per(r*)| < e .

Since the minimizer is an interior point, we have (¥¢,m*) € R for suffi-
ciently small 1 > 0. Recalling (3.17), the boundedness of 7¢ and r* as
well as the continuity of the residual term in J,, there exists an €5, which
goes to zero when e; does, with

J(X()\*77:/E7m*) - Ja()\*7r*am*) S £2.

Applying now Theorem 3.16 and Corollary 4.8 with v = /g2, we get a
point (A°,7¢,m?) € A x (U x RY)NR) satisfying

Ja (A5, r5,mT) — T (A", r*,m™) < eq,
||(A67T67m€) - (A*vﬁam*)”RIXUXR‘” < \/5a
176 (A%, 7%, m) [[Rr xuxrer 5 < Ve
Obviously, it follows that
l(A%, e, m®) — ()\*,T*,m*)”RIX(Ll)IXRdI <Cyeg+e1.
Choosing €7 sufficiently small shows the assertion. O

We point out that the observation of the previous theorem is the jus-
tification to use optimization methods that converge to a critical point in
the upcoming chapter.



CHAPTER D

Numerical Experiments for DA-based Bioluminescence
Tomography

After the analytical study of the DA-based BLT problem in the last
chapters, we now consider the problem from a numerical point of view. In
Section 5.1 we introduce the optimization methods that are used for solving
the Problem 2.13. Several numerical experiments, all in two dimensions,
are discussed in Section 5.2. We point out that the presented numerical
schemes and implementation serve as proof of concept and to illustrate
our theoretical findings. Improvements of both are certainly possible, but
beyond the scope of this work. This chapter is a revision and an extension
of the numerical part of [KR12].

5.1. Numerical Schemes

In this section we develop descent methods to minimize J, for star-
shaped domains. Since this functional is not differentiable with respect to
general domains, we restrict ourselves to a dense subspace U C C2(S471)1,
where U is assumed to be a Hilbert space. In view of Theorem 4.9, there
exist smooth almost stationary points in any neighborhood of a minimizer.
Therefore, we expect that a descent method converging to a stationary
point in A x U also converges to a minimizer of J,,.

Further, we have to implement the constraints A € A and (r;,m;) €
R; in the optimization process. We recall that the later relation means
0 <7r; <rx, m;- In addition, it may be necessary to bound r; away from

67
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zero, in order to show convergence of the scheme. Therefore, we define the
closed and convex subset C := A X Roq C A x (U x R¥)NR)) and denote
the convex projection onto C by Il¢. Since all optimization schemes under
consideration to solve

min = Jo (A, 7, m)
(A, r,m)ecC

need the gradient of J, as well as the projection operator Ilz, we provide
these quantities in a first step.

5.1.1. Gradient and Projection. The gradient of J, has to satisfy
<grad Joz()\v T, m)7 (h)\v hr7 hm)>RI XUXRI = J&()\v T, m)(h/\7 h’m hm) ’
where the derivative J/, is known from Theorem 4.2:

(grad Jo (A, mym), (A, by hom ) )R1 i xran
= (F(\,r,m) — g, O\F(\,r,m)hy + On F'(N,mym)hy =+ O F'(N, 7y m ) i )
+ ad,Per(r)h,

I
=> (<u|ax = g:hoavilox +upilox +up, slox )y,
i=1
+a/ HaGihr,i.ydu).
oG,

Herein, ulgx = AZfil Aixa, and vilax = Axg,. Moreover, the terms
u,. ; and up, ; are the solutions of the transmission boundary value problem
(4.10) with h replaced by h,; and h,, ;, respectively, as well as I" replaced

Obviously, the gradient depends on the choice of the Hilbert space U.
We start with the calculation of the L? gradient. Later ¢ will be chosen
to be a Sobolev space H® on the unit sphere, where we can work with an
expansion of the parameterization with respect to spherical harmonics. In
this context, the H® gradient is obtained by multiplying the Fourier coef-
ficients associated with spherical harmonics of degree j of the L? gradient
by (1 + j2)~% in case d = 2 and by (j + 1/2)72% in case d = 3. For more
details on Sobolev spaces on the sphere in two and three dimensions see
[Kre89] and [FGS98|, respectively.
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The components of the L? gradient! have to satisfy

(grad Ja(\, T m))ki =(F(\,7,m) — g, Ax(;i)y ,
(grad Jo (A, 7, m))ri =0, F(\,r,m)*(F(\,r,m) — g)

(5.1)
+ aHpg, (P1 - v)4/gr P,

(grad Ju (A, .m)) . = O F(N, ,m)" (F(A7,m) — g)

where ®; is the parameterization of the unit sphere and gr <I>;) is the
Gramian determinant of the derivative of the parameterization ®, of OI'.
Since all our numerical experiments in the next section are performed in
two dimensions, we specify the components of the gradient in this spe-
cial case further. We refer to Section 7.1 for a similar treatment in three
dimensions.

In case d = 2, the second equality of (5.1) reduces to

(grad Jo (A, 7, m))ri =0, F(\,r,m)*(F(\,r,m) — g) + aHag,ri . (5.2)
Herein, the L? adjoint operator of 9,, F(\,r,m) is given by
Or, F(\,m,m)*tp = 2\;1w|s¢, © Do, (5.3)
with w denoting the solution of the adjoint boundary value problem

—div(DVw) + o,w =0 in X,
0

w (5.4)

2D— +w=1 ondX,

v
which has the weak formulation

1
/ (DVw-Vv+oawv)dz+ - /
x 2

1
wudp = = Yodu for allv e H'(X).
ax 2 Jox

IWe note that we use the subscript A; to indicate the ith component in the variable
A of the gradient, that is, <(grad Ja (A7, m)) N, h>\,i> = Ox;Ja(A,r,m)hy ;. This

notation is transferred to the variables » and m.

v
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The representation (5.3) of J,, F'(A,r,m)* can be seen from

<67’1F()‘7T7 m)hr,iywb’ :/ u;,ﬂb dp
o0X

:2/(DVw-Vu'M+anu'M)dx+/ wul.; dp
X ' ' ax

=2\ w (hy;-v)o <I>T_il du
G,

= / 2Xihy sriw o O dp
Sl
= <hr,i7 8T¢F(>\a r, m)*¢>lj2 )

according to the weak formulation of the transmission boundary value
problem (4.9). Similarly, we observe that the adjoint of O,,, F(\,r,m),
which occurs in the last equation of (5.1), has the form

Om, F(\,r,m)* ) = 2)\2'/ wrdu. (5.5)
0G;

Let us now turn to the derivation of the projection operator onto
the set C. It is well-known that the projection in A onto the interval

A =TT A is
Ai ) )\2 < A'L )
(2N =< Xy N> N,
A;, otherwise.

The projection in (r,m) onto R4,

™ (rym) = argmin |[(p,€) = (r.m) |uxgar
(p,§)ERaa

depends again on the choice of U and cannot be expressed explicitly in
general. Since in the numerical experiments the iterates stay in R.q in
case of suitable initial values, the projection onto R.q is only of interest
from a theoretical point of view.

5.1.2. Projected Gradient Method. In [HPUUOQ9] the projected
gradient method specified in Algorithm 5.1 is presented for constrained
optimization in Hilbert spaces.
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Algorithm 5.1 Projected Gradient Method
(S0) Choose (A\°,70,m?) € C.
For £k =0,1,2,...
(S1) Test for termination.
(S2) Set (RY,hF RE) = —grad J,(\*, 7k, mF).

[ m

(S3) Choose si, by a projected step size rule such that
Ju (Hc((Ak, & mb) + sp(hE, BE, 1k ))) < Jou(NF 7% mkY .

T m

(S4) Set (AFFL pA L mkLy = T (A*, 7%, mF) + s (h%, hE, RE)) .

Ao oy tom

The step size sg, occurring in the algorithm, is chosen by the projected
Armijo rule: The largest s, € {5 : n € No} is chosen such that

J (Hc((Ak,rk,mk) + sp(hk, hE, hfn))) — Ja(NE R mk)

< —% ITIe (AF, 7%, m¥) + s (BE, b5, BE)) — (AF, 7%, m
with some constant v € 10, 1].

In [HPUUO9] a convergence result for the projected gradient method
using the projected Armijo rule is established under a Holder continuity
assumption on the gradient of the minimization functional. Though we
could only achieve a local Lipschitz continuity of the gradient on A X R.q
with

2
k)HRIxude’

Raa = {(r,m) € UXRI)YNR: 15 m, > e}
for one € > 0, we expect Algorithm 5.1 to converge to a critical point also
in our setting.

5.1.3. Split Approach. In [RR07] Ramlau and Ring propose a split
approach, where first the intensity is minimized while freezing the domain
and then the domain is updated using the new intensity. Inspired by them,
we split the kth iteration into the following two steps:

MHL — arg min J, (A, 7%, m*)
AEA
(rk—H? mk+1) =R, ((rk7 mk) - sk(hfv hﬁ@))

with
hy = (grad Ja()\k+1’rk7mk))r and hF = (grad Ja(AkJrl’rk,mk))m.

The step size s is chosen by the projected Armijo rule as above. This
leads to Algorithm 5.2.
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Algorithm 5.2 Split Approach
(S0) Choose (A\°,70,m?) € C.

For k=0,1,2,...
(S1) Test for termination.
(S2) Calculate \*+1 = argminy gy Jo (A, 7%, m").
(S3) Set (h%, hk) = —(grad Jo(AFT1, r¥ mk))
(S4)

(T’m) ’
Choose s by a projected step size rule such that

(Wl Tr., (™, m )+sk(h’j,hfn))> < Ja(NFHL kY |
(S5) Set (rF 1 mF+1) =g, ((r*, mF) + si(hk, hE)) .

Let us point out that the optimization problem in step (S2) possesses
a solution, since J, is a quadratic function in A and the set A is com-
pact. Standard quadratic programming can be used to solve this problem
[NWO06]. However, the solution may not be unique unless the matrix
K = (<AXGi7AXGj>L2)Z'7j is positive definite.

In the case I = 1, the optimization problem in (S2) is obviously
uniquely solvable. In this situation, similar to the unconstrained case
in [RRO7], the split approach can be viewed as a descent method for the
reduced functional

Jo(r,m) = J, (A(r,m),r,m) with A(r,m) = argmin J,(\,r,m),
AEA

as —(grad Jo(A(r,m),r,m)) (rom) 15 2 descent direction for J(r,m) for ev-

ery (r,m) in the interior of R,q such that A(r,m) is in the interior of A.
This observation is based on the identity

j('y(r, m) = OxJu ()\(r, m),r, m) N(r,m) + (8(T7m)Ja) ()\(r, m),T, m)
and the first-order optimality condition
OrJa ()\(n m),r, m) =0.
5.2. Numerical Experiments

To complete the discussion of the DA-based BLT problem, we present
numerical examples of the developed geometric regularization approach.
The goals of this section are to see if this technique is feasible to reconstruct
photon sources and to understand the still open challenges better. Though
all experiments are performed in two dimensions, three-dimensional exam-
ples should give similar observations.
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5.2.1. Implementation. As mentioned above, we only consider the
case d = 2 for our experiments. The PDFE Toolbox of MATLAB is used
to compute the solution of the occurring boundary value problems via the
Finite Element Method (FEM). More precisely, we use linear elements and
the maximal edge size h to be specified later.

For the sake of presentation, we restrict ourselves in this description
to the situation where the source term ¢ consists of only one characteristic
function: ¢ = Axg. Let (r,m) be a parameterization of the searched-for
star-shaped domain G. Identifying the unit sphere S' with the interval
[0, 2], we approximate the function r by a trigonometric polynomial? 7y,
of degree less than M:

M
(%) = ry(¥) =9 + Z(%Cz cos(nd) + 75 sin(ndd)) (5.6)
n=1
for 9 € [0, 27, where
1 27
Yo = % 0 7’(19) dﬁa
1 2
= —/ r(9) cos(nd) dv, (5.7)
T Jo
1 2
v = f/ r(¢) sin(nd) dd .
T Jo

Then, all numerical operations are performed on the vector

(’70771:7 cee 775477?7' . a’Y}qW)T

of coordinates rather than on the function r,; itself.
Our discretization of r requires a matched discretization of the follow-

ing quantities:

1. the source term g, i.e., the scaled characteristic function Ay¢,

2. the L? adjoint of 8, F(\,r,m), see (5.3), and

3. the gradient of the perimeter, see (3.5).

Recall that both latter objects appear in the second component of the L?

gradient (grad J, (A, r,m)), derived in (5.2).
In the following we describe in detail how we handle above quantities:

1. Let G be the star-shaped domain parameterized by (ras,m). Then,
we interpolate the scaled characteristic function of Gj; in the finite
element space to obtain the source function g;. Now, the FEM solver

2In three dimensions one can use the expansion into spherical harmonics, see Chap-
ter 7 or [FGS98], for instance.
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of MATLAB can be straightforwardly applied to evaluate the forward
operator A.

2. The L? adjoint of 8, F(\,rar,m) is calculated by evaluating the FE
solution of the adjoint problem (5.4) at the intersection points of the FE
mesh and the boundary of Gjs. The resulting piecewise linear function
over the boundary of G, is multiplied by 2Ary; and its first 2M + 1
Fourier coefficients (5.7) are approximated using the trapezoidal rule,
where the nodes agree with the intersection points. We emphasize that
the quadrature error is of order h, cf. [HBO09], since the FE solution
is in H'(OGs). Thus, it is of the same order as the error of the FEM,
see for instance [AHO5, Theorem 10.4.1].

3. We calculate the Fourier coefficients (5.7) of the gradient Hag,, 7
of the perimeter, i.e., the product of the additive curvature and the
parameterization, by the trapezoidal rule, but this time with equidis-
tant nodes. This is possible as Hpg,, 7 is explicitly known over the
interval [0,27]. We choose the number of nodes to be greater than
max{2M + 1,1/h}. Thus, the error is at least of order h.

The calculation of the discretized version of the adjoint of 9,,, F'(\, 7, m),
see (5.5), is performed similar to No. 2 above: The FE solution of the ad-
joint boundary value problem (5.4) is evaluated at the intersection points
of the FE mesh and the boundary of Gj;. This yields a piecewise linear
function, which is multiplied with 2 times the unit normal v. The integral
of this product over 0G ) is again approximated by the trapezoidal rule,
where the intersection points serve as nodes.

As mentioned in the previous section, we do not implement the pro-
jection onto R,q, since for suitable initial values the iterates stay in this
set. Only the projection of A onto A is used.

The Hilbert space U is chosen to be H3([0,2x]) C C2([0,27]), where
the subscript p indicates periodic boundary conditions. So the developed
theory is applicable. Hettlich [Het99] reports only a little difference be-
tween numerical simulations in the H*® and in the L? setting. Therefore,
we also perform some experiments using the L? gradient directly.

Three components of the reconstruction process contribute dominantly
to the numerical costs: the solutions of the direct and the adjoint bound-
ary value problems (2.29) and (5.4) as well as the determination of the
intersection points of the FE mesh and the boundary of Gy, cf. No. 2
above. The direct problem has to be solved repeatedly to determine the
step size sy in both Algorithms 5.1 and 5.2 by the Armijo rule. The other
two costly operations are performed only once per iteration step.
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FIGURE 5.1. Sketch of the phantom.

Before we present the used phantom and discuss the numerical ex-
periments, let us explain the termination criterion, which is used in all
examples below. Following [Kel99, Chapter 5.4.1], the gradient iteration
is stopped if

[R5, 15 B,

< 7o + 7 || (RS, R, RO,

)Hqude )Hqude

and the split approach if

| (hE, RE) lrxee < 7o + 70| [ (RS, A9 lrxa »

where the notation of Algorithm 5.1 and 5.2 is used. The relative and
absolute tolerances are chosen as 7, = 7, = 0.005 for both numerical
schemes. Further, the parameter v in the projected Armijo rule is set to
5-107° and the step size s is bounded from below by 278.

5.2.2. Phantom. For all our computations in the DA-framework, we
use the phantom shown in Figure 5.1, which is also considered in [Kre08,
KR12] and is approximately the two-dimensional analog of the three-di-
mensional one presented in [CWKT05]. The phantom has the shape of
a circular disk with radius 10 and the origin as midpoint. It consists of
four different types of tissue, namely bone (B), heart (H), lung (L) and
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DWW

FIGURE 5.2. Sketch of the considered models: Model 1 (left), Model 2 (center),
Model 3 (right). The coloring of the phantom is as in Flgure 5.1. The yellow
region illustrates the bioluminescent source.

muscle (M). They are located in X as follows:

B:{xeX:\/az%—i-(mg%-?)Zgl.S},
H:{xeX: (%)2+(%)2§1},

3 . a1 £6.5\° | ra2\2
L—{$€X|$|<9,<T> +(7> <1},
M=X\(BUHUL).

According to [CWK™05], realistic optical parameters for these tissues are

0.16 in B, 1.28 in B,

0.21 in H, , 2.0 in H,
Oa = ) and oy = .

0.22 in L, 2.3 in L,

0.1 inM 1.2 in M.

We recall that o, is the reduced scattering coefficient and that the diffusion
coefficient D is given via

1
3(ca+0l)’

cf. (2.14).

5.2.3. Model 1. In the first model, the source is placed around the
midpoint (6, —3) and its boundary is parameterized by

r(¥) =2—0.5cos9 + 0.25sin ¥ — 0.1sin(39),
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A =1.3foro =0.00518 A =1.3foro =0.00519
0 | | | 0 | | |
1 _1
_2 -2
-3 -3
-4 -4
-5 -5
2 4 6 8 2 4 6 8

FIGURE 5.3. H? setting: Reconstruction (blue solid, midpoint ‘+’) and original
source (red dashed, midpoint ‘x’) with a = 0.00518 after 201 gradient iterations
(left) and with o = 0.00519 after 315 gradient iterations (right).

see Figure 5.2 (left) for a sketch of the location in the phantom. The
intensity is set to A = 1. On a mesh with mesh size 0.2 we produce the
synthetic data, whereas the inverse problem is solved on a coarser mesh
with A = 0.5 in order to avoid the most obvious inverse crime.® By linear
interpolation we transform the data from the finer grid to the coarser.
The relative interpolation error of about 2.7% may be seen as a ‘modeling’
error.

The maximal degree M of the trigonometric polynomial is set to 8,
hence the searched-for parameterization lies in the ansatz space, that is,
r=ry in (5.6). A further discussion on the choice of the maximal degree
M is presented in the next paragraph. We choose the regularization pa-
rameter « manually by visually inspecting the results. For the intensity
A we allow a variation of 30% of the exact one, i.e., we set A = [0.7,1.3].
In all experiments based on Model 1 we start with initial values \° = 1.1,
r®=2.5and m® = (5,-2).

3We are aware that we still commit a kind of inverse crime, since we use the
diffusion model for generating the data and for solving the inverse problem. In view
of the ‘modeling’ error and the purpose of the numerical experiments, we accept this,
though.

41n contrast to the numerical experiments in the transport framework in Chapter 7,
we do not give the relative discrete L? errors of the reconstructions in this chapter. Since
all numerical experiments presented in the diffusion framework are performed in two
dimensions, the quality of the reconstructions is well assessed by direct inspection.
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A =1.2347 for oo = 0.0048 A =1.2488 for o = 0.0049
0 | | | 0 | | |
-1 1
_2 -2
-3 -3
-4 -4
-5 -5
2 4 6 8 2 4 6 8

FIGURE 5.4. H® vs. L? setting: Reconstruction (blue solid, midpoint ‘4+’) and
original source (red dashed, midpoint ‘x’) in the H?® setting with a = 0.0048
after 265 split approach iterations (left) and in the L? setting with o = 0.0049
after 148 split approach iterations (right).

5.2.3.1. Influence of the regularization parameter. In Figure 5.3 two
reconstructions by the gradient method are shown for slightly different
regularization parameters. In all our experiments we observe a plateau be-
havior in the regularization parameter: the reconstruction of (A, rpr, m) is
pretty much stable over a whole range of a-values. However, at certain tip-
ping points the character of the reconstruction changes dramatically. Such
a tipping point behavior is demonstrated in Figure 5.3. It originates from
the non-uniqueness of the DA-based BLT problem, stated in Lemma 2.10.
From the photon density over the boundary we cannot distinguish between
a source of small support with high intensity and a low intensity source
having large support. It is exactly this kind of non-uniqueness which can
be observed in Figure 5.3.

5.2.3.2. H3 vs. L? setting. Reconstructions using the split approach
in the H? and L? framework are compared in Figure 5.4. We observe that
the L? setting leads to a better reconstruction of the shape of the source in
the lower right part, which is the side of the domain facing the boundary
of X, than in the H? regime. In contrast, the shape in the upper left
part is not well reconstructed in the L? setting, since it is further away
from the boundary of X and, consequently, less information arrives in the
measurements. In the H? setting the reconstructed domain resembles a
circular disk due to the intrinsic smoothing property of the H3 gradient.
This characteristic is also observed in the examples given in Figure 5.3.
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A =1.2731 for o = 0.0049 A =1.2522 for o. = 0.0049

FIGURE 5.5. L? setting: Reconstruction (blue solid, midpoint ‘4’) and original
source (red dashed, midpoint ‘x’) with a = 0.0049 after 163 gradient iterations
(left) and with 30% noise level and o = 0.0049 after 241 gradient iterations
(right).

5.2.3.3. Noisy data. In Figure 5.5 (right) we present a numerical ex-
periment where we corrupt the artificial data by 30% relative Gauflian
noise with respect to a discrete L?(0X) norm. The difference to the noise-
free reconstruction, illustrated in Figure 5.5 (left), is gradual, since the
perimeter penalty term as well as the low degree of r; have a regularizing
effect.

So far, we have only discussed the reconstruction of the domain. In all
the experiments based on Model 1 we observe that the intensity A is over-
estimated. The reason for this is that either the size of the reconstructed
source is smaller than the size of the original source or the reconstructed
domain is located further away from the boundary. In order to fit the pho-
ton density over the surface, this leads in both cases to an overestimation
of the intensity.

5.2.4. Model 2. In contrast to the preceding model, the parameter-
ization of the searched-for domain is not explicitly given as an element of
the ansatz space in the second model. Inspired from [Het99], we consider
the kite-shaped source whose boundary is parameterized by

() = (COW o0 giczz(w) - 1)> - @) for 9 € [0, 27].

An illustration of the location of the source in the phantom is illustrated
in Figure 5.2 (center). Though the source is star-shaped with respect to
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A = 1.2543 for o = 0.0046 A = 1.1492 for o = 0.0046
—4 —4
-5 -5
iy y -6
7t ] 7t
-8t 4 ~ rd 1 _8t
I_ -
—gf ] —9f
-10 ‘ ‘ ‘ -10 : ‘ ‘
™ _4 2 0 —4 -2 0

FIGURE 5.6. H?® vs. L? setting: Reconstruction (blue solid, midpoint ‘+’) and
original source (red dashed) in the H?® setting with o = 0.0046 after 276 gra-
dient iterations (left) and in the L? setting with o = 0.0046 after 294 gradient
iterations (right).

several points, it is not clear whether there exists a parameterization of the
boundary that is a trigonometric polynomial. The intensity of the source
is set to A = 1. As in Model 1, we generate the synthetic data on a mesh
with mesh size 0.2 and solve the inverse problem on a coarser mesh with
mesh size h = 0.5. This yields a ‘modeling’ error of 3.6%. To incorporate
the a priori knowledge on the intensity, we again set A = [0.7,1.3]. In
all experiments of this paragraph the projected gradient method is started
with A = 1.1.

