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Preface

Inverse problems deal with the reconstruction of unknown quantities from indirect
observations and have a large number of applications ranging from medical
imaging via nondestructive testing to geophysical prospection, to name just a
few exemplary areas. These problems are by their nature ill-posed in the sense
that small perturbations in the given data, e.g., due to measurement noise, can
lead to large deviations in the reconstructions, unless appropriate mathematical
tools—regularization methods—are developed and used. In addition, the question
of uniqueness, i.e., whether the given observations unambiguously determine
the searched-for quantity, is essential and often challenging to answer. Another
important aspect in inverse problems is mathematical modeling, i.e., the correct
description of the underlying relations and processes governing the connection
between the parameters to be reconstructed on the one hand and the observed data
on the other hand.

While investigations on these questions have so far mainly been focused on static
problems, the dependence of parameters and/or states not only on space but also on
time plays an increasingly important role in inverse problems applications: Time-
resolved observations on the one hand allow to image evolutionary phenomena
such as blood flow or a motion of the object, for example, a beating heart. On
the other hand, they enable super-resolution in microscopy. Correspondingly, the
underlying physical mechanisms are instationary and thus require modeling with
time-dependent partial differential equations (PDEs)—typically wave, diffusion, or
transport equations. The aim of this book is to collect some novel contributions on
time-dependent parameter identification and imaging problems, therewith providing
an overview on recent developments as well as a stimulus on further research in this
area.

A key step for working with novel time-resolved imaging techniques is their
proper modeling based on the underlying physics. Consequently, a considerable
emphasis of the contributions in chapters “Joint Phase Reconstruction and Magni-
tude Segmentation from Velocity-Encoded MRI Data”, “Quantitative OCT Recon-
structions for Dispersive Media”, “Inverse Problems of Single Molecule Localiza-
tion Microscopy”, and “Parameter Identification for the Landau-Lifshitz—Gilbert

vii
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Equation in Magnetic Particle Imaging” is on describing or actually even deriving
such models.

Chapter “Joint Phase Reconstruction and Magnitude Segmentation from Veloc-
ity-Encoded MRI Data” provides a complete description of the inverse problem
of velocity-encoded MRI from the acquisition process to the spin proton density
estimation and devises a joint variational model to simultaneously estimate phase
and magnitude reconstruction and its segmentation. The resulting non-convex and
nonlinear optimization problem is then solved by a Bregman iteration.

In chapter “Quantitative OCT Reconstructions for Dispersive Media”, optical
coherence tomography (OCT) for layered media is described as an inverse problem
for a one-dimensional wave equation, which can be explicitly solved in the
nondispersive case, thus leading to a layer stripping type reconstruction algorithm.
This approach is then extended to the practically relevant dispersive setting and the
case of an absorbing medium is addressed as well.

Also, chapter “Parameter Identification for the Landau-Lifshitz—Gilbert Equa-
tion in Magnetic Particle Imaging” contains a modeling section, describing the
physics of magnetic particle imaging (MPI) and yielding the Landau-Lifshitz—
Gilbert (LLG) equation as a mathematical model. The task of calibration thus
becomes a parameter identification problem for the LLG equation and is considered
from two different inverse problem perspectives: A classical reduced approach
relying on a parameter-to-state map and an all-at-once approach considering model
and observations as a simultaneous system of operator equations for parameter and
state.

Finally, chapter “Inverse Problems of Single Molecule Localization Microscopy”
is entirely devoted to the derivation of a model for a novel super-resolution
microscopy technique, namely single-molecule localization microscopy (SMLM).
Here the resolution limit determined by Abbe’s limit of diffraction is overcome
by replacing the simultaneous acquisition of a microscopy image with a sequence
of frames recording single blinking events. The chapter provides a complete
mathematical description of the measurement setup by Maxwell’s equations and
adaptations thereof, thus finally establishing SMLM as an inverse problem for a
coupled system of PDEs.