5.2.4.1. H3 vs. L? setting. Reconstructions of the kite-shaped source
in the H3 and the L? setting are shown in Figure 5.6 (left) and (right),
respectively. In both experiments the initial values for the star-shaped
domain m® = (—1,—6) and 7° = 2 are used. We observe that the H3
reconstruction is approximately a circular disk centered in the upper half
of the kite. In comparison, the L? reconstruction is also centered in the
upper half but stretches in the direction of the lower tip. The reasons
for such a behavior are known from Model 1: The H?3 gradient penalizes
higher Fourier coefficients substantially. Due to the non-uniqueness, there
exist solutions besides the searched-for domain.

5.2.4.2. Regularizing effects of a and M. In the four experiments of
Figure 5.7 and Figure 5.8 we focus on the parameterization r of the bound-
ary G and its dependence on the regularization parameter o and the
maximal degree M. So, the projected gradient method is initialized with
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A=0.91309 fora =0 A = 0.99684 for o = 0.0045
-4 -4
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FIGURE 5.7. L? setting, M = 8: Reconstruction (blue solid, midpoint ‘+’) and
original source (red dashed) with @ = 0 after 24 gradient iterations (left) and
with o = 0.0045 after 29 gradient iterations (right).

X = 0.83404 for o = 0 % = 0.96966 for o = 0.0045
-4 -4
-5t {1 -5f
-6t h 1 -6f
-7 -7
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-9 -9
-10 : : : -10 : : :
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FIGURE 5.8. L? setting, M = 20: Reconstruction (blue solid, midpoint ‘4’) and
original source (red dashed) with o = 0 after 54 gradient iterations (left) and
with oo = 0.0045 after 41 gradient iterations (right).

m® = (=2,—7) and r = 1.5 in all four examples. Only the L? setting is
used, since we already know the smoothing property of the H? gradient.

In Figure 5.7 the unregularized reconstruction (left) is compared with
the regularized one (right), where the maximal degree M is set to 8.
Though the difference is only slight, we recognize that the size of the
regularized source is smaller, since the perimeter is penalized. In both
experiments the shape of the kite is not recovered.
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For an increased maximal degree, i.e., M = 20, the reconstructions
are shown in Figure 5.8. Using no regularization by the perimeter term,
leads to an oscillating boundary of the reconstruction. These oscillations
are effectively damped by the perimeter regularization term.

From the last four experiments we see that not only «a but also M
serves as regularization parameter in the discretized BLT problem. There
are two effects one should keep in mind while choosing M. On the one
hand, underestimating M can cause loss of details, since the ansatz space
becomes smaller. On the other hand, choosing M too large can pro-
duce instability, as seen in Figure 5.8. The numerical costs are, however,
marginally influenced by the choice of M.

To finish the discussion of the second model, we note that the kite-
shaped source shows us the limitations of the proposed geometric regular-
ization approach. By incorporating the perimeter regularization term, we
implicitly assume that the support of the source is rather a circular disk
than another more complex geometry, which is reasonable on account of
an uniform growth of cell structures. The kite-shaped domain does not re-
ally match this assumption and leads to poor reconstructions of the shape.
However, even the unregularized reconstruction, see Figure 5.7 (left), re-
sembles more or less a circular disc. This fact shows that the limitation is
also a structural one, originating from the non-uniqueness of the DA-based
BLT problem.

5.2.5. Model 3. In the third model we consider the situation that
two sources are present. The first source is the one known from Model 1,
i.e., parameterized by

r1(¥) =2 —0.5cos ¥ + 0.25sin ¥ — 0.1 sin(39)

with midpoint m; = (6, —3) and intensity A\; = 1. A second source with
parameterization
ro(¢¥) = 1.5 — 0.3sin(29)

is centered in the point ms = (—1,7) and its intensity set to Ay = 0.8.
In Figure 5.2 (right) the location of the two sources in the phantom is
illustrated. Once again, artificial data are produced on a finer mesh with
mesh size 0.2, whereas a mesh with mesh size h = 0.5 is used to solve
the inverse problem. This results in a ‘modeling’ error of 4.6%. In both
experiments we set the maximal degree of the trigonometric polynomial
to M = 8 and the regularization parameter to o = 0.0032. Former choice
ensures that the searched-for sources are in the ansatz space, i.e., r = rj; in
(5.6), without causing instabilities. The latter selection is made by visual
inspection of the reconstructions. In addition, the L? setting is used.
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Reconstruction for o = 0.0032
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FIGURE 5.9. L? setting: Reconstruction (blue solid, midpoint ‘4’) and original

source (red dashed, midpoint ‘x’) with o = 0.0032 after 343 gradient iterations.
The reconstructed intensities are \; = 1.2504 and Ay = 1.

Reconstruction for o = 0.0032
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FIGURE 5.10. L? setting: Reconstruction (blue solid, midpoint ‘4+’) and original

source (red dashed, midpoint ‘x’) with a = 0.0032 after 345 gradient iterations.
The reconstructed intensities are Ay = 1.2268, A2 = 0.9997 and A3 = 0.6.

Figure 5.9 displays a reconstruction given the right number of sources.
The projected gradient methods is started with Y = 1.1, m{ = (5, -2),
r) =2.5and \J = 0.9, m3 = (0,6), rJ = 2. Moreover, we set A; = [0.7,1.3]
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and Ay = [0.6,1]. Keeping the observations obtained from Model 1 in
mind, the support of both sources are rather well reconstructed.

In the experiment whose reconstruction is illustrated in Figure 5.10
the number of sources is overestimated. Three sources are assumed in the
solution process of the inverse problems. Besides the two sources known
from the previous example, the gradient method is initialized with a third
source given by A} = 1, m3 = (5,5), rJ = 1.5. The interval of admissible
As-values is set to A5 = [0.6,1.3]. We observe that the first two sources
are approximately reconstructed as in the previous experiment. The third
source moves a little to the inside, its size becomes small and its inten-
sity coincides with the lower bound of the interval A3. We note that the
intensity vanishes if 0 is the lower bound of the interval As.

At this point, let us also remark that the number of sources in the
object can roughly be estimated from the measurements. If the sources
are not too close to each other and no source is hidden behind another
one, the number of local maxima of the photon density on the boundary
is a good approximation on the number of sources.
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CHAPTER O

Domain Derivative of the RTE-based Forward Operator

Let us now turn to the model-specific analysis of the BLT problem
in the transport framework. As in Chapter 4 concerning the diffusion
model, the key ingredient is the domain derivative of the forward operator.
However, the derivation is much more involved. To our knowledge there is
no rigorous calculation for a general class of domains. Though we formally
calculate the domain derivative about connected domains in Section 6.1,
we only can derive it about ball-shaped domains rigorously. Latter is
presented in Section 6.2. The reasons why the formal calculation cannot
be performed rigorously and why a few other basic approaches cannot be
applied is discussed in Section 6.1. We finish this chapter with Section 6.3.
There we explain consequences for the minimization problem 2.13, like the
one-sided directional derivative of J, and a further specification of the
approximate variational principle, at least for points where the forward
operator is domain differentiable.

Before we start with the detailed analysis, we recall the framework
of RTE-based BLT set up in Chapter 2. The linear forward operator is
defined in (2.25) by

A: LNX) = LY04(X x Q) |w-v[dwdp) =Y, g+ uls, (xxa), (6.1)

where u € W1 (X xQ) is the solution of the boundary value problem (2.20),

87
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that is,
w- Vu(z,w) + oy(z)u(z,w) — Su(z,w) = q(z), (z,w)e X xQ, 69
uw(z,w) =0, (z,w)ed_(XxQ), (62)

with the scattering operator

(Su)(z,w) = og(x) /Q n(z,w - wHu(z,w')dw’.

Taking account of the a priori knowledge of piecewise constant sources as
in Section 2.3, we obtain the nonlinear forward operator

I
FiAxL—=Y, (MG m > NAxa, (6.3)
=1

compare (2.35).

6.1. Formal Calculation and Discussion

As mentioned above, we formally derive the domain derivative of F in
this section. This derivation is followed by an argument why this cannot be
performed rigorously and why also other rigorous approaches fail. These
observations lead then to the technical but rigorous calculation of the
domain derivative about a ball in the upcoming section 6.2.

For the sake of simplicity, we assume in the subsequent presentation
that there is only one source, i.e., I = 1.

6.1.1. Formal Calculation of the Domain Derivative of F'. For
the formal derivative of F' with respect to the geometric variable, we de-
compose the operator F'(\, -) as in Section 4.1.1:

F(AG) = 40Q(G)

with the map
Q: G~ Mg
We ignore the domains and the image spaces of these functions as well
as smoothness assumptions due to the formal nature of the calculation.
Following the calculations in Section 4.1.1, the domain derivative of @
about I' in direction h is given by
Q'(T)h = Ah,dar

cf. (4.8). We apply the linear forward operator A, defined in (6.1), to this
equation and obtain the formal domain derivative of the nonlinear forward
operator F'(}, -), specified in (6.3), about T in direction h

OrF(\T)h = AA(hydor) . (6.4)
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6.1.2. Discussion of the Formal and Other Approaches.'
Though we found in the last paragraph a formal way to calculate the
domain derivative of the forward operator, we doubt that this derivation
can be performed rigorously. To differentiate @) rigorously, we need a
continuous trace operator on the space of test functions, compare the cal-
culations in Section 4.1.1. Since functions in W11(X) have a trace in
L'(0T) [AF03], the operator @ is differentiable as a mapping from the
set of smooth domains S to the dual space W ~1°(X) of W11(X). Thus,
the forward operator F' would be domain differentiable if the operator A
defined in (6.1) was bounded from W~1°°(X) to ).* We are not aware
of any statement proving or disproving this continuity. However, we think
that it does not hold in general. The reason lies in the fact that the solu-
tion of the transport equation (6.2) is marginally smoother in the spatial
variable than the source term: Only the directional derivatives of the so-
lution are bounded in the same norm as the source function, but not the
derivative itself.

Nevertheless, the calculation of the previous subsection can be rigor-
ously performed in the following setting: in two dimensions, no scattering
happens, and the mapping properties of A are relaxed. This is the frame-
work of SPECT. To our knowledge, the domain derivative of the SPECT
forward operator has not been derived before. As it is an interesting result
on its own, we present it in an excursus in Appendix E.

In Section 4.1.2 we mentioned and referred to another technique for
the derivation of the domain derivative of the DA-based BLT forward
operator about general C? shapes. In this approach one applies a change
of variables to the weak formulation of the boundary value problem with
perturbed quantities and then estimates the difference between the weak
formulations cleverly. In [Het99] this method is used for the calculation
of the domain derivative for a broad class of inverse problems involving
second-order elliptic differential equations. By contrast, this approach
seems not to work for the BLT forward operator based on the radiative
transfer equation.

IIn this subsection we discuss why the technique above and other standard ap-
proaches are not applicable to derive the domain derivative in RTE-based BLT rigor-
ously. This serves to motivate the rather ugly calculations in the next section, but is
not essential to understand the following presentation. So, it might be skipped by the
reader.

2If the searched-for domain T is contained in Xo C Xo C X, it is sufficient to have
continuity for sources supported in Xg only.
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In order to describe the occurring difficulties, we recall and introduce
some notations: Let I' € S be a smooth domain and I', = ¢(T") its per-
turbed version, where ¢ = id + h and h € C}(X,R%). The Jacobian
matrix of the function ¢ is denoted by J,. Furthermore, let u and up
be the solutions of the boundary value problem (6.2) with source term
Axr and Axr,, respectively. The crucial point in this approach is to es-
timate the difference of the original and perturbed solution in a weak
formulation of the radiative transfer equation. Weak formulations can be
found in [Ago98, ES12], which are only stated in a Hilbert space setting
though. The weak characterizations involve the derivative of the solution
or of the test function in direction w. However, instead of comparing u
and wy, directly, the difference of u and uy, = uy, o ¢ is considered in order
to have matching jump interfaces. This leads to the problem that, after a
change of variables, terms like (7, ! (x)w)” Vi, (2, w) arise. It is open if the
derivatives in these directions exist, since only existence of the directional
derivatives w? Vi, (z, w) is ensured for solutions of the transport equation.
Consequently, this approach can be a applied for a formal derivation. Due
to the open smoothness question, it is not clear if it is suited for a rigorous
calculation.

In the literature, standard results on boundary and domain integrals,
given e.g. in [DZ11], are often used to differentiate a shape dependent
functional with respect to the shape. To apply the basic formulas, the
domain of integration has to be the shape or the boundary of the shape
with respect to which one differentiates. This technique is employed in
[KRR11], for instance, to differentiate an L? residual functional for the
two-dimensional attenuated Radon transform. For the sake of complete-
ness, we note that the norm term in the functional J, does not obey the
required form for this approach when scattering is present.

To complete this discussion, we point out the following result, which
we will obtain in the next section: Let us consider the Hilbert space frame-
work, i.e., the L? setting. Then, we see in Remark 6.7 that the solution
u’ of the boundary value problem (6.2) with source term Ah,ds¢ is not an
element in L?(X x ) when G is a ball and no scattering occurs. Even for
every neighborhood U of dX the L? norm of u'yy is unbounded. Thus,
a rigorous derivation of the domain derivative of F' in the LP setting with
p > 2 is not possible.
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6.2. Rigorous Derivation of the Domain Derivative of F' about
a Ball

Since we observed in the discussion above that the standard (and el-
egant) approaches do not work out, we rigorously calculate the domain
derivative in this section in a brute force manner. This derivation holds
only for ball-shaped sources so far. However, it might be extended to more
general shapes, like convex domains diffeomorphic to the ball, tracing this
case back to the ball-shaped one.

So, let us assume in this section that I' C X is a ball of radius R
centered w.l.o.g. in the origin, i.e., I' = Br(0). Additionally, let OT'NOX =
(), which means that I" is bounded away from the boundary of X. As we
consider only one source, we set I = 1 in the subsequent analysis.

Before we start to calculate the domain derivative of F' about I', we
recall a few notations and results from Section 2.2.1 and Section 3.2.1:
For the differential operator on the left-hand side of the radiative transfer
equation (6.2) we introduce the mapping

L:DIL)CLMX xQ) =LY X xQ), u—Lu=(w-V+ol-Su

with D(L) = W1(X x Q). From Corollary 2.5 we know that the operator
L~1 is bounded from L'(X x Q) into itself. In equation (2.24) we recast
the radiative transfer equation (6.2) as integral equation

where the integral operators I and P are defined by
_(z,w) t
Kv(z,w) :/ exp </ op(x — sw) ds> Sv(z — tw,w) dt,
0 0

T (z,Ww) t
Pu(x,w) :/ exp <—/ op(x — sw) ds) v(x — tw,w) dt
0 0
for (x,w) € X x Q. Herein, 7_(z,w) is the time of travel given by
T_(z,w) =sup{t: x —sw € X for 0 < s < t}.

Furthermore, for a vector field h € C¢(X,R?) we denote by T'j, the per-
turbed domain

I'y={x+h(z): zeT}.
The subscript h is also used for other quantities to indicate that I' is
substituted by I'y,.
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Our aim is to differentiate F'(\, -) about I', that is, we want to find
an operator OpF(A\,T') € £L(C}, V) such that
IFATh) = F(AT) = 0r F(\ T)hlly = o([[h]lc1) -
Since in [HyvO07, Lemma 3.4] it is shown that for smooth domains G it
is sufficient to consider perturbations in normal direction to derive the
domain derivative, we will only take perturbations of the form h = h,v

with h, = h-v into account in the following analysis. Then, the asymptotic
behavior in the characterization of the domain derivative reads

|E(A\Ty) — F(AT) —0r F(A\,T)h|ly = 0(||h,,H01) .
In our derivation we proceed as follows: At first, we decompose F' as
FA\G) =My(I—K)'F(@Q) with F(G) = Pxg (6.5)

and then calculate the pointwise domain derivative of F about I, i.e., the
operator F'(I') such that
|F(Th)(z,w) = F(D)(z,w) = (F'(D)h) (z,w)| = o([| A1)

for almost all (z,w) € X x Q. In the next step we show that this esti-
mate not only holds pointwise, but in L'(X x €). So F'(I') is also the
regular domain derivative. In the last step we verify that the trace of
(I — K)~YF'(I')h exists in Y and thus Ay, (I — K)"LF’(T) is the domain
derivative of F'(A, -) about T.

6.2.1. Preliminaries. In the decomposition (6.5) the inverse of I — K
appears, whose existence we have not discussed yet. This question is ad-
dressed in different spaces in the literature [Bal09, CS99, SU08]. We
only restate the results from [CS99, Proposition 2.4], as it is the setting
we work in here.

Lemma 6.1. Let the subcritical condition (2.18) hold. Then, the operators
K and P are bounded from L'(X x ) into itself and K = PS holds.
Moreover, I — K is invertible in L'(X x ) with

(I-K)y'=I+L""'S. (6.6)
The identity (6.6) plays an important role in the last step of the cal-
culation of the domain derivative of F', where we carry over the differen-
tiability from F to F'(), -).
In order to simplify the notation, we introduce the abbreviation E,,
for the attenuation term in the integral operators P and IC, that is,

By (2,0,1) = exp (- /O ol — sw) ds) (6.7)
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for (z,w,t) € X x Q x R. The operators K and P now read

T (z,W)
Kv(z,w) :/ E,, (z,w,t)Sv(z — tw,w) dt,
0

_(z,w)
Pu(z,w) :/ E, (v,w,t)v(x — tw,w) dt.
0

Moreover, we often have to consider the intersection of the line segment
lgw ={x—tw: t € [0,7—(z,w)]}

with the ball I' = Bg(0) and the intersection of I, ,, with the perturbed

domain I'j, in the subsequent analysis of the operators F and F. To sim-
plify the presentation later, we introduce the notation and some important
geometric properties in this paragraph.

6.2.1.1. Intersection points. Let (z,w) € X x Q. We can write

x:xTww—i—wTwJ_wJ_,

where we choose w; € € such that w-w; = 0 and, in addition, z-(wxw, ) =
0 if d = 3. To distinguish whether I, ., intersects I' or not, we define the
visibility function

1, lyunNT #0,

) (6.8)
0, otherwise.

With the vector w, defined as above we obtain for = ¢ T the equivalence
Y(z,w) =1 <= 2Tw>0and 27w, €]-R,R]. (6.9)

For (z,w) € X x Q with ¢(z,w) = 1 the intersection points of the line
{z —tw: t € R} and OT" are given by

pi = pilr,w) =zTwiw) +(=1)"\/R? — (2Tw, 2w =2 - 1w (6.10)

with

7 =7i(z,w) =2Tw— (=1)"/R? — (2Tw,)? and i=1,2, (6.11)

see also Figure 6.1. Notice that we consider here the whole line to handle
the case z € I' and z € X \ T combined.

For a perturbation h = h, v of I we introduce the corresponding quan-
tities. Let

17 lm,wmrh?é®7

i (6.12)
0, otherwise,

wh(xaw) = {
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{r —tw:t e R}

FIGURE 6.1. Sketch of the intersection points of the line {x —tw: ¢ € R} with I.

be the visibility function. Given that ¢y, (z,w) = 1, the line {x —tw: t € R}
intersects OI'y, in the points

pi =l (x,w) =z —7lw
with

h=7h(z,w) =7 — A = 1i(z,w) — Ari(z,w) and i=1,2.

The difference A7; between Tih and 7; depends on h. The term is investi-
gated in the following paragraph.

Later we also use the notations 7;(x,w) and 7/*(x, w) for points (r,w) €
X x Q that do not satisfy ¢(z,w) = 1 and 9, (x,w) = 1, respectively. In
such situations we set 7;(z,w) = co and 7*(z,w) = oo, respectively.

6.2.1.2. Asymptotics of |Ar;|. An important role in the subsequent
calculations plays the asymptotic behavior of Ar; for h — 0 as well as an
upper bound. We will derive both here.

As the results are local at the intersection point p; on the boundary
dT', it is sufficient to consider the planar case in the proofs. The three-
dimensional result follows by examination of the planes spanned by the
vectors v(p;) and w.

Lemma 6.2 (Estimate of A7;). For (z,w) € X x Q with ¢¥(r,w) =
Yp(z,w) =1 holds
170 [l

|AT;(z,w)| < SW .
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IBr |, (0)

FIGURE 6.2. Sketch of the geometry in the proof of Lemma 6.2.

PROOF. For the sake of presentation, we omit the dependence of p;
and A7; on (z,w) in this proof. Moreover, we show the statement only for
i = 1. The bounds for i = 2 can be derived in a similar way. To prove
the assertion for ¢ = 1, we distinguish between the cases h,(p;) > 0 and
hy(p1) < 0. W.lo.g. we consider the case d = 2.

Let us start with the first case, i.e., h,(p1) > 0. As p; is on the incom-
ing boundary of I' = Bg(0), the inequality w - v(p1) < 0 and the identity
Ip1] = R hold. We set P}, as intersection point of I,,, ., and dBg |, | (0),
that is,

Py, =p; —yw withy>0.
In Figure 6.2 the geometry is sketched. Obviously, v > A7y > 0. Multi-
plying Py, by v(p1), we obtain
R+qlw-v(p1)| = (pr —yw) - v(p1) = P - v(p1)
= (R ) - (1) < Rt
a
Therefore,
1720 ]l oo
w-v(p1)|

The case h, (p1) < 0is a little more involved. Again we have w-v(p1) <

0 and |p1| = R. Let Pj, be the intersection point of {z — tw: t € R} and

AT | <y <
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OBR_|h, || (0) such that

Py,

Pr,=p1— d —  w<0.
h =PpP1 —7yw an X W=
It is easy to see that v < A1y < 0. Furthermore, we observe that
Py, Py,
R - huoo:P'izp_’yw'i
I "B (B ) | P
Py Py Py
=Rv(p1) = — w-— | <R-— w- |,
o) 7 = oo ] <R =l
which is equivalent to
P,
hu 00 2 W= -
Il > ol
The last term on the right-hand side can be rewritten as
‘ Py, Py, 1 ( )
| =W e = (P W) w
| Py [Pl R—lhylle
1
= 5 (Blw-vip) =)
R= Tl )
Consequently,
il
1holloo = 5 —— (Rlw - v(p1)l = 17]) - (6.13)
R= )

By the nature of v it is clear that || is bounded from above by half the
length of the chord of BR(0) that is tangential to dBg_ |, .. (0). Thus,

7 < V2l lloo B = T -
Using this in (6.13) implies

R —|[hy ]l ol
. < Twlleoyp oo L
il w(p)] < =2 oo + 2
2[|hw lloo R — |70 ]I,
< e + .
< 3lhwlloo -
We finally obtain
(172 [l
Ar| < |y <3————.
A= S
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FIGURE 6.3. Sketch of the geometry in the proof of Lemma 6.3 for ¢ = 1.

Lemma 6.3 (Asymptotic behavior of Ar;). Let (z,w) € X x Q with
Y(z,w) = Yp(x,w) =1. Then, we have
hy (pi(@,w))

Ari(z,w) = w-v(pi(z,w))

+o([|hvllcr) ash—0.

PROOF. For the sake of presentation, we omit the dependence of p;
and A7; on (z,w) in this proof. W.l.o.g. we consider the case d = 2.

The point p? can be written as p; + Ar;w and in the form g¢; + h,v(g;)
for a suitable ¢; € I, see Figure 6.3 for a sketch. As p;,q; € 9T' = dBg(0),
there exist ¢ € [0,2n[ and s € |—m, 7] with

n(9) e amn(017)
Multiplying the identity p; + Ariw = ¢; + hy,v(g;) by the normal vector
v(p;) = (cos ¢, sin ¢)T', we obtain

R+ ATil/(pi)Tw = (R + hl,(ql-)) CoS s .

A Taylor expansion of the cosine yields
hy (¢i)
w - v(p;)

Furthermore, the multiplication of the identity p;+Ar,w = ¢;+h,v(¢;)
with the tangential vector v} (p;) = v(p;) 1L = (—sin ¢, cos )T leads to

Ativy (pi)Tw = (R + hy(q:)) sins,

AT, = +0(|s]?). (6.14)
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which can be reformulated as

ATm(pi)Tw> vi(pi)w
R+hy(q) ) R+h,(q)

s = arcsin < AT + O(|ATi?) .

Since the estimate
317 [l oo
w - v(pi)|
holds according to Lemma 6.2, it follows that s is proportional to ||h, | eo
up to higher order terms.

Applying the mean value theorem to the function s — h,(g;(s)), we
observe

ATl = ol

hu (@) = b (pi) + i, (@) dis + O(Js[*)
where

i=r (D) a-r(nPS) wa senl

Combining this with (6.14) and the proportionality of s and ||, ||, We
conclude that

ATi =
w-v(pi)

O(HhUHCI).
g

6.2.2. Pointwise Domain Derivative of F. After the preparations
in the previous section, we begin with the differentiation of F' by calculat-
ing the pointwise domain derivative of F. In other words, we want to find
a function H (z,w) depending linearly on h = h,v such that

[fn(@,w) = f(z,w) = H(z,w)| = o(|hwlc1)
for almost all (z,w) € X x Q, where f = Pxr and fr, = Pxr,,-
Let us specify the latter two functions. For (z,w) € X x {2 we observe

f(z,w) = F(T)(z,w) = (Pxr)(z,w)

(w,w)
—v@w) [ Enmw e - w)d
0
T (z,w) T T
— w(m,w)/ Eq,(%,w,t)XBg(0) (a: wiw) + (' w— t)w) dt
0
T_(x,w)
= 1/}(377 W) /0 Eat (.’IJ, w, t)X[‘rg(m,w),Tl (z,w)] (t) dt

71 (z,Ww)
= 1/)(;1:,w)/ E,, (z,w,t)dt (6.15)

max{0,72 (z,w)}
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and, analogously, for the perturbed version

fh(wi) = F(Fh)(xaw) = (PXF;L)(x7w)

71 (z,w)—AT (T,w) (616)
= ¢h($,w)/ By, (z,w,t)dt.

max{0,72(z,w)— A7z (z,w)}

We recall that the attenuation function E,,, the visibility function ¢ and
its perturbed variant 1, are defined in (6.7), (6.8) and (6.12), respectively.
The form of f; and f together with Lemma 6.3 motivates the guess®

H(z,w) (6.17)
T (z,w) h _¢

= /0 Eat(x,w,t)m ((5(75 — oz w)) = 6(t — Tl(x,w))> dt.

Herein, § denotes the one-dimensional delta distribution. This is indeed

the pointwise domain derivative, as we see in the next theorem.

Theorem 6.4. For almost all (x,w) € X x Q holds
1
(e
PROOF. To show the statement, we consider all possible combinations
of values of ¢ (z,w) and xr(z) separately. For the sake of presentation, we
omit the dependency of p;, ; and A7; on (z,w).
Case ¢¥(z,w) =1 and x ¢ T":
Then, ¢y (z,w) = 1 and = ¢ T}, for sufficiently small h. Under these
conditions we have

) = fa) = [

To— ATy

| fr(z,w) = f(z,w) — H(z,w)| =0 ash—0.

T1—ATy

E,, (z,w,t) dt+/ E, (z,w,t)dt.

T1

T2

Using a change of variables, Lemma 6.3 and the mean value theorem for
integration, we observe for both integrals

Ti 0
/ E, (z,w,t)dt = / E, (z,w, 7 +t)dt
Ti —AT; —AT;

0
[ sy Enlznmi+ )t 4 o)
v (Pj

w-v(p;)

hu (pl)

:EO' I s i Ftvl hl/
(ot 7 g ollivller)

SRecall & [ f(1)at = f(a(zo))a' (zo).

|m:m0
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for a t; € ]—ff;((ppii)), [. Since ¥ (z,w) =1 and x ¢ T, the term H(z,w) has
the form

hu(pQ)
w - v(p2)

hl/(pl)

H(z,w) = —FE,, (m,w,ﬁ)m

+ E,, (v, w,72)
It follows that

W'fh(x’@ — f(@,w) = H(z,w)]
1

1w [l

+ (E(7t (z,w, To +t~2) — E,, (m,w,TQ))

hu(pl)
w - v(p1)
hy(pz) o
w-v(p2) o)

(Egt (x,w,71) — By, (z,w, 71 +?1))

hu(pi)
w-v(pi)

as h — 0. In view of £; € |—
we obtain
1
17 [l
Case xz € T

We have for h sufficiently small that o — A, < 0, i.e., x € I'y. Thus, for
h sufficiently small holds

,0[ and of the continuity of E,, (z,w, - ),

|fu(z,w) — f(z,w) — H(z,w)| =0 ash—0.

TlfATl

fr(z,w) — f(z,w) :/ E, (z,w,t)dt
' 0
il R E, (z,w,m +t)dt+0(||hl,||cl)
56D
In hV(pl)
- - Ea s W YRR hv
t(‘r w, T + )W'V(pl) +O(|| HCI)
fora t € ]—ﬁ”y(&)), [. Since
hu(pl)

H(z,w) = —F,, (m,w,n)m

for z € T, we observe similar to the first case
1
1w [l
Case Y(z,w) =0and z ¢ T:
Then for h sufficiently small, x & T, and ¢ (z,w) = 0. Hence, f(z,w) =
fr(z,w) =0 = H(z,w) when h is small.

|fn(z,w) — f(z,w) — H(z,w)| -0 ash—0.
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Otherwise:
The other case, i.e., x € 9T, is irrelevant, as it only occurs for a subset of
X x Q of measure zero.

We summarize that function H, defined in (6.17), is the pointwise
domain derivative of the function f, that is, the asymptotic behavior

1
7||h I |fh(:r,w) — f(z,w) — H(x,w)| —0 ash—0
vi|C?t
holds for almost all (z,w) € X x Q. O

Remark 6.5. The function H can formally be seen as the ‘solution’ of
the transmission boundary value problem

w-VH+oH = h,0|lsr in X xQ,
H=0 ono_(X xQ),

where d|gr is the delta distribution on OI'. Actually, we have expected
such an interpretation given the formal domain derivative in (6.4).

Let us verify this assertion: First, we observe that h,d|sr coincides
with
hy(y — tw)

(y — tw,w) — m

(5(t —na(y,w)) —6(t — 1 (y, w)))

as distribution on X x 2, where for w € €2 the elements of X are described
by y — tw with y € X, + and t € ]0,7_(y,w)[. This observation is due to
a change of variable result akin to Lemma 2.1. From (2.24) we recall that
P is the solution operator of the transport equation without scattering.
Applying formally P to above distribution yields the statement.

6.2.3. Properties of the Function H. In this section we analyze
the pointwise domain derivative H. We show that H lies in L'(X x Q)
and that its directional derivative w - VH exists almost everywhere in
(X \T) x Q and is even an element of L*((X \ T) x Q). Moreover, we
specify Remark 6.5 and see that w - VH = —o¢H in (X \ T) x Q. This
subsection will be completed by a trace theorem for a class of functions
containing H. These results are used in the upcoming section to show that
H is not only the pointwise but also the usual domain derivative of F.

Theorem 6.6. The function H defined in (6.17) is an element of
LY (X x Q). Moreover, there exists a constant C' > 0 independent of h
such that

[H | < Cllhwlloo -



102 6. Domain Derivative of the RTE-based Forward Operator

PRrROOF. We only prove the theorem for d = 3 at this point, since it is
the more relevant case in practice. The adaptions of the proof to the case
d = 2 are presented in the Appendix C.0.1.

For x € X \ OI' we define the absolute moment

= /Q |H(z,w)|dw .

In the first step, we show that H € LY(T) and, in the second, that H €
LY(X \T). Then, the statement follows immediately.
Let © € T'= Bg(0). In this case

hl/(pl (l’, OJ))

H(z,w) = —Ep, (@,0,71(w,0) 750200

Consequently,

[ (p1 (2, 0)) |
jw-v(pi(z,w))]

1
< ||hu|oo/Q!w-u(pl<x,w))\dw'

Before we calculate the latter integral, we simplify the expression in the
denominator. As I' = Br(0), the outer unit normal to I" reads

H(z) :/QEgt(x,w,Tl(x,w)) dw

Z/(pl(x,w)) = %pl(x,w) = %(.13 — Tl(m,w)w) )

Let w) € Q be perpendicular to w such that - (w x w, ) = 0. Multiplying
the normal by w and inserting the representation (6.11) of 71, we get

z —71(x,w)w )

(
( \R?— (2Tw ) Pw+x wlwl)
= %\/ — (2Twy)?

v (pi(z,w)) =

:UM—‘:U\’—‘
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For x # 0 the integral can be calculated as follows

1 1
/Q |w - v(p1(z,w))] o= R/Q VR? = (2w, )? dw

2
-, <|x|2 ‘( |x|)T““)> s
|x|/ mf %ds (6.18)

2#5 arcsm(%)
~ R

Nl

= 47rm arcsm( |R‘ ) ,

where we use in the third equation the change of variable s = 27w, /|z|,
see Section VIL.2 in [Nat01b] for more details. For z = 0 holds

/dew/ﬂldwm.

The right-hand side of the last equation coincides with the limit of
47 arcsin(s)/s as s — 0+. This function is monotone increasing on [0, 1]
and the upper bound is 4r arcsin 1 = 272. Thus,

Hir € L*°(T) ¢ LYT) with [[H|p|loo < 27w loo
and
Hlrxo € LN x Q).

~ Letnowz € X'\ T. Then, z € X with |z| > R. We consider again
H and observe that directions with ¥ (x,w) = 0 have no influence on the
value of H(z), where 1) is the visibility function defined in (6.8). We recall
the equivalence (6.9) for z ¢ T':

Y(r,w) =1 <= 2w >0and 27w, €]-R,R[.

Using the visibility function, we rewrite

2) = /Q bla,w)

hy (P2 (2, w))
w - v(p2(z,w))

hy (p1(z, w))
w-v(p1(z,w))

E,, (x,w,Tg(x,w))

— By (2,w,71(z,w)) dw
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and immediately obtain the estimate

_ 1 1
H(z) < IIhulloo/le(x,w) <‘w.y(p2(%w))| + ]w-u(pl(x,w))|> dw.

Only the w with 1(2,w) = 1 have an impact on the integral on the right-
hand side. Given such an w, we have the representation

pi(r,w) =2Tw wy + (—1)"/R2 — (2Tw, )?w

for ¢ = 1,2, recalling (6.10). Multiplying this identity with w and using
the form of the normal vector, yields

v(pi(z,w)) = %pi(x,w) W= (—1)i% R2 — (2Tw, ).

Thus, the two integrals in the estimate of H can be rewritten as

1
‘w v pz L, W ‘ zTwy €]—R,R[ / R? — (l'TWL)z

Using a parameterization w (¢,9) of the sphere Q such that 27w, =
|z| cosd, i.e., the ‘usual’ parameterization with x/|z| as north pole, we
obtain by two changes of variables

R

1
——dw,
eTwoe]-RR[VR? — (2Tw)?
arccos(—T) 27
:R/ 5 ! sin ¥ d¢ dv

rccos(%) 0 VIR R? — (|I|COS’(9)2

\T\
= 27TR/ ds (6.19)
_ R RZ |l‘|2 2

\T\

le

= 2%5 arcsin<ﬁ>
T R

w2 — I
x|
This term is obviously bounded by 272 on X \ T = X \ Bg(0). Thus,
HecL>*(X\T)cL(X\T).

=2

This implies
Hl x\Fyxa € L'(X\T) x Q).
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Combining the two developed estimates

[Hlrlloo < 272y ]loe and  [[H]y\glloo < 47| loc
we finally observe

Hec LYX x Q) with ||H|z < 472Vol(X)|hlso -

a

Remark 6.7. The result of Theorem 6.6 cannot be generalized to LP
spaces with p > 2. Proceeding as in the previous proof, we would have to
integrate 1—s? instead of v/1 — s2. But the former function, its primitive is

Artanh, is not integrable over the interval [—1,1]. We obtain for constant
h, a lower bound of H(x) that is unbounded for all z € X \ T".

The function H is not only in L'(X x Q), but also its directional
derivative w - VH exists in L' (X \T) x Q).

Lemma 6.8. The directional derivative w-V H of the function H, defined
in (6.17), exists almost everywhere in (X\I')xQ and lies in L' ((X\I')x Q).
Moreover, the identity

w-VH(z,w) = —o(x)H (z,w)
holds for almost all (z,w) € (X \T) x Q.
PrOOF. For z € X \T and w € Q the function H admits the form

5 B (pil, @)
H(z,w) = z; (z,w,7i(z, w))m

Moreover, we have for (z,w) € (X \ T) x © and ¢ sufficiently small:
Yz +tw,w) = YP(z,w),

7i(x + tw,w) = (z + tw)” - \/R2 +tw)TwJ_)2:t+Ti(x,w),

pi(z +tw,w) =2 + tw — 7'1(33 + tw,w)w =2z —7i(z,w)w = p;(z,w).

In other words, the intersection points of I, ., and I' do not change under
variations in direction w (unless x + tw € T'); only the travel time to the
intersection point changes in an identical way.

Thus, the function E,, is the sole term in H effected by a variation of
z in direction w. It suffices to calculate the directional derivative of Ej,.
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By the chain rule we obtain

9 o 7i(z,w)
7Egt($+tw,w,n(x+tw,w))’ = —exp 7/ or(r — sw)ds

ot t=0 Ot _ t=0

= —0y(2) Eo, (2,w,7i(z,w))
for almost all (z,w) € (X \T) x €.
Using the relation (2.19) for the directional derivative and combining
the identities developed above, we conclude
w-VH(z,w) = %H(I + tw,w)
2 .
= ¢Y(x,w) z:(—l)H'lUt(av)E(,t (z,w,7i(z,w))
i=1
= —oy(x)H(z,w)
for almost all (z,w) € (X \T) x Q. Since H € L'(X x Q) and oy € L>=(X),
the directional derivative w - VH particularly lies in L' (X \T) x Q). O

t=0

hl/(pi(x’ w))
w - v(pi(z,w))

Later we also need a result on the trace of H. Since the trace theorems
stated in Section 2.2.1 and other trace theorems from the literature? are not
directly applicable, we develop the following result for a class of functions
containing H. The argument is similar to the proof of the trace theorem
stated in [CS99, Theorem 2.1], which coincides with Lemma 2.3 above.
For the sake of convenience, we recall the definition of the space ), which
contains the trace of H:

YV=L"(0:(X xQ),|w-v|dpdw),
compare (6.1).

Lemma 6.9. Let M > 0 such that By (0) C X. Set ax = dist(B(0),0X).
Moreover, let v € L'(X x Q) with w- Vv € L*((X \ By(0)) x Q) and
v(z,w) =0 if Iy N Bp(0) = 0. Then,

rsolly <flw- Vol +

L1 ((X\ B (0))x2) a”U"Ll((X\BM(o))xQ)’
where v,v = vy, (xx)-
ProOF. We set
p(t) = vy — tw,w)
for (y,w) € 04(X x Q) and ¢ € [0, min{ax,7_(y,w)}].

4At least those results we known.
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If 7_(y,w) < ax, then ¢(t) = 0 as Iy, N By (0) = 0. Thus, the
estimate

7 (y,w) 7 (y,w)
[v(y, w)| < / |w- Vo(y — sw,w)|ds + — [v(y — sw,w)|ds
0 ax Jo

is trivial in this case.
Otherwise, we have by the mean value theorem

t
[P(0)] < le(®)] +/0 () ds < [@(®)] + ¢ ]| 22 0,0.)

for all t € [0,ax]. By Integration of this estimate over the interval [0, ax]
it follows that

1
0)| < |l¢’ a — @) -
le(O) < 1l 21(0,a0) + ox lellz0,a.)

In terms of v the preceding formula becomes

ax 1 ax
[v(y, w)| < lw- Vo(y — sw,w)|ds + — [v(y — sw,w)|ds
0 ax Jo
ly|—M 1 ly|—M
S/ |w - Vo(y — sw,w)|ds + — [v(y — sw,w)|ds.
0 ax Jo

Integrating this estimate over 0, (X x ) with respect to the measure
|w-v| dw dp and using the change of variable rule from Lemma 2.1 adapted
to (X \ Ba(0)) x ©, we finally obtain

Isolly = / /3 o)l vl dn(y) de

min{7_ (y,w),|y|—M}
S// / |w - Vo(y — tw,w)l|w - v(y)| dt du(y) dw
QJox,, Jo
min{7_ (y,w),|ly|-M} 1
+// / — vy — tw, w)|lw - v(y)| dt du(y) dw
aJox.. Jo ax

1
< / / |w - Vo(z,w)| + —|v(z,w)|dw dz
X\Bum(0) JQ ax

=l Vol (e may<a) T ag 1Ple (evsa o <) -
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6.2.4. Domain Derivative of F. Having the analysis of H finished,
we now address the question of domain differentiability of F. We see in the
upcoming theorem that the function H is not only the pointwise domain
derivative, but also the usual domain derivative.

Theorem 6.10. It holds

— Hl|l;1 =0.
fH0||h H 1= 1 Iz 0

To prove this theorem, we use the dominated convergence theorem, see
e.g. [Lan93]. The pointwise convergence of | f, — f — H|/||h. | is developed
in Theorem 6.4. The existence of an uniform, thus integrable, upper bound
is a consequence of the following lemma together with Theorem 6.6.

Lemma 6.11. The term

is uniformly bounded for all h with ||h, || sufficiently small.

PROOF. We only prove the lemma for d = 3 here. The necessary
adaptions to the case d = 2 are found in the Appendix C.0.2.
To show the statement, we split the L' norm into 3 parts, namely

1fn = flls
<N = Hxrara o + [1(fr = H)xx\ouryllzr + 1 (fa — f)xrar, |zt -
Herein, AT, denotes the symmetric difference of I and T'y, i.e., TATy, =
(T\T)U(T,\T). The next and crucial part is to estimate each summand
of the decomposition.
Before we start, let us recall a few results from above. The functions
f and fj admit the representations

71(2,w)

flz,w) = w(x,w)/ E, (z,w,t)dt,
max{0,72(z,w)}
‘rlh(x,w)
frlz,w) = wh(x,w)/ E,, (z,w,t)dt,
max{0,7} (z,w)}

compare (6.15) and (6.16). From Lemma 6.2 we know that
3|\ hy

A = [ () = 7w, )] € ol

w - v(pi(z,w))]

for i = 1,2 if ¢(x,w) = ¢Yp(z,w) = 1. In addition, it is shown in the proof
of Theorem 6.6 that the product of ¥(x,w) and the right-hand side of the
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last estimate is integrable over 2 with

1
3 oo / Oz, w)

jw - v (pi(a,w))]
for x € X \ OT.
Now we estimate each of the three summands:

(fn = F)xrar, ||z
For all z € ' NT, holds ¥ (x, ) = ¢n(x, -) = 1. Hence,

1 = Fxenr o = /
rnry, 71 (z,w)

</ /\An<x,w>|dwdx
rnry, JQ

1
<3l [ [ e duda
rJa |w : V(pl(xawm
Using (6.20) and Vol(T') = 47 R3/3, we obtain

I(fn = F)xrar, o < 87°RP(|hy oo = C1llhw [lo - (6.21)

(fn = F)xrar, |z
ObViOUSly, I'ATYy, C BR+”hV”OO(0) \BR*thHoo(O) holds. Thus,

dw < 672y ||oo (6.20)

Ty b (@,w)

E,, (z,w,t) dt‘ dw dz

8
Ixrar,llzs = Vol(TAT,) < o (3R” + [[hw[IZ) 1o oo -
Moreover, the functions f and f; are bounded with
[flloo 2R and || fnlloc < 2(R+[12ulloo)

since the length of the intersection I, ., NI" and [, NI}, is maximal the
diameter of I and I'y, respectively. It follows that

[ (fn — f)xrar,

v < |[fuxrar,llzr + | fxrar,

< o m(3R% + [|hyll3) (2R + [[hwllso) 1w 1o -

1

So we can find a constant Cy > 0 such that

1(fr = Flxrar, 2y < Callhy s
for all h sufficiently small.
||(fh - f)XX\(FuPh)HLli
Let z € X\ (TUT}). We define Af(z) as the absolute moment of
fu(z, -) — f(x, -), that is,

= / |fh(:c,w) ff(x,w)|dw.
Q
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Since fy(z, )= f(z, -) = 0if (1—tn(z, -))(1—¥(z, -)) # 0, the moment

Af(z) can be written as

Af(z) = /Q (s W) (1, 0)| f (2, 0) — (s w)] do
+ /Q w(amw)(l — wh(x,w)) |fh(x,w) - f(ac,w)| dw (6.22)
+ / (1= @) bn ) | () — £ ()] o,

We consider each of the integrals in (6.22) separately, in order to show the
uniform boundedness of ||(fr — f)xx\(ur,) |z
The first integral in (6.22) can be estimated as follows:

[ vl yinte o) - faw)| o

-/ w(x,wwh(x,w)\i“”i/f

e

7i(z,w)

E,, (z,w,t) dt‘ dw

1 1
Sl [ vis o) G e+ o)
< 127%||hy [l (6.23)

where we again use (6.20) in the last step.

Before estimating the second integral in (6.22), we observe that, ac-
cording to (6.9) and its perturbed variant, 1(z,w) = 1 and ¥, (x,w) = 0
imply

R—||h]leo < |lzTwi| < R.
It follows that

|72 (z,w) — 11 (x,w)| = 24/ R2 — (2Tw, )2

<2R2— (R— hllo)® = 22l R — ]

if Y(xz,w) = 1 and Yp(x,w) = 0. Moreover, we know from (6.16) that
fr(x,w) vanishes if 1, (z,w) does. Taking these observations into account,
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we obtain

/Qw(:c,w)(l — Yp(@,w)) | falz,w) — f(z,w)]dw

= [ wle) (1 = n(a) | )|

71 (z,w)
/ E,, (z,w, t)’ dw

2 (z,w)

= / w(x,w)(l —wh(x,w))
Q

< /Qw(x,w) (1 - wh(x,w)) |Tl(a?,w) - 7'2(;107w)‘ dw

< / 2/2 e B — [y 12 deo
|[zTwy |€E[R=|lhy]|oo,R]

— 1V E - T [ du,

zTw €[R—|hy Hom [

(6.24)

Hhuuoo)

27 arccos(
= 4/2||hy || R — |1 ||2/ / sind d9 do

rccos( L ol )

Tl
—sey/ R Tl [, i 18
8w 3
< — |||V 2R — ||hy ]| o -
< 5, /2R~ T

In order to estimate the third integral in (6.22), we make similar ob-
servations: If ¢ (z,w) = 0 and 9 (x,w) = 1 holds, then

R<|zTw | < R+ |hoo -

For such w we have, moreover, that

73 (2, w) = 1 (2, w)| < 2\/(R+ 1 llo0)? = (2T wy)?
< 2V2R[ oo + 1012

and f(z,w) = 0. By similar arguments as above, it follows that
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/Q (1 = () n (@) | (2 0) — (@) d
< [ (1= vlew)no ) (o) - o) do
Q

< 1/ 2Rh o + Tl | L du,
2Tw) €[R,R+|lhy oo
RA|lhy oo
|z
—srVaRTh Tl [, T 1ds

[
8w 3
= f”hl/”go 2R+ ”ht/”oo . (6.25)

We merge the estimates of the three summands in (6.22) and conclude
that there is a constant C3 > 0 such that

1w = Fxxyaora ey < IAFllaeVol(T) < Csllhw [l

for all h sufficiently small.
Finally, we add up all spatial parts of the L' norm of f;, — f to obtain

[fn = fllzr < (Cr+ Co + Cs)lhw o

for all h sufficiently small. O

Corollary 6.12. There exists an M > 0 such that
1

172l
for all h sufficiently small.