One of the key issues in the context of time-dependent imaging is motion of
the target. This may be of periodic nature or irregular, and the actual motion
may be the object of interest or an unwanted side effect—think of tracking flow
in a pipe on the one hand and the movement of a patient during a recording
on the other hand. Thus, detection and estimation of motion, as well as its
compensation for proper imaging are key topics in chapters “Motion Compensation
Strategies in Tomography”, “Microlocal Properties of Dynamic Fourier Integral
Operators”, “Joint Motion Estimation and Source Identification Using Convective
Regularisation with an Application to the Analysis of Laser Nanoablations”,
and “Tomographic Reconstruction for Single Conjugate Adaptive Optics”.

Chapter “Joint Motion Estimation and Source Identification Using Convective
Regularisation with an Application to the Analysis of Laser Nanoablations” con-
siders spatially one-dimensional imaging of a certain morphogenesis process and
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proposes a variational method for joint motion estimation and source identification
in the underlying one-dimensional mechanical model of tissue formation. Here
the data misfit term in the variational model is defined as the L? residual of the
nonhomogeneous continuity equation and regularization is based on the convective
derivative of the source.

Chapter “Tomographic Reconstruction for Single Conjugate Adaptive Optics”
deals with the reconstruction of atmospheric turbulence profiles from wavefront
measurements. Here the wind speeds, which cause the motion of the different
turbulent layers, play a crucial role for uniqueness: It is proven that mutually
different velocities lead to unique identifiability of the turbulence profiles. This
result is extended to the practically relevant setting of finite telescope aperture based
on Fourier expansions.

Chapter “Motion Compensation Strategies in Tomography” provides a frame-
work for compensating known motion in tomographic imaging in order to avoid
artifacts in the reconstruction. The motion is described as a sequence of diffeo-
morphisms, corresponding to deformation vector fields. Moderate deformations,
where the dynamic forward operator results as an appropriate concatenation of
the static forward operator with a (multiplicative and superposition type) function
of a diffeomorphism, allow for an explicit reversal of motion which, combined
with a static reconstruction, yields a correct image from dynamic data. In the
complementary case of strong deformations, the method of the approximate inverse
is shown to provide efficient motion compensation.

In chapter ‘“Microlocal Properties of Dynamic Fourier Integral Operators”,
methods from microlocal analysis are used to answer the question which features (in
the sense of singularities) of the imaged object can be recovered from the given data
and in which locations motion artifacts can arise. The analysis is based on the theory
of Fourier integral operators, which covers many relevant dynamic tomographic
methods based on integral transforms, such as the classical Radon transform in
X-ray CT or the circular Radon transform in a particular setting of photoacoustic
tomography but is probably also applicable to PDE-based models.

Reconstruction schemes are often built on existing paradigms known from
static inverse and imaging problems and need to be adapted to the time-dependent
setting in order to work efficiently. In view of practical applications, the solution
of time-dependent problems often involves elaborate computations, which demands
fast reconstruction schemes. In the case of ill-posed inverse problems, they also
need to incorporate regularization. Iterative reconstruction schemes, as consid-
ered, e.g., in chapters “Joint Phase Reconstruction and Magnitude Segmentation
from Velocity-Encoded MRI Data”, “Dynamic Inverse Problems for the Acoustic
Wave Equation”, “Sequential Subspace Optimization for Recovering Stored Energy
Functions in Hyperelastic Materials from Time-Dependent Data”, and “Parameter
Identification for the Landau-Lifshitz—Gilbert Equation in Magnetic Particle Imag-
ing”, generate successive approximations of the searched-for quantity and achieve
regularization by a well-chosen stopping criterion. To guarantee convergence of
these methods, conditions on the forward problem need to be verified, such as
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differentiability of the forward operator and certain restrictions on its nonlinearity
such as the so-called tangential cone condition.

The latter is investigated in chapter “The Tangential Cone Condition for Some
Coefficient Identification Model Problems in Parabolic PDEs”, first of all in an
abstract setting of evolution models and then for several concrete inverse source
or coefficient problems for linear and nonlinear parabolic PDEs, contrasting the
reduced and the all-at-once approach of formulating the inverse problem.