[fn—f—Hlr <M

PROOF. From Theorem 6.6 we know that there is a constant C > 0
with
||HHL1 < C”hl/Hoo .

By the triangle equality and Lemma 6.11 the statements follows. ]

ProOF OF THEOREM 6.10. In Theorem 6.4 the pointwise conver-
gence, mlfh — f — H| — 0 almost everywhere in X x Q as h — 0, is
established. In Corollary 6.12 it is shown that the L' norm of these func-
tions are uniformly bounded for h sufficiently small. As X x §2 is bounded,
the statement is an immediate consequence of the dominated convergence
theorem. |



6.2. Rigorous Derivation of the Domain Derivative of F' 113

6.2.5. Domain Derivative of 7+ﬁ. Although we have now all in-
gredients at hand to calculate the domain derivative of F' directly, we do
an intermediate step here. We consider the special case of purely absorb-
ing media, i.e., 0y = 0 and K = 0. Since it is the framework of SPECT, it
is of special interest.?

Theorem 6.13. The domain derivative of ’y+f~7'(l“) is the trace v+ H of
the function H defined in (6.17), that is,

e (i~ ~ H)lly >0 ash 0.
[ [| e
PROOF. Let M > 0 besuch that T UT), C Bp(0) C X. We recall that
f and f, are the solutions of (w-V+o¢I)f = xr and (w-V+oiI) fr, = X1,
respectively. From Lemma 6.8 we know that (w-V +oy)H =0 on X \ T.
Consequently,

W V(fp— [~ H)=o(H+ [~ f) in(X\ Ba(0)) x ©
and

leo- V(= £ = Bl s () < Il = £ = Hlr

So, the function f, — f — H fulfills the conditions of Lemma 6.9, which
states that trace of f, — f — H satisfies

o= £ = 1Dl < (ol + o)1 = £ = Hl
X

with ax = dist(Bps(0), X). In view of Theorem 6.10, the statement follows
immediately. ]

Remark 6.14. Since the integral operator P, defined in (2.23), and the
attenuated ray transform P,, coincide up to notation and since the norm
identity (2.26) holds, we directly obtain the domain derivative of the op-
erator

Py 0Q: 8= LNT), Py oQ(G) = APrxc

about a ball I':
((P‘“ ° Q)/(F)h) (y,w) = )‘/ exp (—/t or(y + sw) ds) m

(8t + ma(y,w) = 8t + iy w)) ) at

5We are not aware of a result concerning the domain derivative of the SPECT
forward operator.
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for (y,w) € T. Herein, S is the set of smooth domains and T' the tangent
bundle of , i.e., T = {(z,0) € R x Q: x € 6+}.

We note that a similar result is developed in Appendix E for general
convex domains, but only in case d = 2 and in a negative order Sobolev
space.

6.2.6. Domain Derivative of F. Finally, we state the main result
of this section, namely a theorem characterizing the domain derivative of
F about a ball.

Theorem 6.15. The domain derivative of F' about the ballT' = Br(0) in
direction h € C3(X,R%) is given by

F'\NTYh =My (I+ L 'SH,

where 4 1is the trace operator, L the transport operator given in (2.21),
S the scattering operator introduced in (2.4) and H the function defined
in (6.17).

PROOF. The forward operator F' can be decomposed as
FO\ ) =My (I=K)'F =My (I+L'S)F,

as seen in (6.5) and Lemma 6.1. In Theorem 6.10 and 6.13 we have seen
that H and 4 H are the domain derivatives of F' and of v F', respectively.
Hence,

1 1
= f = D)l 50 and |y (fu — f — H) |y = 0
vl [l
hold as h — 0.

Moreover, the operator v, L~'S is a bounded linear operator from
L'(X xQ) to Y. Thisis the case, as it is the composition of the bounded lin-
ear operators S: LY (X xQ) — LY(X xQ), L71: LY (X xQ) —» W1(X x Q)
and v, : W1(X x Q) — Y. The continuity of the latter two operators is
addressed in Corollary 2.5 and Lemma 2.3.

Consequently,
1
WH’H(% —u—u)|y
A -1
< Ty (e = £ = )y I L7 S G = £ = )l )

—0 ash—0,

where up, = A\(I+L71S) fr, u = AI+L71S)fand v/ = NI+L71S)H. O
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Remark 6.16. The domain derivative of I’ can formally be interpreted as
the trace of the ‘solution’ u’ of the transmission boundary value problem

w-Vu' + o’ — Su' = A dlsr in X x Q,

6.26
=0 ond_(XxQ), (6.26)

as expected from the formal derivative (6.4) and from the derivative in
the DA-based framework (4.11). This representation is verified recalling
Remark 6.5, where the function H is formally seen as ‘solution’ of prob-
lem (6.26) without scattering and A = 1; the solution of the transport
equation (6.26) with scattering is then obtained by applying A(I —K)~! =
A(I + L™18) to the function H. Though this observation is only a formal
one, we think it is a handy characterization. Therefore, we use it in the
following.

Before we finish this section, let us discuss possible generalizations of
this approach to more general domains.

Remark 6.17.

(a) The line of argument presented above might be extended to more gen-
eral domains. A natural choice are convex domains that are diffeomor-
phic to a ball. The convexity property ensures that there are at most
two intersection points of the boundary OI' with the line {z—tw: ¢t € R}
as in the ball-shaped case. The diffeomorphism allows to map the con-
vex domain back to the ball, which we have considered above. Lines
are transformed into curves, whose length can be approximated by the
norm of the diffeomorphism. Thus, some of the above results can be
generalized.

However, the not yet solved main issue is to handle the integrals
of the function ¢/(w - v). In our proofs we have fundamentally used
the fact that I" is a ball and that the singularity in the integral is the
angle between the intersection point p;/R = v and the direction w. It
is still open how to transfer these results to more general domains.®

(b) Though we have only developed the domain derivative for balls in the
L' setting and even showed that it is not possible in L2, we will see
in the upcoming chapter that from a numerically point of view more
general domains and the L? framework are also feasible.

6As one might think the restriction to conformal mappings is a remedy to this
challenge, we note that it is not, at least in case d = 3. In three dimensions all conformal
maps are Mobius transformations mapping generalized spheres onto generalized spheres,
cf. [Bea95, Theorem 15.2] together with [DFN84, Theorem 3.2.1].
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6.3. Consequences for the Minimization Problem

Knowing the domain derivative of the RTE-based forward operator, at
least for ball-shaped sources, we examine the implications to the minimiza-
tion problem 2.13. First, we calculate the one-sided Hadamard directional
derivative of the functional J, with respect to the geometric variable as
well as the intensity variable. Second, we specify the approximate varia-
tional principle, Theorem 3.9, further. In comparison to the observations
on the DA-based problem in Section 4.2, the results are less significant,
since they only hold about balls, where differentiability holds, and only
directional derivatives are involved, due to the L' norm. Nevertheless,
they are important properties and can directly be generalized to domains
where F' is domain differentiable.

6.3.1. The Directional Derivative of the Minimization Func-
tional J,. Before we start with the actual calculation, we have to intro-
duce in which sense we understand the directional derivative. Given a
Banach space X and a functional ¥: X — R, we say that ¥ is (one-sided)
Hadamard directionally differentiable about f € X if for every h € X the
limit

W th) - ()

k—h t
t—0+

exists. In this case, the limit is called (one-sided) Hadamard directional
derivative and denoted by ¥’(f;h). We use this definition rather than
the usual (one-sided) Gateaux directional derivative, since we apply the
chain rule later, which does not hold for (one-sided) Gateaux directionally
differentiable functionals in general. For more details on the different no-
tions of directional derivatives we refer to [Sha90]. As we do not consider
two-sided directional derivatives in this section and as it is also standard
in the literature, see e.g. [IK08, Sha90], we omit the adjective one-sided
subsequently.

The aim of this paragraph is to derive the Hadamard directional de-
rivative of the functional J,, given by

JOé()‘v G) = ||F()‘7 G) - g”y + OZPGI(G) )

with respect to both the intensity and geometric variable. The operator
F', defined in (6.3), is linear in the intensity variable. Thus, we have

I
WF(N Gk =Y kAxe, .

i=1
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The domain derivative of F'(A, -) about balls is known from Theorem 6.15.
Moreover, we recall from Lemma 3.7 that the domain derivative of the
penalty term about a smooth domain G is given by

a(;,i Per(G)h = HaGi hl, du
oG,

with Hpg, being the additive curvature of 0G;.
So let us turn to the open point, the calculation of the Hadamard direc-

tional derivative of the ) norm, i.e., the weighted L! norm on 9, (X x Q).
For f € Y we define

W(f) = | flly = / /X | F(0)| | - v(w)] dp(y) do

By straightforward computations, we observe that

V(f:ih) = / /X sen(f (v, ) h(y.w)|w - v(v)| du@) dw  (6.27)

+ /Q /Xw,+ (1 - Xsuppf(y7 w)) ’h(y,UJ)HUJ . V(y)’ du(y) dw

for h € ), where sgn is the sign function

1, ift>0,
sen(t) =<0, ift=0,
1,  ift<o.
Having the Hadamard directional derivative of || - ||y as well as the

derivatives of F' and Per at hand, an application of the chain rule, see
[DZ11, Theorem 2.5 in Chapter 9] for instance, yields the following result:

Theorem 6.18 (Directional Derivative of J, in RTE-based BLT). Let
(MG) € A x G be such that each component G; is a ball. Then, the
functional J, is Hadamard directionally differentiable and for k € R! and
he 1, C&(Xi, RY) holds

Ja((X,G); (k, b))

I
- Z [\11’ (veu — g kivevs) + 9 (y4u — g5y uy) + a/
=1

Hog, hi,v du} .

Herein, vy u = Azilzl AixG;s V+vi = Axag, and V' is given in (6.27).
Moreover, uj is the solution of the transmission boundary value problem
(6.26) with A, T’ and h,, replaced by \;, G; and h; ,, respectively.
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6.3.2. The Approximate Variational Principle Revisited. In
Section 3.2.2 we derived an approximate variational principle, which we
specify here. We show that under certain conditions on the minimizer the
first-order optimality condition for directional differentiable functionals is
approximately satisfied. Since the differentiability of the forward operator
F and, thus, of the functional J, is verified for the small class of ball-
shaped sources only, the assumptions are quite restrictive. However, the
results can be generalized in a straightforward manner as soon as the
domain differentiability of F' holds for a broader class. Additionally, we
note that, in contrast to the DA-framework in Section 4.2, we do not
treat the star-shaped domains separately, since we are only considering
ball-shaped sources.”

In the derivation of the particular approximate variational principle
we cannot directly rely on the general result, Theorem 3.9, since there
we assume to have perturbations of G in a subspace of [ C2(X;,R?).
By contrast, we can only consider constant perturbation or perturbation
constant in normal direction here, in order to stay in the class of balls.
These perturbations do not have compact support.® Thus, we have to
incorporate a different way to ensure that the perturbed domains remain in
the predefined sets X;. This is simply done by bounding the perturbation.

Let us introduce some notations before we formulate the theorem. Let
(A*, G*) be a minimizer of J,. Further, let € > 0 and (A, G%) be such that

Ja(X,G%) < Jo(M,G")+¢ and Gf =B, (x;), i=1,...,1. (6.28)
Then, we denote by V; the space of admissible perturbations of G5 given
by

Vi, ={r¢;+m:r € R,mec R}, (6.29)
where ¢;(x) = (x — x;)/p;. The perturbations in V; are just dilations and

translations of G, since for v = r¢; + m we have (G5), = (id + v)(GS) =
By, ++(x; + m). The space V; is endowed with the norm

[ollv: = llollo ,

1t required, the results in the star-shaped framework are obtained combining the
findings in this paragraph with the ones in Section 4.2.3.

8By multiplying the constant perturbation with a compactly supported, smooth
function one can circumvent this. However, the C2 norm of this function differs from
the absolute value of the constant function in this case, which is not desired.
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where || - ||« is the supremum norm over G = B,,(z;). Furthermore, we

set
I

v=]]Vv.
i=1

Having these definitions at hand, we can state the specific approxi-
mate variational principle: If there exists a ball-shaped source having a
Jo-value close to the minimum, then we find another ball-shaped source
such that the J,-value is closer to the minimum and the Hadamard di-
rectional derivative about this point in any admissible direction is almost
non-negative. Latter means in other words that the first-order optimality
condition for directionally differentiable functions is approximately satis-
fied in this point. The proof is a modification of a consequence of Ekeland’s
e-variational principle for directional differentiable functions presented in
[AE84, Theorem 7.3.6].

Theorem 6.19. Let (A\*,G*) be a minimizer of J,. Further, let ¢ > 0
and (X%, G%) be such that (6.28) is satisfied. Moreover, we assume that A\
s an inner point of A and that

C= ‘_nllinldist(Gf,aXi) >0.

Then for every v € 10, %[ sufficiently small there exist a vector field
v €V and an intensity kK € A with

[(£7 = A%, 0)[lrixy <y (6.30)

such that the perturbed domain G5 = (id + v)(G®) and the intensity k°
satisfy
Jo (K, G5) < Jo(N°,G7), (6.31)

1> € € € €
Jo(r%, GY) = ;H(k?h)HRva < Ja(K" 4k, Goip) (6.32)
for all ¥ + k € A\ {s°} and v+ h € V\ {v} with v+ hlly < 55.

In particular,

T (55, G5); (k, R)) > —§||<kﬁ>||szc1 (6.33)

holds for all (k,h) € A x V. Herein, V is defined as in (6.29) but with ;
and p; replaced by y; and R;, respectively, where (G5)y, = Br, (yi)-

PROOF. Let B ={v e V: |v[ly < 36} We consider the functional
®: Ax B — Rwith ®(A, w) = Jo(A, G5,). Obviously, ® is continuous in
the intensity variable A\. The continuity of J, in the geometric variable is
developed in Section 3.2.2, thus ® is also continuous in the variable w. The
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existence of a pair (k°,v) satisfying the three estimates (6.30), (6.31) and
(6.32) is an immediate consequence of Ekeland’s e-variational principle,
see e.g. [AE84, Theorem 5.3.1].

It remains to show the inequality (6.33). We derive it from estimate
(6.32) together with the Hadamard directional differentiability of J,. Let
(k,h) € RT x V\ {(0,0)} and ¢t > 0. In view of (6.32), we have

€ € € e e
_;”(tkvth)HRIXV < ok + 1k, Goiy) = Ja(R5,GF)

With the definition # = ho (id +v)~! and the observation G = (GY) 5
follows that
.y

o (GRS Ta (K + 1k, (G5) ) — Ja(r,G5) .

Letting ¢ — 0 and taking the Hadamard directional differentiability of J,
into account?, cf. Theorem 6.18, we obtain

8 ~
—;Il(k,h)\\wxv < Jo (55, GY); (K, 1)) -
Moreover, we observe that every element w € V can be written in the form
wo (id +v)~! with w € V and vice versa. Using this fact and the identity

IRl = 1Bl
we finally obtain that (6.33) holds for all (k,h) € A x V. O

9Herein, we also use the fact that the domain derivative only depends on the
normal component of the perturbation on the boundary of G. Therefore, it does not
matter that the elements of V do not have compact support in Xj.



CHAPTER [

Numerical Experiments for RTE-based Bioluminescence
Tomography

In this chapter we complement the study of the RTE-based BLT prob-
lem by looking at it from a numerical point of view. Although we have
developed the domain differentiability of the forward operator only for ball-
shaped sources, we, somehow heuristically, consider general star-shaped
domains here. In addition, we work in the L? framework despite Re-
mark 6.7, which tells us that this setting does not work theoretically.
Latter relaxation simplifies the calculation of the gradient of J, in Sec-
tion 7.1.1. Moreover, it allows us to use the discrete-ordinate discontinu-
ous Galerkin method developed in [HHE10] to solve the radiative transfer
equation in Section 7.2. We see in the upcoming numerical experiments
that neither the lack of theory nor the mismatched space do cause any
problems in the numerics.

This chapter is organized as Chapter 5. In Section 7.1 we recall the
projected gradient method and split approach from Section 5.1 for the
sake of completeness. In addition, we calculate the ingredients for these
algorithms, namely the gradient and projection in the transport frame-
work. Several numerical experiments in three dimensions are presented
in Section 7.2. We note that the intention of this chapter is to illustrate
the applicability of the geometric regularization approach in RTE-based
BLT, rather than to give the most sophisticated implementation and most
complete discussion of the proposed scheme.

121
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7.1. Numerical Schemes

Before we restate the descent methods to solve the minimization prob-
lem 2.13 for star-shaped domains, we calculate the gradient of J, and
recall the projections needed in the algorithms. In order to simplify the
implementation, we entirely work in the Hilbert space setting. The pa-
rameterizations of the star-shaped domains are assumed to lie in a Hilbert
space U that is a dense subspace of C2(S9~1)!. The image space is set to

Vo =L*(04(X x Q), |w-v|dwdp). (7.1)

We point out that all following calculations have to be understood in a
formal way, so that we circumvent any issues due to the L? framework. The
operators A and F' as well as the functional J, are adapted according to
the choice of i and ))5. As in Section 5.1, we denote by Raq C (Z/{XR‘H)QR
the set of admissible star-shaped domains, which is assumed to be closed
and convex. In addition, we define the closed and convex set C = A X R.q
and Il¢ as the convex projection onto C.

Having introduced the framework and notation, the minimization prob-
lem under consideration in this numerical chapter is:

1
Minimize J,(\,r,m) = §HF()\,7“7 m) — gH;2 + aPer(r) over C.

7.1.1. Gradient and Projection. Before we start with the actual
discussion, we point out that the results in this paragraph are similar
to the ones in Section 5.1.1. Roughly speaking, the only modifications
are that we replace the diffusion approximation by the radiative transfer
equation and that we consider d = 3 instead of d = 2 in the dimension
specific calculations. However, we present the entire argument for the sake
of completeness.

We recall that the gradient of J, has to satisfy

<grad Ja()\7 T, m>7 (h)\a hT7 hm)>RI><Z/{><]R‘” = J(/y()‘7 T, m)(h)w h’m hm) .

The occurring (formal) derivative J, is easily obtained combining the rep-
resentation (6.4) of the formal derivative of F' with the derivative of J, in
the DA-framework, compare Theorem 4.2. Consequently,
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(grad Ja (A, 7, m), (ha, By hin) )ity cmat
= (F(\rym) — g, 0\F O\ rum)hy + 8, F(\, 1, m)hy + 0 F(\, 7 m) ),
+ ad,Per(r)h,

2

I
- Z ( <’Y+u — g, hxiv4vs + ’y+u’m + 7+“/rn,i>y2
i=1

+ a/ Hog, hri - Vd,u) .
oG,

Herein, v u = Azz 1 Aixa, and y4v; = Axg,. Moreover, the terms u;.;
and u,,,; are the solutions of the transmission boundary value problem
(6.26) with h replaced by h,.; and h,, ;, respectively, as well as I" replaced
by G; and X by A;.

Since we select U to be a Sobolev space H® on the unit sphere S9!
later, we are particularly interested in the H® gradient. As mentioned in
Section 5.1, the H* gradient can be calculated from the L? gradient by
multiplying the Fourier coefficients associated with spherical harmonics
of degree j by (1+j2)7* if d = 2 and by (j+1/2)72% if d = 3. See
[Kre89] and [FGS98|, respectively, for more details. Thus, we start with
the computation of the L? gradient.

The components of the L? gradient! have to satisfy

(gra‘d JOC()\? T, m)))\l = <F(A? T m) - g7 AXG»L>y ’
(grad Jo (A, 7, m)), = O, F(A,r,m)*(F(X\,r,m) - g)

(7.2)
+ aHag, (@1 - v)4/gr ).,

(grad Ja()‘ara m))ml = 8miF()‘7r7 m)*(F()\,r, m) - g) )

where ®; is the parameterization of the unit sphere and gr®j, is the
Gramian determinant of the derivative of the parameterization ®, of OI.
We specify the components of the L? gradient in three dimension, since
this is the case we consider in all numerical experiments of the next section.
The two-dimensional case can be treated similar to Section 5.1.

In case d = 3, the second equation in (7.2) can be rewritten as

(grad Jo (A, 7, m))ri =0, F(\,r,m)*(F(\,m,m) — g) + aHog, 7}, (7.3)

where the L? adjoint of 9,, F(\,r,m) is derived as follows: For 1 € Y, let
weWHX xQ)={vel*Xx0):w-Vve L*(X xQ)} be the solution

We use the same convention for the subscripts as in Section 5.1.1.
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of the adjoint boundary value problem
—w-Vwo+ow—Sw=0 in X xQ,

w=1 ondy(X xN). (74)

For an existence and uniqueness result we refer to [CZ67, DLOOb]. Using
the integration by parts formula

/Q/X(W'V?J)wﬂLv(wVw)dxdw:/Q/awi(w.y)d#dwy

we obtain

(O FO\rym)hyiy ), // uy, w (w - v) dpdw
ox

= / / (w- Vu, Jw +u, ;(w - Vw) dz dw

—)\// hyi-v)o®, d,udw
ole

- / Nihrir2w o @, du
S2
= <h7‘,i7 8mF()\a T, m)*w>L2 .

Thus, the L? adjoint admits the representation
Or, F(\,7,m)*y) = )\ir?/ w|og; (®r, (), w) dw. (7.5)
Q

The adjoint of Oy,, F'(A,m,r), occurring in the last equation of (7.2), is
derived in a similar way. It has the form

Om; F(N\,7,m)* ¢ = )\i/ / wrdpdw, (7.6)
o Jag;

where w is still the solution of the adjoint boundary value problem (7.4).
For the sake of completeness we recall the projection operator in A
onto the interval A = [][A;, Ai] from Section 5.1. It is given by

Ai ) )\i < Al )
(T2N); = S Ay N> A,
Ai, otherwise.
As in the DA-framework, the convex projection in (r,m) onto R,q is not

implemented, since in the numerical experiments the iterates stay in Raq
for suitable initial values.
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7.1.2. Projected Gradient Method. One of the used optimization
schemes is the projected gradient method, which is taken from [HPUUOQ9]
and described in Algorithm 7.1. The projected Armijo rule is applied to
find the step size sj: The largest sp € {5 : n € No} is chosen such that

o (Hc((A"',rk,mk) + sp(hE RE BE ))) — Ja(NE R mk)

T m

< — LT ((AF, 7%, mb) + si (W5, hE, BE)) — (V7% m

o]k
Sk T tm RI xU xR

with some constant v € ]0, 1].