For the identification of space- and time-dependent coefficients in an acoustic
wave equation, chapter “Dynamic Inverse Problems for the Acoustic Wave Equa-
tion” provides results on the derivative of the forward operator in appropriate
function spaces, as well as its adjoint, as required for iterative regularization.
Likewise, this is done in chapter “Parameter Identification for the Landau-Lif-
shitz—Gilbert Equation in Magnetic Particle Imaging” for magnetic particle imaging
and in chapter “Sequential Subspace Optimization for Recovering Stored Energy
Functions in Hyperelastic Materials from Time-Dependent Data” for structural
health monitoring with hyperelastic waves.

The latter, i.e., chapter “Sequential Subspace Optimization for Recovering Stored
Energy Functions in Hyperelastic Materials from Time-Dependent Data”, also
devises an accelerated iteration scheme, namely sequential subspace optimization,
which uses, instead of only one gradient step, a linear combination of directions
with optimized step sizes. This method is applied to a dictionary discretization of
the stored energy function characterizing the hyperelastic material and thus, via its
spatial variability, allowing to detect damage in the inspected medium.

Whenever a quantity is to be determined from indirect measurements, the
question arises whether these data uniquely determine the hidden object. The more
complex the underlying model that connects the searched-for parameters with the
given observations, the more challenging is the answer to this question. Uniqueness
proves are provided in chapters “Holmgren-John Unique Continuation Theorem
for Viscoelastic Systems” and “An Inverse Source Problem Related to Acoustic
Nonlinearity Parameter Imaging”.

Chapter “Holmgren-John Unique Continuation Theorem for Viscoelastic Sys-
tems” establishes the unique continuation property for a viscoelastic system, i.e.,
a hyperbolic PDE with a memory term, based on the Holmgren-John concept of
proving uniqueness for problems with analytic coefficients and noncharacteristic
boundaries. This is essential for solving inverse problems such as the detection of
obstacles or inclusions.

For a nonlinear acoustic wave equation (the Moore—Gibson—-Thompson equa-
tion), the uniqueness of an inverse source problem as well as its conditional
stability is established in chapter “An Inverse Source Problem Related to Acoustic
Nonlinearity Parameter Imaging”, as a first step into the mathematical analysis of
ultrasonic nonlinearity imaging.

Segmentation and Registration, i.e., the decomposition of image regions
according to their different intensities, as well as the alignment of different frames
or modalities to a common coordinate system, are imaging tasks that play a role in
many applications and require special adaptation in the time-dependent context.
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Here similarity measures are crucial in order to identify objects of the same
type on the one hand and to distinguish between different ones on the other hand.
Chapter “Review of Image Similarity Measures for Joint Image Reconstruction from
Multiple Measurements” provides a broad overview on similarity measures with a
particular view on joint multi-modality imaging, as often also encountered in time-
dependent settings.

In the context of imaging flow motion by velocity-encoded MRI, segmentation is
implemented in chapter “Joint Phase Reconstruction and Magnitude Segmentation
from Velocity-Encoded MRI Data” by means of a spatially resolved penalty term in
a variational model.

Future research on time-dependent parameter identification and imaging prob-
lems will on the one hand be certainly directed into complementation and unification
of the theory, as it has to a certain extent already been accomplished for static inverse
problems. On the other hand, many new tailored methods for specific dynamic
inverse problems as well as innovative general solution paradigms to tackle time-
dependence are just about to emerge. In particular, questions concerning the optimal
sampling of data or the promotion of special features of solutions such as spatial
and/or temporal sparsity will be further investigated. Last but not least, in the
exploding field of machine learning, evolutionary models turn out to play a crucial
role.

1. Joint Phase Reconstruction and Magnitude Segmentation from Velocity-
Encoded MRI Data (Veronica Corona, Martin Benning, Lynn F. Gladden,
Andi Reci, Andrew J. Sederman, and Carola-Bibiane Schonlieb)

2. Dynamic Inverse Problems for the Acoustic Wave Equation (Thies Gerken)

Motion Compensation Strategies in Tomography (Bernadette N. Hahn)

4. Microlocal Properties of Dynamic Fourier Integral Operators (Bernadette N.
Hahn, Melina-L. Kienle Garrido, and Eric Todd Quinto)

5. The Tangential Cone Condition for Some Coefficient Identification Model
Problems in Parabolic PDEs (Barbara Kaltenbacher, Tram Thi Ngoc Nguyen,
and Otmar Scherzer)

6. Sequential Subspace Optimization for Recovering Stored Energy Functions in
Hyperelastic Materials from Time-Dependent Data (Rebecca Klein, Thomas
Schuster, and Anne Wald)

7. Joint Motion Estimation and Source Identification Using Convective Regular-
isation with an Application to the Analysis of Laser Nanoablations (Lukas
F. Lang, Nilankur Dutta, Elena Scarpa, Bénédicte Sanson, Carola-Bibiane
Schonlieb, and Jocelyn Etienne)
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Joint Phase Reconstruction and )
Magnitude Segmentation from G
Velocity-Encoded MRI Data

Veronica Corona, Martin Benning, Lynn F. Gladden, Andi Reci,
Andrew J. Sederman, and Carola-Bibiane Schonliebs

Abstract Velocity-encoded MRI is an imaging technique used in different areas
to assess flow motion. Some applications include medical imaging such as car-
diovascular blood flow studies, and industrial settings in the areas of rheology,
pipe flows, and reactor hydrodynamics, where the goal is to characterise dynamic
components of some quantity of interest. The problem of estimating velocities
from such measurements is a nonlinear dynamic inverse problem. To retrieve time-
dependent velocity information, careful mathematical modelling and appropriate
regularisation is required. In this work, we use an optimisation algorithm based
on non-convex Bregman iteration to jointly estimate velocity-, magnitude- and
segmentation-information for the application of bubbly flow imaging. Furthermore,
we demonstrate through numerical experiments on synthetic and real data that
the joint model improves velocity, magnitude and segmentation over a classical
sequential approach.

1 Introduction

Magnetic resonance imaging (MRI) is an imaging technique that allows to visualise
the chemical composition of patients or materials in a non-invasive fashion. Besides
resolving in great detail the morphology of the object under consideration, MRI
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is intrinsically sensitive to motion, flow and diffusion [1, 2]. This means that in a
single experiment, MRI can produce both structural and functional information. By
designing the acquisition protocol appropriately, MRI can provide flow and motion
estimation. This technique is known as MR velocimetry or phase-encoded MR
velocity imaging [3—6]. In this work, we will focus on the inverse problem involved
in recovering velocities from this kind of data.

In many MRI applications, the goal is not only to extract the structure of the
object of interest, but also to estimate some functional features. An example is
flow imaging, in which the aim is to reconstruct the velocity of the fluid that is
moving in some structure. In order to acquire the velocity information and assess
flow motion, phase-encoded MR velocity imaging is widely used in different areas.
In medical imaging, this is used for example in cardiovascular blood flow studies
to assess the distribution and variation in flow in blood vessels around the heart [7].
Other industrial applications include the study of the rheology of complex fluids
[8], liquids and gases flowing through packed beds [9-11], granular flows [4, 12]
and multiphase turbulence [13].

MRI scanners use strong magnetic fields and radio waves to excite subatomic
particles (like protons) that subsequently emit radio frequency signals which can
be measured by the radio frequency coils. Because the local magnetisation of the
spins is a vector quantity, it is possible to derive both magnitude and phase images
from the signal. Furthermore, for appropriately designed experiments, the velocity
information can be estimated from the phase image. The problem of retrieving
magnitude and phase (and therefore velocities) from such measurements is non-
linear. Many standard approaches reduce this inverse problem to a complex but
linear inverse problem, where magnitude and phase are estimated subsequently.
With this strategy, however, it is impossible to impose regularity on the velocity
information. In this work, we therefore propose a joint framework to simultaneously
estimate magnitude and phase from undersampled velocity-encoded MRI. Based
on [14], we additionally introduce a third task, that is the segmentation on the
magnitude, to improve the overall reconstruction quality. The main motivation
is that by estimating edges simultaneously from the data, both magnitude and
segmentation are reconstructed more accurately. By enhancing the magnitude
reconstruction, we expect in turn to improve the corresponding phase image and
therefore the final velocity estimation.