Algorithm 7.1 Projected Gradient Method
(S0) Choose (X%, 70, m%) € C.
For k=0,1,2,...
(S1) Test for termination.
(S2) Set (h%,hE nE) = —grad J,(\F,r* mF).

A o Tomy

(S3) Choose si by a projected step size rule such that
T (Tl (V7 mP) sy (5, RE, 1)) ) < Ta (N, 75, ).

T m

(S4) Set (AL ph L mM Yy = TIe (A%, r%,mF) + sp (R, hE, RE)) .

A 0o TOm

7.1.3. Split Approach. The other optimization scheme we apply
later is the so-called split approach. Inspired by [RRO7], we split the kth
iteration into the following two steps:

NeFL — argmin J, (A, 78, m*) |
AEA
(r*H mA ) = g, ((F,m*) — si(hy, hyy,))

with
hf = (grad Ja()\kﬂ,rk,mk))r and hﬁl = (grad Ja()\kﬂ,rk,mk))m.
The step size sj is chosen by the projected Armijo rule as above. This
leads to Algorithm 7.2.
For a detailed discussion of the optimization problem in step (S2) we
refer to Section 5.1.3.
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Algorithm 7.2 Split Approach
(S0) Choose (A\°,70,m?) € C.

For k=0,1,2,...
(S

(S
(S
(

1) Test for termination.
2) Calculate \*+1 = argmin, gy Jo (A, 7%, m*).
3) Set (h¥ hE) = —(grad Ja(/\k'"’l,rk,mk))(r .
)

S4) Choose s; by a projected step size rule such that

(Wl Tr., (™, m )+sk(h’j,hfn))> < Ja(NFHL kY |
(S5) Set (rF 1 mF+1) =g, ((r*, mF) + si(hk, hE)) .

7.2. Numerical Examples

After the discussion of the used optimization methods and the required
quantities in these algorithms, let us turn to the numerical experiments.
We start explaining the implementation. Then, reconstructions of different
sources are presented. For the sake of simplicity, we restrict ourselves to the
situation where the source term consists of only one characteristic function:
q¢ = Axc. The more general situation of I characteristic functions poses
no principal problems, compare Section 5.2.5 for the reconstruction of two
sources in the DA-framework.

7.2.1. Implementation. All following numerical experiments are
performed in three dimensions. To solve the occurring boundary value
problems the program RTEPACK written by Joseph Eichholz is used. It
implements the discrete-ordinate discontinuous Galerkin (DODG) method
described in [HHE10, Eic11] for solving the radiative transfer equation.
See [Eic13] for details on RTEPACK. We give more information on the
used discretization of the scattering operator S later. The spatial domain
X is triangulated into tetrahedral elements with mesh size i and the space
of local linear elements is chosen.

Let (r,m) be a parameterization of the searched-for domain G. We
approximate the function r by a spherical polynomial? 7, of degree less
than M:

7“(9 ~ ’I“M Z Z 'yn lYnl (7.7)

n=0[]=—n

2In two dimensions trigonometric polynomial can be used, see Chapter 5.
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for € S2. Herein, Y,,; is the spherical harmonic of degree n and order
[, see Appendix A.2 for the definition and properties, and the coefficients
Yn,i are given by

ot = (s Yod) 12 = /S H(O)Yra(6) 0. (7.8)

Now, the numerical experiments are performed on the vector of Fourier
coefficients
(70,05 V1,0, V1,1, V1,15 - - » YM, M )
rather than on the function r,; itself.
In view of this discretization of r, a matched discretization of the
following terms is needed:

1. the source term g, i.e., the scaled characteristic function Axq,
2. the L? adjoint of 9, F(\,r,m), see (7.5), and
3. the gradient of the perimeter, see (3.5).

As a reminder, the items No. 2 and No. 3 occur in the second component
of the L? gradient (grad J,(\,7,m)), given in (7.3).

Before we describe the treatment of the above quantities, we note that
they are handled in an analogous manner as the corresponding quantities
in the DA-framework in Section 5.2. In principle, the only modifications
are the substitution of the radiative transfer equation for the diffusion
approximation and the change from trigonometric polynomials to spherical
polynomials. The detailed handling of these terms is explained in the
following:

1. Let G be the star-shaped domain parameterized by (rpr,m). The
discretized source function ¢y, is obtained by interpolation of the scaled
characteristic function of Gj; in the finite element space. Then, the
DODG method implemented in RTEPACK is applied to evaluate the
linear forward operator A.

2. To calculate the L? adjoint of 8, F (A, r,m), the numerical solution of
the adjoint boundary value problem (7.4), obtained by the DODG
method, is evaluated at the intersection points of the triangulation of
X and the boundary 0G);. At these spatial points the integral in the
angular variable over the unit sphere €2 is computed by the quadrature
rule also used in the discrete-ordinate step of the DODG method, i.e.,
the quadrature rule to approximate the scattering operator S. The
resulting local linear function in the spatial variable is multiplied by
Ar?, and its first (M + 1)? Fourier coefficients (7.8) are approximated
by the composite method, see [AH12, Section 5.245.4], where the
nodes agree with the intersection points. We point out that, due to
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the discontinuity of the numerical solution, each intersection point has
to be considered several times and in dependence on the tetrahedron
it lies in.

3. For the computation of the Fourier coefficients (7.8) of the gradient of
the perimeter term, which is given by the product Hpg,,r%;, we ap-
ply the product Gaufiian quadrature formula, cf. [AH12, Section 5.1].
Since both functions Hpg,, and 7, are explicitly known on S?, it is
possible to use this more accurate quadrature rule.

The discretized version of the adjoint operator 9, F(\,r,m)*, given
in (7.6), is calculated similarly to No. 2 above: The numerical solution of
the adjoint boundary value problem (7.4) is first evaluated at the inter-
section points of the spatial FE mesh and the boundary of G,;. At these
points, the solution is integrated in the angular variable over the unit
sphere €, applying the quadrature rule of the discrete-ordinate method.
Then, the resulting local linear function is multiplied by A times the unit
normal v. In the last step, the integral of the product over 0G,; is com-
puted by the composite method, where the nodes are given by the inter-
section points.

As mentioned in the previous section, we do not implement the pro-
jection onto R.q, since for suitable initial values the iterates stay in this
set. Only the projection of A onto A is used

For the Hilbert space U we choose the Sobolev space H*(S5?), which is
a subspace of C?(S5?), see [FGS98, Lemma 5.2.3] for instance. In this set-
ting, the theory developed in the previous chapters is applicable. However,
we also consider the L? setting, which is not covered by the theory, since
we have observed in the DA-framework in Section 5.2 that the H?3(0,2m)
gradient has an intrinsic smoothing property leading to almost ball-shaped
sources.

The major contributors to the computational costs are the same three
components of the reconstruction procedure as in the DA-framework: the
solutions of the direct and the adjoint boundary value problems (2.20) and
(7.4) as well as the determination of the intersection points of the spatial
FE mesh and the boundary of G, cf. No. 2 above. The direct problem has
to be solved repeatedly to determine the step size si in both Algorithms 7.1
and 7.2 by the Armijo rule. The other two costly operations are performed
only once per iteration step. However, due to the dependence on both the
spatial and angular variable, the costs of solving the radiative transfer
equation are significantly higher than of solving the diffusion equation.

In the choice of the termination criterion we follow again [Kel99] and
use a combination of a relative and an absolute measure of the gradient.
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The gradient iteration is stopped if

|(BY, ¥, By, < 10+ 1| (B, RO, B,

)||]R><M><Rd )meude

and the split approach if
H(hlrc7 hfn)”RXU < To + TTH(hgv hron)HZ/{de )

where the notation of Algorithm 7.1 and 7.2 is used. The relative and
absolute tolerances are chosen as 7. = 7, = 0.005 for both numerical
schemes. In addition, the reconstruction procedures are terminated after
maximal 50 iterations, owing to the long computing time.®> Further, the
parameter v in the projected Armijo rule is set to 5- 107 and the step
size s is bounded between 278 and 271.

In order to improve the reconstructions, the methods described in
Algorithm 7.1 and 7.2 are modified in following three ways:

1. The degree M of the spherical polynomial r,; approximating the func-
tion r is selected adaptively. At the beginning of the reconstruction
scheme M is set to zero, so that only the radius of the source is de-
termined. After every 5 iterations, M is increased by one until the
maximal desired degree My, .« is reached. This leads to a rough recon-
struction in the early stages, but more details are added during further
progress of the iterative schemes.

2. In many experiments we observe that at the beginning of the recon-
struction process the gradient of J,, is highly dominated by the compo-
nent in the intensity variable A. In the gradient method, this prevents
changes in the geometry variables m and r. In order to counteract
against this, we normalize each of the components if they are too large.
If all components are small, the usual gradient is used. More precisely,
we use in the ‘gradient method’ the search direction

hs hy hi,
max{[h}|, 1} " max{|[A} [, 1} " max{|hy,], 1}

instead of the negative gradient (h%, h¥, h%)) as described in step (S2)
of Algorithm 7.1.%

30n the used machine 50 iterations take approximately 5 hours, though parts of
the code, like solving the transport equation, run parallel on 12 processors.

4We notice that this is actually not a gradient method any more. Nevertheless, we
still call it like this, since at least near a stationary point the method coincides with the
gradient method. Moreover, we point out that the modified search direction remains to
be a descent direction.
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3. When using the split approach, we notice in many experiments that
the gradient of J, in the geometric variables r and m is large in the
beginning of the reconstruction process. This leads to too large steps,
which implies an elimination of the source due to negative parameter-
ization or location outside of the object. To prevent such a behavior,
the gradient of J, in the geometric variables is normalized if its norm
is larger than 1.

7.2.2. Phantom. The phantom we use in all our computations in
the RTE-framework is a homogeneous cylinder with radius 3 and height
6. The total attenuation coefficient oy and the scattering coefficient oy
are set to 1.1 and 1, respectively. For the scattering kernel 1 we use the
Henyey-Greenstein phase function, cf. [HG41], which is defined by

1— 2

m(1+ 82— 2pt)3/
This function describes light scattering in tissue well [Klo09] and is, there-
fore, widely used as scattering kernel. The parameter 8 € |—1,1[ is called
anisotropy factor, as it is a measure for anisotropy in the medium. We
choose 8 = 0.8 in our experiments.

Let us point out that we are aware that this phantom is not a model for
the typical object in bioluminescence tomography. According to [Arr02],
the absorption coefficient o, and the scattering coefficient oy typically
range from 0.01 to 1 mm~! and from 10 to 20 mm™!, respectively, in
tissue.® A typical value of the anisotropy factor in tissue is around 8 = 0.9.
Moreover, the usual object under observation is a mouse, whose diameter
and length is a few centimeters. Running numerical experiments with
such a phantom requires a fine discretization, especially in the angular
variable, in order that a discrete analog to the subcritical condition (2.18)
is satisfied, see [Eic11] for details. This goes beyond the scope of this
work. Once again, we emphasize that the numerical experiments serve as
proof of concept and as numerical validation of the theoretical findings
from the previous chapters.

for t € [-1,1].

7.2.3. Model 1. In the first experiment we want to verify the main
result of Section 6.2, the domain differentiability of the RTE-based forward
operator about balls, numerically. The searched-for source is ball-shaped
with radius 1 and centered at (1.5,0.5,0). Its intensity A is set to 1. We
illustrate the source inside the phantom in Figure 7.1. The synthetic data
are produced on a spatial mesh with mesh size 0.7 and employing the level

5We recall the relation ot = 0a + Os.
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FIGURE 7.1. Sketch of Model 1: searched-for source (red) inside the phan-
tom (gray).

symmetric quadrature Sg, see [LM84], for the discretization in the angular
variable. Thereby, the right-hand side of the DODG system is assembled
with the standard RTEPACK quadrature rule over a tetrahedron, which is
a Gauf} quadrature of degree 5, using the exact source function q. Though
we apply the same discretization of X X €2 to solve the inverse problem,
the most obvious inverse crime is avoided by a different assembly of the
right-hand side in the DODG system.® Instead of the exact source ¢, its
projection ¢ onto the finite element space is used. The resulting relative
discretization error in the data of 7% may be interpreted as ‘modeling’
error.

Since we want to verify the theory of the previous chapter in this
experiment, we assume a ball-shaped source. Consequently, we set the
maximal degree M.y of the spherical polynomial in (7.7) to 0. For the
intensity variable A we allow a variation of 30%, that is, we choose A =
[0.7,1.3]. The regularization parameter a = 10~ is selected a priori for all
our experiments. The iteration is initialized with A\° = 0.7, m® = (0,0, 0)
and r® = 1.5, which implies an initial relative discrete L? error of 150%.

6We are aware that we still commit an inverse crime, as we use the same numerical
method to generate the data and to solve the inverse problem. However, we accept this,
in view of the ‘modeling’ error and the purpose of the numerical experiments.
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A =0.99 for o = 1e-09

25 -05

FIGURE 7.2. Reconstruction (red) and original source (gray) after 50 gradient
iterations. The relative discrete L? error is 1%.

Herein, a discrete L? norm of the source function ¢ over the spatial domain
X is considered.

After 50 gradient iterations the reconstruction shown in Figure 7.2 is
obtained. We observe that the location of the source and the intensity is
well reconstructed. The relative discrete L? error is reduced to 1%.

7.2.4. Model 2. In the second model we consider a star-shaped
source that is not ball-shaped, in order to investigate the applicability
of the proposed geometric approach in this more general setting from a
numerical point of view. The searched-for source is centered at the point
(1.5,0.5,0) and its boundary is parameterized by the spherical polynomial

4 12
r() =1+ 0.25,/?”1/1,0(9) - 0.15,/%1@,1(9) for 0 € S2.

The intensity A equals 1. A sketch of the source inside the phantom is
found in Figure 7.3. For the synthetic data generation as well as the
solution of the inverse problem the same discretization as in Model 1 is
used. This results in a ‘modeling’ error of 8%.

In all experiments based on Model 2 we set the maximal degree of the
spherical polynomial My, = 5 and the admissible interval A = [0.7,1.3].
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FIGURE 7.3. Sketch of Model 2: searched-for source (red) inside the phan-
tom (gray).

Former selection ensures that the searched-for parameterization lies in the
ansatz space, that is, r = rj in (7.7). Moreover, we choose the initial
values \° = 0.7, m® = (0,0,0) and r* = 1.5 in all experiments of this
paragraph, which yields an initial relative discrete L? error of 145%.
7.2.4.1. H* vs. L? setting. In Figure 7.4 the reconstruction after 50
gradient iterations in the H* setting is illustrated. As in the diffusion
model, we observe that the reconstructed domain resembles a ball because
of the inherent smoothing of the H* gradient. By comparison, the shape
of the source is better reconstructed applying the gradient method in the
L? setting. This reconstruction is presented in Figure 7.5. The different
quality of the reconstructions becomes also apparent in the relative discrete
L? errors, which read 35% in the H* setting and 16% in the L? setting.
7.2.4.2. Noisy data. In the experiment presented in Figure 7.6 the
synthetic data are corrupted by 30% relative Gaufian noise with respect
to a discrete Vs norm, cf. (7.1). After 50 split approach iterations the
relative discrete L2 error is reduced to 23%. For comparison, the noise-
free reconstruction shown in Figure 7.7 admits a relative discrete L? error
of 18%. Also the visually noticeable difference in both the shape and
intensity of the source is gradual. We conclude that the reconstruction is
stable due to the regularizing effects of the perimeter penalty term, the
low degree of the spherical polynomial r5; and the upper bound on the
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A =0.8955 for o = 1e-09

FIGURE 7.4. H* setting: Reconstruction (red) and original source (gray) after
50 gradient iterations. The relative discrete L? error is 35%.

A =0.9493 for o = 1e-09

FIGURE 7.5. L? setting: Reconstruction (red) and original source (gray) after
50 gradient iterations. The relative discrete L? error is 16%.
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A =0.9659 for o = 1e-09

FIGURE 7.6. L? setting: Reconstruction (red) and original source (gray) with
30% noise level after 50 split approach iterations. The relative discrete L? error
is 23%.

number of iterations. We note that in this experiment the latter two have
the highest impact on the stabilization, since the regularization parameter
« is chosen very small.

7.2.5. Model 3. In the third model the searched-for domain is star-
shaped but not explicitly given as an element of the ansatz space. Inspired
by [IK10], the source is cushion-shaped with center (1,0.5,0) and bound-
ary parameterization

r(6) = /0.8 +0.5(cos(29) — 1) (cos(49) — 1)

for § = (cos ¢sin¥, sin ¢sindd, cos )T € S2. Its intensity is set to A = 1.
The location of the source inside the phantom is displayed in Figure 7.8.
The synthetic data are produced using the same discretization as in
Model 1. For solving the inverse problems we also employ the discretiza-
tion described above. This results in a ‘modeling’ error of 7%.

The a priori knowledge on the intensity is again implemented by set-
ting A = [0.7,1.3]. In both experiments based on Model 3 the following
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A =0.9535 for o = 1e-09

FIGURE 7.7. L? setting: Reconstruction (red) and original source (gray) after
50 split approach iterations. The relative discrete L? error is 18%.

FIGURE 7.8. Sketch of Model 3: searched-for source (red) inside the phan-
tom (gray).
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A = 0.897 for o = 1e-09

FIGURE 7.9. L? setting, Mmax = 5: Reconstruction (red) and original source
(gray) after 50 gradient iterations. The relative discrete L? error is 26%.

initial values are chosen: A\ = 0.7, m® = (0,0,0) and r° = 1.5. Thus, the
initial relative discrete L? error is 115%.

For maximal degree My,.x = 5 and M.« = 8, the reconstructions
after 50 gradient iterations are shown in Figure 7.9 and 7.10, respectively.
We observe that the cushion is quite well reconstructed in both cases.
However, the reconstruction of the intensity as well as the shape is better
for the higher degree, M. = 8. In this case, the relative discrete L? error
reduces to 18%, which is about the same size as the errors in Model 2,
where the parameterization is an element of the ansatz space. In contrast,
the relative discrete L2 error is 26% for M. = 5.
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A =0.9403 for o = 1e-09

FIGURE 7.10. L? setting, Mmax = 8: Reconstruction (red) and original source
(gray) after 50 gradient iterations. The relative discrete L? error is 18%.



CHAPTER 8

Conclusion and Outlook

In this thesis we introduce a geometric regularization method for bi-
oluminescence tomography, which incorporates the a priori knowledge of
piecewise constant sources and a Tikhonov like functional with a perime-
ter penalty term. Fundamental questions on the proposed scheme are
answered in a general framework: existence of a solution, stability and
regularization property are shown. Moreover, an analogous, self-contained
theory for star-shaped sources is developed, as the star-shaped setting pro-
vides the necessary linear structure to apply optimization schemes.

In the second part the BLT problem based on the diffusion approxima-
tion is analyzed. Owing to the elliptic structure of the underlying partial
differential equation, the domain derivative of the forward operator is well-
known.! Based on the domain differentiability of the forward operator and
the density of smooth shapes in the set of shapes with finite perimeter,
an approximate variational principle is shown, which ensures the existence
of smooth almost stationary shapes near the minimizing shape. This jus-
tifies the application of descent methods that converge to a stationary
point in the reconstruction procedure. The discussion of the DA-based
BLT problem is completed by testing numerically the geometric regular-
ization scheme. Although incorporating a priori knowledge on the source
via the admissible interval A and the regularization parameter a leads to

1Nevertheless7 we present an elegant derivation of the domain derivative about a
domain in Section 4.1.1.

139
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useful reconstructions in some cases, the non-uniqueness of the DA-based
BLT problem is a big challenge in all numerical experiments. In view
of the uniqueness result for multispectral bioluminescence tomography in
[JWO08],? we think that the proposed geometric regularization method
applied to multispectral BLT can counteract the observed issues. The
theory in this work is easily transferred to the multispectral framework.
It remains to verify the feasibility numerically. The generalization of the
uniqueness result in multispectral BLT to star-shaped sources is another
interesting open question.

The BLT problem based on the radiative transfer equation is investi-
gated in the third part of this work. In contrast to the diffusion model,
standard approaches cannot be applied for a rigorous derivation of the
domain derivative of the forward operator. Nevertheless, we rigorously
calculate the domain derivative about balls in the L' setting. The ques-
tion is still open whether this result can be generalized to a larger class
of domains rigorously. From a numerical point of view the proposed geo-
metric regularization scheme works, even though the L? setting and the
formal domain derivative about general star-shaped domains is used.® Due
to the uniqueness of the RTE-based BLT problem with angularly resolved
measurements, the sources are well reconstructed in all numerical exper-
iments. However, there are two problems that may occur in practice but
are not noticeable in our examples: First, when scattering is high and
the object to be imaged is large, the measurements become diffuse, i.e.,
there is rarely any directional information in the boundary measurements,
and we get in the regime of the diffusion model. Second, instead of an-
gularly resolved measurements, angularly averaged data are often only
available, which causes non-uniqueness of the BLT problem even based on
the transport model. These two issues identify the need of additional in-
dependent source-measurement pairs and/or of cameras that also capture
the directions of the photons in bioluminescence tomography. Former may
be obtain by RTE-based multispectral BLT, which implies similar open
questions as posed in the diffusion model above.

2Sources described by radial basis functions are uniquely determined by the bound-
ary measurements, provided the optical parameters satisfy some assumptions. See
[JWO08] for details.

3We recall Remark 6.7 where we observe that the formal domain derivative is not
an L? function. Consequently, the rigorous domain derivative does not exists in the
L? setting.
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Inspired by the recent trend of hybrid imaging methods, see [AS12]
and the references therein, we suggest to couple bioluminescence tomogra-
phy with a supplemental technique, in order to gain additional independent
source-measurement pairs and to overcome the non-uniqueness problems.
In particular, we think of utilizing the acousto-optic effect, which describes
the influence of an acoustic wave on the optical properties and which is
the basis for acousto-optic imaging, also known as ultrasound modulated
optical tomography, cf. [BS10, Bal13], in bioluminescence tomography.
Further work is required to develop and analyze the mathematical model
of the ‘coupled physics’ technique and to verify its feasibility in practice.

We conclude that in special cases good reconstructions are obtained
by the geometric regularization scheme. However, more research is needed
to establish bioluminescence tomography as a reliable imaging technique
for small animal models.
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APPENDIX A

Special Functions

In this chapter we present some results on special functions needed in
this thesis. Although there exists a wide variety of literature on this topic,
a few results are not given in the framework we consider here. Thus, we
state them here explicitly and also the ideas to obtain them. Other results
are presented for the sake of completeness only.

A.1. Legendre Functions
The following results on Legendre functions can be found in Chapter 5

of [WG89].

A.1.1. Legendre Polynomials. The polynomial solutions of the
differential equation

(1 —2?)y"(x) — 22y (z) + 11+ 1)y(z) =0 with [ € Ny

are called Legendre polynomials. The Legendre polynomial of degree [ € Ny
is given by
1 d
P = gy am

They satisfy the recurrence relation

(2% —1)".