Contributions

In this work we consider the problem of estimating flow, magnitude and seg-
mentation of regions of interest from undersampled velocity-encoded MRI data.
The problem is of great interest in different areas including cardiovascular blood
flow analysis in medical imaging and rheology of complex fluids in industrial
applications. To this end, we propose a joint variational model for undersampled
velocity-encoded MRI. The significance of our approach is that by tackling the
phase and magnitude reconstruction jointly, we can exploit their strong correlation
and finally impose regularity on the velocity component. This is further assisted by
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the introduction of a segmentation term as additional prior to enhance edges of the
regions of interest. Our main contributions are

* A description of the forward and inverse problem of velocity-encoded MRI in
the setting of bubbly flow estimation.

* A joint variational framework for the approximation of the non-linear inverse
problem of velocity estimation. We show that by exploiting the strong correlation
in the data, our joint method yields an accurate estimation of the underlying
flow, alongside a magnitude reconstruction that preserves and enhances intrinsic
structures and edges, due to a joint segmentation approach. Moreover, we achieve
an accurate segmentation to discern between different areas of interest, e.g. fluid
and air.

* An alternating Bregman iteration method for non-convex optimisation problems.

* Numerical experiments on synthetic and real data in which we demonstrate
the suitability and potential of our approach and provide a comparison with
sequential approach.

Organisation of the Paper

This paper is organised as follows. In Sect.2 we describe the derivation of the
inverse problem of velocity-encoded MRI from the acquisition process to the spin
proton density estimation. In Sect. 3 we present our joint variational model to jointly
estimate phase and magnitude reconstruction and its segmentation. In Sect.4 we
propose an optimisation scheme to solve the non-convex and non-linear problem
using Bregman iteration. To conclude, in Sect. 5 we demonstrate the performance of
our proposed joint method in comparison with a sequential approach for synthetic
and real MRI data.

2 Velocity-Encoded MRI

In the following we will briefly describe the mathematics of the acquisition process
involved in MRI velocimetry. Subsequently we are going to see that finding the
unknown spin proton density basically leads to solving the inverse problem of the
Fourier transform.

2.1 From the Bloch Equations to the Inverse Problem

The magnetisation of a so-called spin isochromat can be described by the Bloch
equations
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M, (1) -7 vB:() —yBy®)\ [ M.(t) 0
Mo [=|-vB®O -7 yB® || M®]+] 0
M (1) yBy(1) —yBi(t) —; M. (1) =

ey

Here M(t) = (M(t), My(t), M,(¢)) is the nuclear magnetisation (of the spin
isochromat), y is the gyromagnetic ratio, B(t) = (Bx(t), By(t), B;(t)) denotes
the magnetic field experienced by the nuclei, 7] is the longitudinal and 7, the
transverse relaxation time and My the magnetisation in thermal equilibrium. If we
define M,y (t) = M (t) +iMy(t) and Byy(t) = B (t) +iB,(t), with i2=—1,we
can rewrite (1) to

d . M.y (1)

EMxy(t) = -y (Mxy(t)Bz(t) - Mz(t)Bxy(t)) - T (2a)
d oy M (1) = Mo

EMZ(I) = 15 (Mxy(t)Bxy(t) - Mxy(t)Bxy(t)) - T (2b)

with ~ denoting the complex conjugate of -.
If we assume for instance that B = (0, 0, Bp) is just a constant magnetic field in
z-direction, (2) reduces to the decoupled equations

d o My (1)

EMxy(t) = _IVBOMxy(t) - T (3a)
d M) - Mo
EMZ(I) =- T : (3b)

It is easy to see that this system of Egs. (3) has the unique solution
My (1) = e/ My (1)) (4a)

M.(t) = M.(t))e” T + My (1 _ e_TtT) (4b)

for wy := y Bo denoting the Larmor frequency, and M, (t;), M,(t;) being the initial
magnetisations at time ¢ = t; > 0.

2.2 Signal Recovery

The key idea to enable spatially resolved nuclear magnetic resonance spectrometry
is to add a magnetic field B(¢) to the constant magnetic field By in z-direction that
varies spatially over time. Then, (3a) changes to
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d ) ~ My (1)
—Myy(t) = —iy(Bo + B(t))Myy (1) — ,
dt T
which, for initial value M,y (¢;), has the unique solution
. 5 d ot
My = &7 (B BO0) s 5)

if we ensure f?(tj) = 0. If now x(¢) denotes the spatial location of a considered
spin isochromat at time ¢, we can write é(t) as é(t) = x(t) - g(t), with a vectorial
function g : [0, o) — R that describes the influence of the magnetic field gradient
over time.