(1 + 1) Py (@) — (21 + D)zPy(z) + 1Py (z) = 0 (A1)
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for [ € Ng. Here and in the following we use the convention that P_;(z) =
0. The first three Legendre polynomial are

Py(z) =0, Pi(z)=2x, Pz)= %(3902 -1).

A.1.2. Associated Legendre Functions. For m,l € Ny the func-
tions P [—1,1] — R with

P (z) = (-1)"(1 - 2*)% —Pi(x)

are called associated Legendre functions (of the first kind) of degree I and
order m.! We observe that P/™ vanishes if m > [ and that PZO = B.
Moreover, the associated Legendre functions can be generalized to negative
order and it holds

—m m (l — m)' m

By differentiating the identity (A.1) the following recurrence relations are
obtained, cf. [WG89, Section 5.13]:

@+ D P (x) = ((+m) B2y (x) + (I = m+ )P (2),

21+ 1)1 — 2?2 P () = P (x) — P ()

(A.2)

Again, we finish this subsection by specifying the first three associated
Legendre functions of non-vanishing order:

Pl(z) = —(1-2")}, Pa)=-3a(l—2%)}, Pyla)=3(1-2?).

A.2. Spherical Harmonics

The restriction of harmonic homogeneous polynomials over R? to the
unit sphere Q = S9! are called spherical harmonics. For the real-valued
case in arbitrary space dimension d > 2 an overview of these functions can
be found in [AH12]. Properties of complex-valued spherical harmonics in
dimension 3 are presented in [WG89]. As we are mainly interested in the
real-valued case in this thesis, we present some results in this setting in
the following and transfer some results needed from the complex-valued
framework to the real-valued. The books mentioned before are the main
sources of this section, additional references are [Hob55, Nat01b].

I This is the definition of Hobson [Hob55, Chapter III]. In the literature there are
sometimes different ones, e.g. with the term (—1)™ missing.
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A.2.1. In two Dimensions. Let

w= (Cosgb) € St with ¢ € [0, 2.

sin ¢

We will identify w with ¢ and vice versa below. Then, the spherical har-
monics of degree [ € N are linear combinations of

V@) = = cos(l) and 1) = Z=sin(lo)

and the spherical harmonics of degree 0 are scalar multiples of
1
Yo = Nz

Moreover, the spherical harmonics are dense in L?(S1) and the set

{yoy Uy 1eN}U{y;: 1 e N}
builds an orthonormal basis of L?(S), that is, for a function f € L?(S?)
we have

F=(Fwo)ee + D ((Fwhravi + (Fudrani)
=1

An useful result on spherical harmonics is the Funk—Hecke formula.
Let h € C[—1,1] and f; a spherical harmonic of degree | € Ny. Then, the
Funk—Hecke formula in dimension d = 2 reads

h(w- o) filw') do' = fi(w) . (A.3)
Sl
Herein, the constant h; is given by
1
i = 2/ Ti(Oh(t)(1 —12)~F dt
—1
with 7} denoting the Chebyshev polynomial of degree [, i.e.,
T;(t) = cos(larccost) .
A.2.2. In three Dimensions. For d = 3 we identify a point w €
Q = S? with the pair of angles (¥, ¢) € [0, 7] x [0, 2] via

cos ¢ sin 1Y
w= | sin¢gsinv
cos ¥
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There are 21+ 1 linearly independent spherical harmonics of degree [ € Nj.
A possible basis is build by

Y m(w) = ¢1.mP" (cos ) cos(me) for m € {0,1,...,1},
Y —m(w) = g m P (cos ) sin(me) for m e {1,2,...,1}
with the choice

20+ 1 2041 (1 —m)!
and ¢, = —
4 ’ (I+m)!

Cl,0 =

in order to obtain an orthonormal basis with respect to the L? inner prod-
uct. As in two dimensions, the spherical harmonics are dense in L?(S?)
and an orthonormal basis of L?(S5?) is given by

{Yim:1€Ng,m e Z,|m| <l}.

Hence, for every function f € L%(S?) holds

9] l
ZZ falem L2 lm-
1=0 m=

The Funk-Hecke formula also holds true for d = 3, because it is a
space independent property of spherical harmonics. Only the constant
h; depends on the dimension d. Let h € C[—1,1] and f; be a spherical
harmonic of degree [ € Ny. Then,

[ o) )’ = T (A.4)

B = 47r/1 h(t) Py (t) dt

In the derivation of the diffusion model from the transport model, to
be more specific in Appendix B.1, we need recurrence relations for the
real-valued spherical harmonics Y, ,,,. To obtain them, we make a detour
via the complex-valued spherical harmonics

with

20+1(l—m
Hip(w) = + El T ; P (cosd)e™™?  for 1 € Ng,m € Z,|m| <1.
If jm| > lor I = —1 we set Y}, = H; ,n, = 0, which is reasonable in view of

P =0 for [m| > [ and of the convention P_; = 0. All results mentioned
above also hold for the complex-valued spherical harmonics if the inner
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product is adapted correspondingly. The following recurrence relations for
H; , can be deduced from (A.2), cf. [WG89, Section 5.15]:

Ccos ﬁHLm = O‘LmHlfLm + O5l+1,7n]%[l+171ﬂ )
sine' Hy = Bi—mHi—1,m+1 — Birt.me1 Hiv1,mt1

sinve " Hy = —BrmHi—1.m—1 + Bis1,—me1 Hip1,m—1

with

Al m =

(I +m)(l —m) I +m)(l+m—1)
Gt n@-1) ™ ﬁ“”_\/ @2+ 1)(20—1)

Using these relations as well as the identities Y; o = H; for [ > 0 and

1 1
Yim = 7(Hl,m + (_1)mHl7fm) 5 le,fm = -

=7 w5 (Hom = (C1)"™ i)

for 1 < m < I, we can show by easy but technical calculations the recur-
rence formulae:

cos VY0 = a0Yi—1,0 + Q141,0Yi41,0

1
7 (51,03/171,1 - 51+1,1YI+1,1) , (A.5)

1
V2

sin ¥ cos ¢Y; o =

sindsin pY; o = (51,03/1—1,—1 - ﬂl-&-l,lYl-&-l,—l)

for [ € Ny, and for I,m € N
cos VY m = QmYi—1,m + Ct1,mYi+1,m
sin cos @Y7, = %(ﬁl,—m}/l—Lm-i-l = Bia1,m+1Yi41,m+1
= BimYi-1,m-1+ ﬁl+1,m+1yvl+1,m71) ; (A.6)
sin ¥ sin @Y}, = %(ﬂl,—m)/l—l,—m—l = Bir1m+1Yi41,—m—1

— BimYi-1,-m+1 + ﬁl+1,—m+1Yz+1,—m+1> )
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as well as

cos VY _m = a1 mYi—1,—m + ¥g1,mYi41,—m
sin ¥ cos @Y, _p, = % (ﬂl,—mYl—L—m—l — Bi+1,m+1Yi41,—m—1
= BimYi-1,—m41 + ﬁl+1,—m+1Yz+1,—m+1> (AT)
sin ¥ sin @Yy, = %(ﬁl,fmyvlfl,erl = Bi+1,m+1Y141,m+1
— BimYi—1,m-1+ 5l+1,—m+1Yl+1,m—1) .

Furthermore, the following addition theorem holds for both the real-
valued and complex-valued spherical harmonics:

l
20+ 1
> Yion(@)Yim(6) = = —Pi(w-6),
m=—1 ™
! ol 1 (A.8)
Ty +
> Hin(@) Hin(0) = ——P(w-0)
m=—1

for I € Ny and w, § € S2. Herein, P, is the Legendre polynomial of degree
l.

Let us finish this subsection by specifying the spherical harmonics of
degree less than one:

1 3
Yo0(w) = \/;, Yio(w) = \/E cos v,
(A.9)
Yl,l(w):—wgsinﬁcosqb, Yl’,l(w):—\lllisinﬁsin¢.
7r 77

A.3. Bessel Functions

In this section we define different kind of Bessel functions and recall a
few properties of them. The main reference of this presentation is [WG89],
however some results are taken from [AS72].

Bessel functions solve the Bessel equation

y'@)+ /@) + (1= 5 )y =0,
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where v € R is called order of the equation and of the function.? The
Bessel functions of the first kind of order v are given by

> (—1)k 1 N\ 2ktr
(@)= B T(tv+k+1) (5) (A-10)

with the common Gamma function I', cf. [WG89]. We observe directly
that J, is a smooth solution of the Bessel equation if ¥ > 0. In contrast,
the Bessel function of the second kind of order v
cos(vm)Jy, () — J_,(x)

sin(v)

N,(z) =

has a singularity at x = 0. It also solve the Bessel equation of order v and
is sometimes called Neumann function. Furthermore, the Bessel functions
of the third kind of order v are

HY =J,+iN, and H? =J, —iN,.

They are often called Hankel functions of the first and second kind, respec-
tively, and have the same singular behavior at x =0 as N, .

Inserting an imaginary variable, x = it with ¢ € R, into a Bessel
function, we observe that this Bessel function then satisfies the differential

equation
2

1 v
Y0+ 50— (1= 55 Jy(t) = 0.
Such a differential equation is obtained when we write the diffusion equa-

tion in polar coordinates in two dimensions. This leads to the modified
Bessel functions of the first kind and second kind defined by

I(z) =i J,(iz) and K,,(:c):gi”“Hl(,l)(ix)

for z € R, respectively. Former is smooth just like J, for v > 0 and latter
has a singularity at = = 0.
For n € Z the spherical Bessel functions are defined via

. ™ s
gn(@) =\ g Tusrja(@) and hD(@) =/ HY, @) (AL

The second mapping is also known as spherical Hankel function of the first
kind. These functions satisfy the spherical Bessel equation

v+ 2y )+ (1= DYy =0,

2Also complex-valued orders v can be considered, however we restrict ourselves to
real-valued ones.
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Again, we observe that for n € Ny the function j, is smooth and hg,l) has
a singularity at x = 0. The function h(l) admits the representation

o (iz)n+1 Z k!(n (—2ix)k " (A-12)
The spherical Bessel functions have the followmg asymptotic behavior for
n— 00 :
S P — 1+0(1) (A.13)
I = 2n 1 1) n '
uniformly on every compact subset of C and
1-3---(2n—-1) 1
M) () = (7
rD (z) P (1 ) n)) (A.14)

uniformly on every compact subset of C; = {z € C: Rez > 0,Im z > 0}.
The derivatives of j, and h,(ll) satisfy the relations

) ) n+1.
]’I/’L(‘r) = ]nfl(x) - ]n(x) ) (A1)
15
n+1
H @) = by (@) = = =D @),
Moreover, the Wronskian of j, and h%l) admits the form
Jn(@)hD (@) = jr ()R (@) = e (A.16)
For n = 0 we have
) sin x —iel®
Jolw) ===, hy(e)=——
and, if x =it,t € R,
. sinht ) —et
dolit) = ==, hg(it) = ——



APPENDIX B

Supplements to the Derivation of the Diffusion Model

B.1. Some Calculations for the Case d = 3

In this section we calculate the integrals of w needed in Subsection 2.1.2.
From equation (A.9) we have a representation of w € 2 = S? by means of
spherical harmonics of degree 1, namely

4 _Yl’l(w)
w= \/? -Y1,-1(w)
Y1,0(w)

As the spherical harmonics {Y; n,: I € No,m € Z,|m| < I} build an or-
thonormal basis of L?(), we see immediately that

/dew:(). (B.1)

By the same argument we obtain the identity

dn Y2 Yii1Yi,-1 —YiiYip
/ wa dw = — Y1771Y1’1 Y12,,1 Y1’71Y1’0 (w) dw
Q

C\-Y1.Y10 -Y1_-1Y10 Y, (B.2)
A
=51
Furthermore, we have, given any vector a € R3, that

/(w ca)ww! dw = 0. (B.3)
Q
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To show this, we rewrite the integrand as

Yia 0 0 Yii. Y11 Yo
(w- a)ww!l = (w-a){ 0 Yi_1 O Y11 Yi 4 Yio
0 0 Yio Y11 Y11 Yip

and the scalar factor as w - a = (a1 cos@sin® + as sin @ sin v + ag cos V).
Using the recurrence formulae (A.5)-(A.7), we observe that the terms
(w-a)Y1,m, m € {—1,0,1}, are linear combinations of spherical harmonics
of degree 0 and of degree 2. The statement follows immediately from the
orthogonality of the spherical harmonics Y, .

Moreover, the identities

2
/ v-wdw=—-7 and / (v -wwdw = Ty (B.4)
v-w<0 v-w<0 3

hold for v € Q. To verify the first equation, we consider w.l.o.g. v = e3 =
(0,0,1)T and observe

27 T
/ 63~wdw:/ / cos¥sinvdddo = —m.
e3-w<0 0 5

The second identity follows from some easy technical calculations that we
only sketch here. If v = ey, we see that

or pz [ cos? ¢sin® o
/ (1 wwdw = / / cos ¢sin ¢sin® 9 | d de
erw<0 ™ J0 \cos¢psin? ¥ cos?
r o [ cos?¢sind ¥
+ / / cos ¢psin gsin® ) | dd de
0
27

% \cos¢sin® ¥ cos

2361.

Similarly, we obtain the second identity of (B.4) for v = es and v = es.
Using the decomposition v = vye; + voeqs + v3es, the second equation of
(B.4) follows for general v € Q.

B.2. Derivation of the Diffusion Model for d = 2

The derivation of the diffusion model for d = 2 is similar to the one
for d = 3, however some constants differ. This is caused by the fact
that the first moments of w take different values. So in this section we
mainly calculate the first moments of w in case d = 2 and point out how
these results affect the derivation of the diffusion model, as performed in
Subsection 2.1.2 in case of d = 3.
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Let w € © = S'. Then we can express it in terms of spherical har-

monics, namely
(058 _ 1 (5(w)
o= () =va (1) -
By the orthogonality of the spherical harmonics we immediately observe

/dew =0 (B.5)

Tawer [ (W7 YN g — s
/wa dw= /g(yfyi (yi)2>( ) h (B.6)

Thus, the linear ansatz for u(z,-), cf. equation (2.9), reads for d = 2:

and

u(z,w) = up(x) + 2ui () - w. (B.7)
By direct calculation we obtain
2w 2 .
. T, cos” ¢ cos ¢ sin ¢ .
/Q(w a)ww’ dw 7/0 (cosqbsinqb sin? ¢ > (a1 cos ¢ + agsin ¢) de

:0,

which corresponds to (B.3) for d = 3. Using this and (B.6), we deduce as
in Subsection 2.1.2 but with different constants the relation

1
(V . UQ)T = §Vu0 .

All remaining steps in the derivation of the diffusion equation can be per-
formed similar to the case d = 3 if we redefine the diffusion coefficient

1
=—. B.8
2o+ o) (B5)
This finally results in the identical looking diffusion approximation
-V (DVuO) +o.u9=¢q in X.

The next step is to adapt the boundary conditions. We will see that
the difference in dimension becomes more apparent. The crucial part is
the calculation of the integrals

/ v-wdw=-2 and / (V'w)wdw:IV
vw<0 v-w<0 2
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with v = (cos ¢, sin ¢,)T € Q. The first equation holds since

27
/ v-wdw :/ 08 O {cos p<0} (0) dO
vw<0 0

:/ cosfdf = —2

2

via the substitution 8 = ¢ — ¢,,. Applying the trigonometric identities

cos(¢p — ¢, ) cosp = %(cos ¢y + cos(2¢ — gby))

and

(Sin le/ + Sln(2¢ - ¢y)) )

DO =

sin(¢ — ¢,) sing =

we find

/ (v w)wdw
v-w<0

27

_ 1/3;4_@/ (COS ¢u + COS(2¢) - dju)) dqb
2 Ey sin ¢, + sin(2¢ — ¢,)
T
=—v.
2
So the Robin boundary condition modeling the incoming flux, see (2.16)
for the case d = 3, becomes

T Oug
—D—=0 0X. B.9
to 2 Ov o (B-9)
In contrast, the measurements look identical in both dimensions and cor-

respond to the Neumann boundary values

0
D% =—go ondX. (B.10)
However, we have to take note of the redefinition of the diffusion coefficient
in (B.8).



APPENDIX C

Supplement to Section 6.2: Argument in Two Dimensions

In Section 6.2 the domain derivative of the RTE-based BLT forward
operator is derived rigorously. However, the proofs of Theorem 6.6 and
Lemma 6.11 are only performed in case d = 3. In this section we point
out how to adapt these proofs in the case d = 2.

C.0.1. Adaption of the Proof of Theorem 6.6. In the proof of
Theorem 6.6 the identities (6.18) and (6.19) are essentially the dimension
depending observations. As in three dimensions, we consider the cases
x € and x € X \ T separately.

Let z € '\ {0}. In two dimensions, we have, instead of (6.18), the
following identity:

1 1
/Q |w - v (p1(z,w))] do = R/Q VR — (2Tw))? e

Iml/ <x|2_( Iz |)T )2> %de

=28 (5 -2)(1-9)] e,

where we use the change of variables s = 7w, /||, see again Section VII.2
in [Nat01b] for more details. We estimate the latter integral by
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m|/ [ =)= s )
_4x|/{|x|s f|+s)(1 )(1+s)} ds

<4 / +1)s+ R} ds.
|z| |33\ ||

The primitive of the integrand in the last line is known and it follows that

N

1

el / [(xz —s*)(1- 32)} s

1
<4 Rln(2 32—(R+1)5+R+23—R—1)
|| || || 2| .
=4 E1n( il )
lz] " \R+ |z| — 2/R|z]|
—4 Eln(\/ﬁ—i_i V|x|)
2] “\VR - \/Ja]
_, | B, (R+|z[+2y/R|z|
=4 |x|1n< R— || )

4\/ﬁ[ln<R+ 2| + 2@) n(R - |2))].

The expression on the right-hand side is integrable in x over T, since the
integrals

R R
/p—%dpzwﬁ and /ln(R—p)dp:R(lnR—l)

0 0

exist. Thus, we have an integrable upper bound of the absolute momentum
H. We conclude that

H‘]“XQ c Ll(X X Q) with ||H|F><Q||L1 < Cl||hu||ooa

where the constant C; only depends on R.
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Now let z € X \ T. In place of (6.19), we have in two dimensions the
identity

1
/ _vaw) R I
a |w- v(pi(z,w))| Twrel- R VR — (@TwL)?
arccos(—%) 1

=R

arccos(%) R? — (‘$| CcOos (;5)2

= R/_i ((R2 — [z)?s?) (1 — 52))_% ds,

where we first use the parameterization w, (¢) of the sphere 2 such that
27w, = |z|cos ¢ and second the change of variables s = cos ¢. The integral

can be estimated by

R/_i ((R2 — |z]?s?) (1 - 52)>7% ds

R

zzg/om((3+|m|s)(1+s)(}z_|x|s)(1_s))’ ds

1

< 2\/R/m (|9U|s2 - (R+ |x|)s—|—R)7§ ds.
0

Proceeding similar to the calculations above, we obtain

Tor -3
2\/E/m (|:c|s2 — (R+z|)s +R) ds
0

_ R 2.2
- 2\/;1n(\/x| 52 — (R + |a|)|x|s + Rlz| + 2|z[s — R — |ff|)

il [1H(R+ 2] +2+/Rla]) — In(ja| - R)] )

Ed
which is integrable in x over X \ I'. In addition, the integral only depends
on R and its value is denoted by Cs. It follows that

H|(X\f)><sz € LI(X X Q) with ||H|(X\f)xg||L1 < C2||hl/Hoo-

Combining the estimates obtained in both cases, we finally obtain that,
also in case d = 2, H € L*(X x Q) with

][z < Cll oo -
Herein, C' = max{C4, Cs}.

[N

lz|

0

=2



160 C. Supplement to Section 6.2: Argument in Two Dimensions

Remark C.1. We note that, in contrast to the findings in three dimen-
sions, the function H is not essentially bounded in X in two dimensions.
We only have that H is integrable over X. Nevertheless, this result is
sufficient to obtain the statement of Theorem 6.6 and also of Lemma 6.11
in the upcoming paragraph.

C.0.2. Adaption of the Proof of Lemma 6.11. In order to prove
Lemma 6.11 in two dimensions, we have to reconsider the estimates (6.20)
and (6.21) as well as (6.23)-(6.25).

In Remark C.1 we noticed that, in contrast to (6.20), we have no
essential upper bound of

1
/ ) )]

in case d = 2. However, we know from the previous section that there
exists a constant C' > 0 such that

/X/Qw(x’w)wy(pldedx <C.

Using this estimate, we obtain similar to (6.21) and (6.23):

1(fn = F)xear, 2 < 3C|Ay lloo ,

/ / D, 0)bn (2, 0)| fa(:w) — (@, w)] dwdz < 6C] oo
X JQ

It remains to show that the expressions on the left-hand side of (6.24)
and (6.25) are integrable over X \ (T UT}). Let x € X \ (TUT},). We
begin deriving a two-dimensional analog to (6.24). From (6.24) we know
that

/Q O, w) (1 — P (a,0)) | f () — f (o, 0)| dw

< /Qz/J(x,w)(l — 1/Jh(ac,w)) ’Tl(x,w) — Tg(x,w)‘ dw

< a2 TR = ||hy|\go/ Ldw, .
zTw, €[R—||hy|loo,R[
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Using once more the parameterization w, (¢) with 27w, = |z|cos ¢, we

observe
B lhy oo )

arccos(T
/ ldw, = / d¢
2Tw,1 €[R—||hw||oo, Rl arccos(%)

= arCCOS(R_H‘Thr“O) — arccos(%) .

Application of the mean value theorem yields

arccos(R_|”xh”H°°) arccos(| |) (1— (|$R|)2> : ||h|;||°°
170 ]|

The term on the right-hand side is integrable in x over X \ T in view of

/ \/7dp—ln(M—|—\/ R2)—1nR for M>R. (C.1)
02 —
Consequently, there exists a constant C; depending only on R such that

/ / Wz, w) (1 — v (,0)) | falesw) — Fl,w)| dwda
X\(TUT'y
< Oy [[hy[|2v/2R = Ayl -

In exactly the same manner we also find a constant Cy > 0, but now
depending on R and ||h, ||oc, with

/ / (1= (a,0))n (@, )| f (2, w) — f(a,w)| dwdo
X\(Tumy) Ja
< Collh |2 v2R + oo »

which is (6.25) revisited. We point out that the constant Cy converges to
Cy as h — 0, since the integral (C.1) is continuous with respect to R.

Finally, we have all necessary adaptions to the two-dimensional sit-
uation at hand. By a combination of the adapted findings, obtained in
this appendix, with the dimension independent results in the proof of
Lemma 6.11, we verify the statement in case d = 2.







APPENDIX D

Singular Value Decomposition of the Linear DA-based BLT
Forward Operator

In this chapter we derive the singular value decomposition of the linear
DA-based BLT forward operator A, defined in (2.30), in the special case of
a ball-shaped domain X C R? and constant coefficients D, 0,. In addition,
we investigate the asymptotic behavior of the singular values. These results
allow to gain an insight into the ill-posedness of the BLT problem in the
DA-framework: Not only the decay of the singular values describe the order
of ill-posedness, but also the singular functions indicate which sources can
be reconstructed at all.

Before we state the two main results of this chapter, namely the singu-
lar value decomposition of A and the asymptotic behavior of the singular
values, we begin with a short summary of notations and results that we
need in the proof. They are either known from the previous chapters or
easy observations.

Let us recall some definitions from Section 2.2.2. The linear forward
operator of DA-based BLT is given by

A L*(X) — L*(0X), q~ ulax, (D.1)
where u € H'(X) is the weak solution of the boundary value problem
—diV(DVu) +ou=q in X,
(D.2)
u—|—2D@ =0 ondX.
v
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More precisely, u solves the variational equation

1
/(DVU'VU+OaUU)dIE+*/
X 2 Ja

The adjoint of A is the operator
A% L2(0X) — LA(X), 2w, (D.4)

where w € H'(X) is the weak solution of the adjoint boundary value
problem

uvdu:/ qudr Yv e HY(X). (D.3)
X b's

—div(DVw) +o,w=0 in X,
(D.5)
w+2p2% — 4 onox.
v
This is easily observed from

(Agq,¥) = = / up dp = 2/ (DVu - Vw + cyuw) do +/ uw dp
X X X

:2/ quwdz = {(q,2w) 2,
b's

where the second identity is due to the weak formulation of the adjoint
boundary value problem (D.5):

1
/(DVw-VU+anv)dx+f/
X 2 Jox

1
uwodp = f/ Yodr Yo e HY(X).
2 Jox
As from now, we assume that X C R? is the three-dimensional ball
with radius R > 0 centered w.l.o.g. in the origin, i.e., X = Br(0). In
addition, let D and o, be positive constants. For this special case, the
fundamental solution of the diffusion equation is derived in Example 2.11.
It is given by
—ole—y|
e o
— itho =/ =
e or x # y with &

and has the representation

(I)(w7y) =

~ oo l
Oe,y) =—5 > . b @ila)) Him (@) Gily) Hon@) (D)
=0 m=—1
for |z| > |y| and with = z/|x| as well as ¥ = y/|y|, see (2.31). Herein,
hl(l), ji and H; ,, are the spherical Hankel function of first kind, the spher-
ical Bessel function and the complex-valued spherical harmonic, respec-
tively, see Appendix A. We recall that the series in (D.6) converges abso-
lutely and uniformly on compact subsets of {(z,y) € R? x R3: |z| > |y|}
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and that this statement is also true for the series of the term by term
derivatives with respect to |z| and |y].

Proceeding similar to Example 3.11, where the case D = g, = 1 is
considered, we obtain a Green’s function of the boundary value problem
(D.2) with arbitrary positive constants D and o,: Let

(oS l
Yo duky)i(@ilz]) Hiw(@) (D.7)

1=0 k=—1

@\Q?

with
25ih" (5iR) + h\V (GiR)
26ij](GiR) + ji(GiR)

rr(y) =

Then, the function

GGy Hik () -

G(x’ y) = (I)(Jj,y) + ¢($7y)

is a Green’s function. We note that the series in (D.7) converges absolutely
and uniformly on every compact subset of X x X.

The Green’s function G can also be expanded in terms of real-valued
spherical harmonics Y} ,,,. From the addition formula (A.8) we have

ZHlk VH, 1 (9) ZYlk Yik(®) .

k=—1 k=—1

Consequently, G can be rewritten for |z| > |y| as

0o l
=3 a(l=l 1y) Yis(@Yir (@), (D.8)
1=0 k=—1

where

gl<|x|’|y|)

2mh(1)/(mR) Jrh( )(O'ZR) (1) /~. e
—D( G FIR R C ) FIC )

By means of the Green’s function, the operator A and its adjoint A*
admit the following representations:

(Ag)(y) = /X 4(@)G(y,z)dz  for y € X, (D.9)

(A*)(x) = x Y(y)G(y, ) duly)  forze X. (D.10)
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Former identity is a direct consequence of Green’s representation formula,
cf. (3.15). The latter relation holds, since

(Agq, )12 =/ Aq(y)y( / / x) dz dp(y)

= [ al /Gy, y) du(y) do = (g, A") 2

After these preliminaries, we are now able to state the two main results
of this chapter. The first characterizes the singular value decomposition
of the DA-based BLT forward operator A under the above mentioned as-
sumptions on D, o, and X.

Theorem D.1 (Singular Value Decomposition of A). Let X = Bgr(0),
R > 0, and D, o, be positive constants. Then, the operator A defined
in (D.1) admits the singular system {(Cz;&,k,ﬂl,k)I l € Nog,k=—-1,.. .,l}
given by

aR? <2mh W"FiRr) + nV (FiR)
S = Piivr

25ij/(5iR) + ji(3iR) jz(&iR)_hl(l)(giR)>7

1. . -

—n@iz)Yie(@), z€X,

B
1 ~

mk(y) = EYZ,k(y), y€oX,

Sru(x) =

where

[o R :
G=41/— and B = (/ g1(@ir)%r? dr) .
D 0

PROOF. Before we start with the actual proof, we point out that the
singular values ¢; are positive for [ € Ny. This is observed recalling the def-
inition of the spherical Bessel functions ji, hl(l)in (A.11) and the identities
(A.10), (A.12), (A.15).

To show the statement, we have to verify the following four points:
Agl,k = SIM, k> A*nhk = glél,lw {gl,k’5 l, k’} isa complete orthonormal system
of N(A)t and {m: [, k} is a complete orthonormal system of R(A).

We start showing that A&, = gm k. Let I € Ny, k€ {—1,...,1} and
y € 0X = 0BR(0). Using the identity (D.9) and the expansion (D.8) of
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G, we obtain

A&k (y /flk

- [ e 1S ST (R Jal) ¥ (3) Vi (3)

m=0n=—m
A change of variables and the orthonormality of the spherical harmonics
yield

A&k (y / /522 Zflkrengr)mn()mn( )r dédr

m=0n=—m

:%/ 25, (cir) [Z Z ngr/ Y 1(0)Y,,0(0)d0Y,, . (Y )]d

m=0n=—m

R
_ % ( / r25(Fir)gu( R, r)r2 dr) Yin (@)
0

- (25ih(1)/( R)+h 1)(0'7,R)

5 202]1( R)+]l( R) ]l( R) h“)(o’lR)) BlYl,k(ZI\)

= am.k(Y) -
Next, we verify in a similar manner that A*n ; = & . Let [ € Ny,
ke{-l,...,l} and z € X. In view of the equations (D.10) and (D.8), we

observe

NWM@=A;meﬂ%®M@)
= [ mato DS S g lel) Yo (5) Yo () i)

m=0n=—m

By the same arguments as above follows

At g (z /BXZ Z Yi k() gm (R, [2)) Ym0 () Yimn(Z) du(y)

m=0n=—m
_ 1 i Zm: U R2gm(R, |2])Yi0(0 )ymn(e)de] Yonn(2)

G %M "(7iR) + bV (5iR)
D\ 25ij/(5iR) + j;(FiR)

Ji(GiR) - h§”(&z’R>> (@il ))Yi (@)
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To finish the proof, it remains to show that {m : | € No, k= —I,... I}
is a complete orthonormal system of R(A) and {& x: 1 € No,k = —1,...,1}
is a complete orthonormal system of N'(A)*. It is well known, see also
Appendix A.2, that the spherical harmonics {Y; ,: 1 € No, k = —I,...,1}
build an orthonormal basis of L?(S?). With the transformation = y/R,
y € 0X = 0Bgr(0), we obtain the completeness and orthonormality of
{mux:1€No,k=—I,...,1} in L?(0X). This space is exactly the closure
of the range of A, since R(A) = H3/2(9X), in the sense of set-theory, due
to regularity theorems for elliptic boundary value problems, see [Hac92]
for instance.

The completeness of {&x: 1 € No,k = —1,...,1} in N(A)* follows
directly from the identity N'(A)L = R(A*), see for instance [Wer07], the
relation & r = A*nx and the completeness of {n x: [k} in L*(0X).
Further, the set {& x: [, k} builds an orthonormal system, since

1 1
(i Emmn)L2(x) = e —— (AN ks AN 12 (x) = o ——(AA N ks M yn) 12 (0)
S
= %(m,k,nm,nh%a)() = 01,m0kn -
Herein, ;. ,,, denotes the Kronecker delta. O

Let us point out that the non-uniqueness of the DA-based BLT prob-
lem, stated in Lemma 2.10, becomes apparent in the singular functions.
Only linear combinations of the functions j;(ci|x|)Y; (%), which are fixed
couplings of the radial and angular component, lie in the orthogonal com-
plement of N (A) and can, therefore, be reconstructed. As soon as there is
a different composition of the radial and angular component in the source,
only the part having the above form can be reconstructed.

The second main result of this chapter gives an answer to the order of
ill-posedness of the DA-based BLT problem. It characterizes the asymp-
totic decay of the singular values.

Theorem D.2 (Asymptotic behavior of ¢;). Let the assumptions of The-
orem D.1 hold. Then, the singular values ¢; of A have the asymptotic
behavior

2R?2 {1 +0(™Y
S =

D2l +3)2 (20 +1) [1+0(@71)

PROOF. From Theorem D.1 the singular values of A are known to be

= ﬁzRE (25z‘h§”’(am) +hiYGiR)
201j/(ciR) + ji(diR)

} asl — 0. (D.11)

j1(GiR) — h(l)(mR)> (D.12)
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[o R :
c=14/—= and B = (/ G1(@ir)*r? dr) .
D 0

In a first step, we calculate the asymptotic behavior of the term in
parentheses in (D.12). According to (A.16), the Wronskian of j; and hl(l)
satisfies

with

Y (2) - (D () = L

22"
Hence,
@awwwun+w”@m»ﬁ@my—@aﬂ@n@+ﬂﬁ3ﬁ%%a3)
2
==
Dividing by 27ij](ciR) + j;(diR) and estimating this term will yield the

asymptotic behavior of the term in parentheses. We recall from (A.15)

that
~ I+1. .
Ji(GiR) = ji—1(FiR) — %]I(UZR) .
In view of the asymptotic behavior (A.13) of the spherical Bessel functions
ji, follows

2%ﬂ%m+ﬁ@mﬁzO—ﬂt?»ﬁﬁmﬂﬂﬁﬁﬂﬁm
B 2(14+1) (GiR)! ~. (GiR)"? .
_[0_ R )L&ueHlfmmygqu]@+mlD
GiR)! 1 GiR)1 1
- {1-3~(-~(2)l+1) +2m2l+11-?§~-~()2l—1)} (HO(Z ))
FiR)! .
:&ilé._%l_l)(woa— ).

Consequently, the term in parentheses in (D.12) satisfies
25ih\" (7iR) + h\" (GiR)
26ij](ciR) + ji(GiR)

ﬁﬁm%wpﬁma
(D.13)

FiR)! PR
:é{(%(l—i—O(l 1))) as | — oo.

The next step consists of analyzing the asymptotic behavior of the
factor 8; in (D.12). Using the definition of the spherical Bessel functions,
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see (A.11), and the integral formula 11.2(4) in [Luk62], we obtain for 3,
the representation

R
,6l2=/ Gi(@ir)*r? dr
0

R
= %;i/o Jl+%(5i7’)2r dr
T R? . . .
=555 (JH-% (iR)? — Jips (UZR)JZ_%(U’LR))
R/ . ) JUN .
=3 (]l(crzR)2 — jl+1(O'ZR)jl_1(UZR)) )

The asymptotic behavior (A.13) of the spherical Bessel function leads to

_RS 1 1 1 (&ZR)I - 2
= <2z+1 _2z+3> (1-3---(21—1)(1+O(l 1))>

R3 GiR)! A
= 1+0(7)) I = o0. D.14
21+3(1-3~-~(21+1)( +0( )) asimree (D-14)
Combining the estimates (D.13) and (D.14), we conclude that the
singular values ¢; have the asymptotic behavior (D.11). a

An immediate consequence of the previous theorem is the fact that
the DA-based BLT problem, at least in the considered special case, is
ill-posed of order 3/2. We point out that this is exactly the order the
operator A smoothes in Sobolev scale, provided the coefficients D, o, and
the boundary 0X are smooth. More precisely, for ¢ € L?(X) we have
Aq € H*?(0X) and A*Aq € H3(X), see [Hac92] for instance.



APPENDIX E

Excursus: Domain Derivative of the SPECT Forward Operator

In this section we present an interesting consequence of the observa-
tions made in Subsection 2.2.1 and Subsection 4.1.1. More precisely, we
derive the domain derivative of the SPECT forward operator, which co-
incides with the BLT forward operator in purely absorbing media, about
connected domains in two dimensions rigorously. To our knowledge this
has not been performed before. We are only aware of the article KRR11],
where the shape derivative of the least square functional involving the at-
tenuated Radon transform is calculated. Moreover, our result developed
in Theorem 6.13 holds only for ball-shaped sources.

Let us assume in this excursus that X C R? is convex with 0 € X and
that X is contained in the unit ball B;(0). Latter is no restriction, since
we may scale X to fit this condition.

In Subsection 2.2.1 we introduced the attenuated ray transform

Py, w) = /Rexp ( /too o (y + sw) d8> q(y + tw) dt

for (y,w) € T = {(z,0) € R? x S*: z € #+}. The operator
Q: L= H'(X), QG)=Xe

is defined in (4.3). The aim of this excursus is to calculate the domain
derivative of the operator Py, o Q.

In order to do this, we have to adapt the definition of the operator @
to fit our needs. We recall that S is the set of subdomains of X with C?

171



172 E. Excursus: Domain Derivative of the SPECT Forward Operator

boundary. Let € > 0 be arbitrary small. The dual space of H1/2+5(X) is
denoted by H~1/2=¢(X). Now, we redefine the operator Q as

Q:S—>H > 5(X), Q(G)=Xa-
In a first step, we determine the domain derivative of @ about a connected
domain T' € S. To this end, let h € C3(X) and T'j, be the perturbation of

I" by h. Since equation (4.6) is also true for test functions v € H/2*¢(X),
only the trace of v on OI' must exists®, we have the estimate

1Q(Tr) = Q) = Awborllg 1. = o(llRllcr)

which is the analog to (4.7). Consequently, the domain derivative of Q
about I' in direction A is given by

Q' (T)h = A, dor - (E.1)

In the next step, we show that the operator P,, is a bounded operator
from H~'/27¢(X) to H<(T), which is specified below. This statement
directly implies the domain differentiability of the SPECT forward opera-
tor

P, o0Q:S8S—H*(T).

To obtain the continuity, we use a link to the attenuated Radon trans-
form. As mentioned in Subsection 2.2.1, the attenuated ray transform P,
coincides with the attenuated Radon transform in two dimensions up to
notation, which is given by

Ry, q(s,0) :/exp (—/ O't(89+7'0J_)dT) q(s@+th,)dt
R ¢

for (s,0) € Z := {(t,w) € R x S}, where 0, -0 = 0 and det(0,0,) = 1.
As in [Nat01b] we define the norms

lolfrecry = [, [0+ o) dnd,

ol = [ [+ lateo)f acas

for r € R and for functions g on T and Z, respectively. Herein, the
Fourier transforms are understood with respect to the first variable. Easy
calculations show

||Pa'tq||H’”(T) = HRmQHH’“(Z) . (E.2)

IThis is the reason why we have to introduce the small number € > 0. There
is no continuous trace operator from H/2(X) to L2(8T), since H/2(I") = Hé/z (m
[McLO00].



E. Excursus: Domain Derivative of the SPECT Forward Operator 173

We need to introduce some more Hilbert spaces: Let S'(R?) be the
space of tempered distributions, i.e., the dual space of the Schwartz space,
and let the norm || - ||z (g2) be given by

loleey = [ 1+ lgPrfaco ae)

for v € §’(R?) and with ¥ denoting the Fourier transform of v. We define
the Hilbert spaces

H'(R?) = {v e S'(R?): [[v]| gr(zz) < 00}

1
2

and

Hjy, = {ve H (R?: suppv C M}
for a closed subset M C R2. See [McL00, Tri78] for more details on
these spaces. From [McLO0O, Theorem 3.29] we know that

HZ?° = 3 5(X).
X
This obviously implies

~_ 1_ _1_
H3 f(X)cHBf(O)E. (E.3)

In [Hei86] the following smoothing property of the two-dimensional
Radon transform is shown:

|Ro,qllzr-<(z) < gl mr-1/2-¢ (m2) (E.4)
for all ¢ € C§°(B1(0)). In view of the density of C§°(B1(0)) in HZY/2

B1(0) '’
cf. [Tri78, Theorem 1 in Section 4.3.2], the smoothing property holds for

all g € H; 1(/02)_8 . Recalling the equation (E.2), the inclusion (E.3) and the
1

estimate (E.4), we obtain the continuity of the attenuated ray transform
between H~/27¢(X) and H~¢(T), that is,

1Pl =<ty < llall -1/

for all ¢ € H~1/272(X).
Combining the last observation with the identity (E.1), we finally find:
For d = 2 and for every € > 0 the SPECT forward operator

P, 0Q:S— H (T

is differentiable and its domain derivative about the connected domain I’
in direction h is given by

(Pot o Q)/(F)h’ = )‘Pot (hV(SBF) .
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If, in addition, I" is convex, then we can further specify the domain
derivative by means of Remark 6.5. For (y,w) € T, let p1(y,w) = y +
71(y,w)w and pa(y,w) = y + 72(y,w)w be the intersection points of the
line {y + tw: t € R} with the domain I" such that w - v(p1(y,w)) < 0 and
w - u(p2 (y,w)) > 0, respectively.? Then, we have in view of Remark 6.5:

((Pr, 0 Q) (D)) (y,) = A / exp (_ / ™ el + ) ds) o (y + 1)

w-v(y+ tw)
(6(15 - Tg(y,w)) - (5(1? - Tl(y,w))> de,

where § is the one-dimensional delta distribution. Though this identity
is essentially the same as the one in Remark 6.14, it holds for arbitrary
convex domains and in a different space.

This result might be generalized to the case d = 3, but this is beyond
the scope of this excursus. The crucial point is the smoothing property in
(E.4), which has to be extended to the attenuated ray transform in higher
dimensions. Though we refer in Subsection 2.2.1 to a smoothing result
in three dimensions given in [SU12], this only holds for Sobolev spaces
of non-negative order. Alternatively, one could try to obtain the domain
derivative in case d = 3 by interpreting the three dimensional attenuated
ray transform as family of two dimensional attenuated ray transforms as
in [AK95].

2This is a similar construction as in Section 6.2.1.
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Vol(M) volume or (surface) area of set or manifold M, page 13

WP(X x Q) space of LP functions v having a directional derivative
w - Vv in LP and vanishing inflow boundary values, page 18

X c R4 spatial domain, page 9

Y image space of BLT forward operator, page 29

T spherical harmonics of degree [ for d = 2 aka trigono-
metric polynomials of degree [, page 147

Yim real-valued spherical harmonics of degree | (and order

m) for d = 3, page 148



Bibliography

[ABMO6)

[AE84]

[AF03]

[Ago98]

[AHO5]

[AH12]

[AK95]

[Arr02]

[AST2]
[AS09)]
[AS12]

[Bal09]

Hedy Attouch, Giuseppe Buttazzo, and Gérard Michaille, Variational
Analysis in Sobolev and BV Space, MPS-SIAM Series on Optimization,
Society for Industrial and Applied Mathematics, Philadelphia, 2006.
Jean-Pierre Aubin and Ivar Ekeland, Applied Nonlinear Analysis, Pure and
Applied Mathematics, John Wiley & Sons, New York, 1984.

Robert A. Adams and John J. F. Fournier, Sobolev spaces, 2nd ed., Pure
and Applied Mathematics, vol. 140, Elsevier/Academic Press, Amsterdam,
2003.

Valeri Agoshkov, Boundary Value Problems for Transport Equations, Mod-
eling and Simulation in Science, Engineering and Technology, Birkh&duser,
Boston, 1998.

Kendall Atkinson and Weimin Han, Theoretical Numerical Analysis, 2nd
ed., Texts in Applied Mathematics, vol. 39, Springer, New York, 2005.

, Spherical Harmonics and Approximations on the Unit Sphere: An
Introduction, Lecture Notes in Mathematics, vol. 2044, Springer, Berlin,
2012.

Valentina Aguilar and Peter Kuchment, Range conditions for the multidi-
mensional exponential z-ray transform, Inverse Problems 11 (1995), no. 5,
977-982.

Simon R. Arridge, Diffusion Tomography in Dense Media, Scattering:
Scattering and Inverse Scattering in Pure and Applied Science (Roy Pike
and Pierre Sabatier, eds.), Academic Press, San Diego, 2002, pp. 920-933.
Milton Abramowitz and Irene A. Stegun (eds.), Handbook of Mathematical
Functions, Dover, New York, 1972.

Simon R. Arridge and John C. Schotland, Optical tomography: forward
and inverse problems, Inverse Problems 25 (2009), no. 12, 123010.

Simon R. Arridge and Otmar Scherzer, Imaging from coupled physics, In-
verse Problems 28 (2012), no. 8, 080201.

Guillaume Bal, Inverse transport theory and applications, Inverse Problems
25 (2009), 053001.

177



178

Bibliography

[Bal13]

[Ban05]

[Bea95]

[Benl1]

[BGSS)

[BGCC99]

[BOO5]

[BS10]
[BT07]
[CD12]

[CDKT13]

[Ces84]

[Ces85]

[CKO8]

[CRO2]

, Hybrid inverse problems and internal functionals, Inverse Prob-
lems and Applications: Inside Out II (Gunther Uhlmann, ed.), Mathemati-
cal Sciences Research Institute Publications, vol. 60, Cambridge University
Press, Cambridge, 2013.

Charles Bankhead, Bioluminescent light shines on MI, Diagnostic
Imaging, March 2005, http://www.diagnosticimaging.com/articles/
bioluminescent-light-shines-mi.

Alan F. Beardon, The Geometry of Discrete Groups, Graduate Texts in
Mathematics, vol. 91, Springer-Verlag, New York, 1995, Corrected reprint
of the 1983 original.

Martin Benning, Singular Regularization of Inverse Problems: Bregman
Distances and their Applications of Variational Frameworks with Singular
Regularization Energies, PhD thesis, Westfalische Wilhelms-Universitét,
Miinster, 2011.

Marcel Berger and Bernard Gostiaux, Differential Geometry: Manifolds,
Curves and Surfaces, Graduate Texts in Mathematics, vol. 115, Springer,
New York, 1988.

Harrison H. Barrett, Brandon Gallas, Eric Clarkson, and Anne Clough,
Scattered radiation in nuclear medicine: A case study on the Boltzmann
transport equation, Computational Radiology and Imaging: Therapy and
Diagnostics (Christoph Bérgers and Frank Natterer, eds.), The IMA Vol-
umes in Mathematics and its Applications, vol. 110, Springer, New York,
1999, pp. 71-100.

Martin Burger and Stanley J. Osher, A survey on level set methods for
inverse problems and optimal design, European J. Appl. Math. 16 (2005),
no. 2, 263-301.

Guillaume Bal and John C. Schotland, Inverse scattering and acousto-optic
imaging, Phys. Rev. Lett. 104 (2010), 043902.

Guillaume Bal and Alexandru Tamasan, Inverse source problems in trans-
port equations, STAM J. Math. Anal. 39 (2007), no. 1, 57-76.

Fabien Caubet and Marc Dambrine, Localization of small obstacles in
stokes flow, Inverse Problems 28 (2012), no. 10, 105007.

Fabien Caubet, Marc Dambrine, Djalil Kateb, and Chahnaz Z. Timimoun,
A Kohn-Vogelius formulation to detect an obstacle immersed in a fluid,
Inverse Probl. Imaging 7 (2013), no. 1, 123-157.

Michel Cessenat, Théorémes de trace LP pour des espaces de fonctions
de la neutronique, C. R. Acad. Sc. Paris, Sér I 299 (1984), 831-834 (in
French).

, Théorémes de trace LP pour des espaces de fonctions de la neu-
tronique, C. R. Acad. Sc. Paris, Sér I 300 (1985), 89-92 (in French).
David Colton and Rainer Kress, Inverse Acoustic and FElectromagnetic
Scattering Theory, 2nd ed., Applied Mathematical Sciences, vol. 93,
Springer, Berlin, 1998.

Christopher H. Contag and Brian D. Ross, It’s not just about anatomy:
In vivo bioluminescence imaging as an eyepiece into biology, Journal of
Magnetic Resonance Imaging 16 (2002), no. 4, 378-387.



http://www.diagnosticimaging.com/articles/bioluminescent-light-shines-mi
http://www.diagnosticimaging.com/articles/bioluminescent-light-shines-mi

Bibliography 179

[CROS8] Ana Carpio and Maria Luisa Rapun, Topological derivatives for shape re-
construction, Inverse Problems and Imaging (Luis L. Bonilla, ed.), Lecture
Notes in Mathematics, vol. 1943, Springer, Berlin, 2008, pp. 85-133.

[CR12] Ana Carpio and Maria Luisa Rapin, Hybrid topological derivative and
gradient-based methods for electrical impedance tomography, Inverse Prob-
lems 28 (2012), no. 9, 095010.

[CS96] Mourad Choulli and Plamen Stefanov, Inverse scattering and inverse
boundary value problems for the linear Boltzmann equation, Comm. Partial
Differential Equations 21 (1996), no. 5-6, 763-785.

, An inverse boundary value problem for the stationary transport
equation, Osaka J. Math. 36 (1999), 87-104.

[CWK*05] Wenxiang Cong, Ge Wang, Durairaj Kumar, Yi Liu, Ming Jiang, Lihong
Wang, Eric Hoffman, Geoffrey McLennan, Paul McCray, Joseph Zabner,
and Alexander Cong, Practical reconstruction method for bioluminescence
tomography, Opt. Express 13 (2005), 6756-6771.

[CS99]

[CZ67] Kenneth M. Case and Paul F. Zweifel, Linear Transport Theory, Addison-
Wesley Series in Nuclear Engineering, Addison-Wesley, Reading, Mass.,
1967.

[DCL12] Andriano De Cezaro and Antonio Leitdo, Level-set approaches of La-type
for recovering shape and contrast in ill-posed problems, Inverse Probl. Sci.
Eng. 20 (2012), no. 4, 571-587.

[DFNg4] Boris A. Dubrovin, Anatolij T. Fomenko, and Sergej P. Novikov, Mod-
ern Geometry—>Methods and Applications. Part I: The Geometry of Sur-
faces, Transformation Groups, and Fields, Graduate Texts in Mathemat-
ics, vol. 93, Springer-Verlag, New York, 1984, Translated from the Russian
by Robert G. Burns.

[DL00a] Robert Dautray and Jacques-Louis Lions, Mathematical Analysis and Nu-
merical Methods for Science and Technology: Evolution Problems I, vol. 5,
Springer, Berlin, 2000.

, Mathematical Analysis and Numerical Methods for Science and
Technology: Evolution Problems II, vol. 6, Springer, Berlin, 2000.

[Dor9g] Oliver Dorn, A transport-backtransport method for optical tomography, In-
verse Problems 14 (1998), no. 5, 1107-1130.

, Shape reconstruction in scattering media with voids using a trans-
port model and level sets, Can. Appl. Math. Q. 10 (2002), 239-275.

[DZ11] Michel C. Delfour and Jean-Paul Zolésio, Shapes and Geometries : Analy-
sis, Differential Calculus, and Optimization, 2nd ed., Advances in Design
and Control, Society for Industrial and Applied Mathematics, Philadelphia,
2011.

[EFS10] Herbert Egger, Manuel Freiberger, and Matthias Schlottbom, On forward
and inverse models in fluorescence diffuse optical tomography, Inverse
Probl. Imaging 4 (2010), no. 3, 411-427.

[Eicl1] Joseph A. Eichholz, Discontinuous Galerkin Methods for the Radiative
Transfer Equation and its Approximations, PhD thesis, The University of
Towa, Iowa City, 2011.

[Eic13] , RTEPACK Manual, version from April 05, 2013.

[EkeT4] Ivar Ekeland, On the variational principle, J. Math. Anal. Appl 47 (1974),
324-353.

[DLOOD)]

[Dor02]




180

Bibliography

[Eke79]

[ES12]

[ES13]

[FGS98]

[GC13]

[GCH10]

[Gius4]

[GLYZ08)

[GZ10a]

[GZ10b)]

[GZLJ04]

[Hac92]

[HB09)]

[HCKWO09)

[HCWO06a]

[HCWO6b)]

, Nonconvex minimization problems, Bull. Am. Math. Soc., New
Ser. 1 (1979), 443-474.
Herbert Egger and Matthias Schlottbom, A mized variational framework
for the radiative transfer equation, Math. Models Methods Appl. Sci. 22
(2012), no. 03, 1150014.
, An LP theory for stationary radiative transfer, Appl. Anal. (2013),
published online August 02, 2013.
Willi Freeden, Theo Gervens, and Michael Schreiner, Constructive Approx-
imation on the Sphere, Numerical Mathematics and Scientific Computa-
tion, Oxford University Press, New York, 1998.
Rongfang Gong and Xiaoliang Cheng, An optimal finite element error esti-
mate for an inverse problem in multispectral bioluminescence tomography,
IMA J. Appl. Math. (2013), published online June 28, 2013.
Rongfang Gong, Xiaoliang Cheng, and Weimin Han, Bioluminescence to-
mography for media with spatially varying refractive index, Inverse Probl.
Sci. Eng. 18 (2010), no. 3, 295-312.
Enrico Giusti, Minimal Surfaces and Functions of Bounded Variation,
Monographs in Mathematics, vol. 80, Birkh&user, Boston, 1984.
Wei Gong, Ruo Li, Ningning Yan, and Weibo Zhao, An improved error
analysis for finite element approximation of bioluminescence tomography,
J. Comput. Math. 26 (2008), no. 3, 297-309.
Hao Gao and Hongkai Zhao, Multilevel bioluminescence tomography based
on radiative transfer equation part 1: l1 regularization, Opt. Express 18
(2010), no. 3, 1854-1871.
, Multilevel bioluminescence tomography based on radiative trans-
fer equation part 2: total variation and l1 data fidelity, Opt. Express 18
(2010), no. 3, 2894-2912.
Xuejun Gu, Qizhi Zhang, Lyndon Larcom, and Huabei Jiang, Three-
dimensional bioluminescence tomography with model-based reconstruction,
Opt. Express 12 (2004), no. 17, 3996-4000.
Wolfgang Hackbusch, Elliptic Differential Equations: Theory and Numer-
ical Treatment, Springer Series in Computational Mathematics, vol. 18,
Springer, Berlin, 1992.
Martin Hanke-Bourgeois, Grundlagen der Numerischen Mathematik und
des Wissenschaftlichen Rechnens, 3rd ed., Vieweg + Teubner, Wiesbaden,
2009 (in German).
Weimin Han, Wenxiang Cong, Kamran Kazmi, and Ge Wang, An inte-
grated solution and analysis of bioluminescence tomography and diffuse
optical tomography, Comm. Numer. Methods Engrg. 25 (2009), no. 6, 639—
656.
Weimin Han, Wenxiang Cong, and Ge Wang, Mathematical theory and
numerical analysis of bioluminescence tomography, Inverse Problems 22
(2006), 1659-1675.

, Mathematical study and numerical simulation of multispectral bi-
oluminescence tomography, Int. J. Biomed. Imaging 2006 (2006), Article
ID 54390.




Bibliography 181

[HEHL11] Weimin Han, Joseph A. Eichholz, Jianguo Huang, and Jia Lu, RTE-based
bioluminescence tomography: A theoretical study, Inverse Probl. Sci. Eng.
19 (2011), 435-459.

[Hei86] Uwe Heike, Single-photon emission computed tomography by inverting the
attenuated Radon transform with least-squares collocation, Inverse Prob-
lems 2 (1986), no. 3, 307-330.

[Het99] Frank Hettlich, The Domain Derivative in Inverse Obstacle Problems, Ha-
bilitation thesis, Friedrich-Alexander-Universitit, Erlangen, 1999.
[HG41] Louis G. Henyey and Jesse L. Greenstein, Diffuse radiation in the Galazy,

Astrophysical Journal 93 (1941), 70-83.

[HGC13] Weimin Han, Rongfang Gong, and Xiaoliang Cheng, A general framework
for integration of bioluminescence tomography and diffuse optical tomog-
raphy, Inverse Probl. Sci. Eng. (2013), published online May 07, 2013.

[HHE10] Weimin Han, Jianguo Huang, and Joseph A. Eichholz, Discrete-ordinate
discontinuous Galerkin methods for solving the radiative transfer equation,
SIAM J. Sci. Comput. 32 (2010), no. 2, 477-497.

[HKCWO07] Weimin Han, Kamran Kazmi, Wenxiang Cong, and Ge Wang, Biolumines-
cence tomography with optimized optical parameters, Inverse Problems 23
(2007), no. 3, 1215-1228.

[HLN12] Michael Hintermiiller, Antoine Laurain, and Antonio A. Novotny, Second-
order topological expansion for electrical impedance tomography, Advances
in Computational Mathematics 36 (2012), no. 2, 235-265.

[Hob55] Ernest W. Hobson, The Theory of Spherical and Ellipsoidal Harmonics,
Chelsea Publ., New York, 1955, unaltered reprint of the original ed., 1931,
Cambridge University Press.

[HPUUO09] Michael Hinze, Rene Pinnau, Michael Ulbrich, and Stefan Ulbrich, Op-
timization with PDE Constraints, Mathematical Modelling: Theory and
Applications, vol. 23, Springer, 2009.

[HR96] Frank Hettlich and William Rundell, Iterative methods for the reconstruc-
tion of an inverse potential problem, Inverse Problems 12 (1996), 251-266.

[HSKT09] Weimin Han, Haiou Shen, Kamran Kazmi, Wenxiang Cong, and Ge Wang,
Studies of a mathematical model for temperature-modulated biolumines-
cence tomography, Appl. Anal. 88 (2009), no. 2, 193-213.

[HT11] Helmut Harbrecht and Johannes Tausch, An efficient numerical method
for a shape-identification problem arising from the heat equation, Inverse
Problems 27 (2011), no. 6, 065013.

[HWO07] Weimin Han and Ge Wang, Theoretical and numerical analysis on multi-
spectral bioluminescence tomography, IMA J. Appl. Math. 72 (2007), no. 1,
67-85.

[HWO08] , Bioluminescence tomography: biomedical background, mathemat-
ical theory, and numerical approzimation, J. Comput. Math. 26 (2008),
no. 3, 324-335.

[Hyv07] Nuutti Hyvonen, Fréchet derivative with respect to the shape of a strongly

convex nonscattering region in optical tomography, Inverse Problems 23
(2007), 2249-2270.

[IKO08] Kazufumi Ito and Karl Kunisch, Lagrange Multiplier Approach to Varia-
tional Problems and Applications, Advances in Design and Control, vol. 15,
Society for Industrial and Applied Mathematics, Philadelphia, 2008.



182

Bibliography

[IK10]
[Isa06]

[JWOS]

[Kel99]

[Kir93]

[Kirll]

[K1009)]

[KNHO5)

[KR12]

[Kre&9]

[Kre08]

[KRR11]

[Kun01]

[Lan93]
[Leb73]

[LHFS13]

[LM84]

Olha Ivanyshyn and Rainer Kress, Identification of sound-soft 3D obstacles
from phaseless data, Inverse Probl. Imaging 4 (2010), no. 1, 131-149.
Victor Isakov, Inverse Problems for Partial Differential Equations, 2nd
ed., Applied Mathematical Sciences, vol. 127, Springer, New York, 2006.
Ming Jiang and Ge Wang, Uniqueness results for multi-spectral biolumi-
nescence tomography, Mathematical Methods in Biomedical Imaging and
Intensity-Modulated Radiation Therapy (IMRT) (Yair Censor, Ming Jiang,
and Alfred K. Louis, eds.), CRM Series, vol. 7, Edizioni della Normale,
Pisa, 2008, pp. 153-172.

Carl T. Kelley, Iterative Methods for Optimization, Frontiers in Applied
Mathematics, vol. 18, Society for Industrial and Applied Mathematics,
Philadelphia, 1999.

Andreas Kirsch, The domain derivative and two applications in inverse
scattering theory, Inverse Problems 9 (1993), no. 1, 81-96.

Andreas Kirsch, An Introduction to the Mathematical Theory of Inverse
Problems, 2nd ed., Applied Mathematical Sciences, vol. 120, Springer, New
York, 2011.

Alexander D. Klose, Radiative transfer of luminescence light in biologi-
cal tissue, Light Scattering Reviews 4 (Alexander A. Kokhanovsky, ed.),
Springer Praxis Books, Springer, Berlin, 2009, pp. 293-345.

Alexander D. Klose, Vasilis Ntziachristos, and Andreas H. Hielscher, The
inverse source problem based on the radiative transfer equation in optical
molecular imaging, J. Comput. Phys. 202 (2005), no. 1, 323-345.

Tim Kreutzmann and Andreas Rieder, Geometric reconstruction in biolu-
minescence tomography, IWRMM Preprint 12 (2012), no. 6, to appear in
Inverse Probl. Imaging.

Rainer Kress, Linear Integral Equations, Applied Mathematical Sciences,
vol. 82, Springer-Verlag, Berlin, 1989.

Tim Kreutzmann, Biolumineszenz-Tomographie: Theorie und Rekonstruk-
tionsalgorithmen, Diplomarbeit, Universitdt Karlsruhe (TH), Karlsruhe,
2008, (in German).

Esther Klann, Ronny Ramlau, and Wolfgang Ring, A Mumford-Shah level-
set approach for the inversion and segmentation of SPECT/CT data, In-
verse Probl. Imaging 5 (2011), no. 1, 137-166.

Leonid A. Kunyansky, A new SPECT reconstruction algorithm based on
the Nowvikov explicit inversion formula, Inverse Problems 17 (2001), no. 2,
293-306.

Serge Lang, Real and Functional Analysis, 3rd ed., Graduate Texts in
Mathematics, vol. 142, Springer, New York, 1993.

Nikolaj N. Lebedew, Spezielle Funktionen und ihre Anwendung, Bibliogr.
Inst., Mannheim, 1973 (in German).

Antoine Laurain, Michael Hintermiiller, Manuel Freiberger, and Hermann
Scharfetter, Topological sensitivity analysis in fluorescence optical tomog-
raphy, Inverse Problems 29 (2013), no. 2, 025003.

Elmer E. Lewis and Warren F. Miller, Computational Methods of Neutron
Transport, Wiley, New York, 1984.



Bibliography 183

[LS03] Antonio Leitdo and Otmar Scherzer, On the relation between constraint
reqularization, level sets, and shape optimization, Inverse Problems 19
(2003), L1-L11, Corrigendum in Inverse Problems 22 (2006), 1507.

[Luk62] Yudell L. Luke, Integrals of Bessel Function, McGraw-Hill, New York,
1962.

[LZD*09] Yujie Lu, Xiaoqun Zhang, Ali Douraghy, David Stout, Jie Tian, Tony F.
Chan, and Arion F. Chatziioannou, Source reconstruction for spectrally-
resolved bioluminescence tomography with sparse a priori information,
Opt. Express 17 (2009), no. 10, 8062-8080.

[McLO00] William C. McLean, Strongly Elliptic Systems and Boundary Integral
Equations, Cambridge University Press, Cambridge, 2000.

[MK97] Mustapha Mokhtar-Kharroubi, Mathematical Topics in Neutron Transport
Theory : New Aspects, Series on Advances in Mathematics for Applied Sci-
ences, vol. 46, World Scientific, Singapore, 1997.

[MS89] David Mumford and Jayant Shah, Optimal approximations by piecewise
smooth functions and associated variational problems, Comm. Pure Appl.
Math. 42 (1989), no. 5, 577-685.

[NatO1la] Frank Natterer, Inversion of the attenuated Radon transform, Inverse
Problems 17 (2001), no. 1, 113-119.

[Nat01b] Frank Natterer, The Mathematics of Computerized Tomography, Classics
in Applied Mathematics, vol. 32, Society for Industrial and Applied Math-
ematics, Philadelphia, 2001.

INFTP03] Antonio A. Novotny, Rail A. Feijéo, Edgardo Taroco, and Claudio Padra,
Topological sensitivity analysis, Comput. Meth. Appl. Mech. Engrg. 192
(2003), no. 7-8, 803-829.

[Nov02] Roman G. Novikov, An inversion formula for the attenuated X-ray trans-
formation, Arkiv for Matematik 40 (2002), no. 1, 145-167.

[INRWWO05] Vasilis Ntziachristos, Jorge Ripoll, Lihong V. Wang, and Ralph Weissleder,
Looking and listening to light: the evolution of whole-body photonic imag-
ing, Nat. Biotech. 23 (2005), no. 3, 313-320.

[INWO01] Frank Natterer and Frank Wiibbeling, Mathematical methods in image
reconstruction, SIAM Monographs on Mathematical Modeling and Com-
putation, Society for Industrial and Applied Mathematics, Philadelphia,
2001.

INWO06] Jorge Nocedal and Stephen J. Wright, Numerical Optimization, 2nd
ed., Springer Series in Operations Research and Financial Engineering,
Springer, New York, 2006.

[Rie03] Andreas Rieder, Keine Probleme mit Inversen Problemen, Vieweg, Wies-
baden, 2003 (in German).
[RRO4] Michael Renardy and Robert C. Rogers, An Introduction to Partial Differ-

ential Equations, 2nd ed., Texts in Applied Mathematics, vol. 13, Springer,
New York, 2004.

[RRO7] Ronny Ramlau and Wolfgang Ring, A Mumford-Shah level-set approach
for the inversion and segmentation of X-ray tomography data, J. Comput.
Phys. 221 (2007), 539-557.

, Regularization of ill-posed Mumford-Shah models with perimeter

penalization, Inverse Problems 26 (2010), 115001.

[RR10]




184

Bibliography

[San96]

[Set99]

[Sha90]
[Sim80)]
[SUOS]
[SU12]

[SZ92]

[Tao12]

[TCO5]

[Tri78)

[Wat52]

[WCD06]

[WCL*06]

[Wer07]
[Wey39]
[WG89]

[WHM]

[WLJ04]

Fadil Santosa, A level-set approach for inverse problems involving obsta-
cles, ESAIM, Control Optim. Calc. Var. 1 (1996), 17-33.

James A. Sethian, Level Set Methods and Fast Marching Methods, 2nd
ed., Cambridge Monographs on Applied and Computational Mathematics,
vol. 3, Cambridge University Press, Cambridge, 1999.

Alexander Shapiro, On concepts of directional differentiability, J. Optim.
Theory Appl. 66 (1990), no. 3, 477-487.

Jacques Simon, Differentiation with respect to the domain in boundary
value problems, Numer. Funct. Anal. Optim. 2 (1980), 649-687.

Plamen Stefanov and Gunther Uhlmann, An inverse source problem in
optical molecular imaging, Anal. PDE 1 (2008), no. 1, 115-126.

Plamen Stefanov and Gunther Uhlmann, The geodesic X-ray transform
with fold caustics, Anal. PDE 5 (2012), no. 2, 219-260.

Jan Sokolowski and Jean-Paul Zolésio, Introduction to Shape Optimization:
Shape Sensitivity Analysis, Springer Series in Computational Mathematics,
vol. 16, Springer, Berlin, 1992.

Terence Tao, Topics in Random Matrixz Theory, Graduate Studies in Math-
ematics, vol. 132, American Mathematical Society, Providence, RI, 2012.
Steve H. Thorne and Christopher H. Contag, Using in vivo bioluminescence
imaging to shed light on cancer biology, Proceedings of the IEEE 93 (2005),
no. 4, 750-762.

Hans Triebel, Interpolation Theory, Function Spaces, Differential Oper-
ators, North-Holland Mathematical Library, vol. 18, North-Holland Pub-
lishing Co., Amsterdam, 1978.

George N. Watson, A Treatise on the Theory of Bessel Functions, 2nd ed.,
University Press, Cambridge, 1952.

Ge Wang, Wenxiang Cong, Kumar Durairaj, Xin Qian, Haiou Shen, Patrick
Sinn, Eric Hoffman, Geoffrey McLennan, and Michael Henry, In vivo mouse
studies with bioluminescence tomography, Opt. Express 14 (2006), no. 17,
7801-7809.

Ge Wang, Wenxiang Cong, Yi Li, Weimin Han, Durai Kumar, Xin Qian,
Haiou Shen, Ming Jiang, Tie Zhou, Jiantao Cheng, Jie Tian, Yujie Lv, Hui
Li, and Jie Luo, Recent development in bioluminescence tomography, 3rd
IEEE International Symposium on Biomedical Imaging: Nano to Macro,
2006, pp. 678-681.

Dirk Werner, Funktionalanalysis, 6th ed., Springer-Lehrbuch, Springer,
Berlin, 2007 (in German).

Hermann Weyl, On the volume of tubes, Amer. J. Math. 61 (1939), 461—
472.

Zhu Xi Wang and Dun Ren Guo, Special Functions, World Scientific, Sin-
gapore, 1989.

Ge Wang, Eric Hoffman, and Geoffrey McLennan, Systems and methods for
bioluminescencent computed tomographic reconstruction, US Patent Num-
ber 8,090,431, US provisional patent application filed in March 2003, US
patent application filed in March 2004.

Ge Wang, Yi Li, and Ming Jiang, Uniqueness theorems in bioluminescence
tomography, Medical Physics 31 (2004), 2289-2299, Erratum in Medical
Physics 32 (2005), 3059.



Bibliography 185

[W1087] Joseph Wloka, Partial Differential Equations, Cambridge University Press,
Cambridge, 1987.

[WNO3] Ralph Weissleder and Vasilis Ntziachristos, Shedding light onto live molec-
ular targets, Nat. Med. 9 (2003), no. 1, 123-128.

[ZLC12] Xiaoqun Zhang, Yujie Lu, and Tony Chan, A novel sparsity reconstruc-
tion method from Poisson data for 3D bioluminescence tomography, J.
Sci. Comput. 50 (2012), no. 3, 519-535.



Bioluminescence tomography is a recent biomedical imaging
technique which allows to study molecular and cellular activities
in vivo. From a mathematical point of view, it is an ill-posed
inverse source problem: the location and the intensity of a
photon source inside an organism have to be determined,
given the photon count on the organism‘s surface. To face
the ill-posedness of the bioluminescence tomography prob-
lem, a geometric regularization approach is introduced, an-
alyzed and numerically verified in this book. In this approach
the source is modeled as a piecewise constant function and
the reconstruction process is stabilized by a Tikhonov like
functional that penalizes the perimeter of the support of the

source. Fundamental questions on the regularized problem
are answered: existence of a solution, stability and regu-
larization property. Moreover, domain differentiability of the
forward operator is discussed, which is the basis for recon-
struction algorithms. Numerical experiments performed on
star-shaped domains illustrate performance and limitations
of the geometric regularization approach.
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