If a radio-frequency (RF) pulse that has been used to induce magnetisation in
the x-y-plane is subsequently turned off at some time ¢t = ¢, and thus, B, () = 0
and By(t) = 0 fort > t, > t;, the same coils that have been used to induce the
RF pulse can be used to measure the x-y magnetisation. Using (4a) and assuming
t. <t < T, forall x € R3, this gives rise to the following model-equation:

—iy (Bot-i-f[tj x(1)-g(x) dr)

Myy(t) =e My (2)) - (6)

In the following we assume that x () can be approximated reasonably well via
its Taylor approximation around a time t = ¢}, i.e.

o0 (n) t: n
=Y )
n=0 ’
which yields
f SR "
/ x(s)-g(s)ds = Z o f g(s) (s — tj) ds
Lj n=0 : Ij
0 n) (4. r—t;j
=3 [x—ft’) s e dr} , )
=0 n: 0

fort > t;. Itis well-known that appropriate application of gradients (i.e. appropriate
design of g) enables the approximation of individual moments of (7). If we further
assume that the system to be observed does only contain zero- and first-order
moments, we can assume

t t t
/x(S)-g(S)ds=xj~/ g(f+tj)dr+<pj~/ glr+t)tdr, (8
iy iy _

J J Zj
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where x; is now short for x(z;) and ¢; := x'(z;) is the corresponding velocity
information.

Equation (8) allows us to turn (6) into a useful mathematical model as we
can encode velocity information and remove the temporal dependency of x. For
notational convenience, we denote

t t
& () :=/ gt +tj)dt and ¢;(r) :=/ gt +t))tdr.
' .

J Ij

Note that throughout this work we will refer to ¢; as the velocity-encoding gradients.
Since the RF-coils measure a volume of the whole x-y net-magnetisation, the
acquired signal then equals

fi@0) = /z“(xj)e_i”(BO(xf)tJr(”f'{f([)) e XIS dx ©)
R.

with u(x ;) denoting the spin-proton density My, (¢;) at a specific spatial coordinate
x; € R3. Note that for r(x;) := u(x ;) e~ (Bo&)r+¢;4;(0) we observe that f is
just the Fourier transform of the complex signal 7 (x ;) with magnitude u(x ;) and
phase —y (Bo(x ;)1 + ¢; - ;).

2.3 Removal of Background Magnetic Field

Our goal is to recover the velocity information ¢ from f. Assuming that we do
not know By, we can alternatively conduct two experiments, where the setup is
identical apart from the velocity-encoding gradients having opposite polarities, i.e.
we take two measurements with velocity-encoding gradients {;‘ and ¢ i that satisfy

§j_ = —§j+. Dropping the %-notation for ¢; and replacing it with a single ¢;, we
measure
f]jf'(t) — / u(xj)e—iV(Bo(xj)l-i-(/)(xj)'{j(f)) e—iij'%'j(f) dxj , (10a)
R3
fj_(t) = / u(xj)e_iV(BO(xj)t_(/’(xj)'{j(f)) e—il/jx‘éj([) de . (10b)
R3

If we define <pj+(xj, t) := Bo(x;)t + ¢(x;) - {;(t) and w;(xj, 1) := Bo(x )t —
@(x;) - ¢;(t), we immediately observe

1
o)) 0 =5 (of 0 =97 (x)1) |

The inverse problem of (10) is to recover u(x ;) and ¢; from f j+ and f j_.
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2.4 Zero-Flow Experiment

As we are going to focus on applications in chemical engineering, we have the
ability to manipulate our sample and perform additional experiments to correct for
certain artefacts in the acquisition. In particular, a zero-flow experiment is con-
ducted. This experiment is to account for imperfections in the measurement system
which causes an added signal between the positive and negative ¢ experiments even
in the absence of flow, and enables a correction that allows direct quantification
of flow and tissue motion. We refer to this technique as flow compensation, which
consists of acquiring a reference scan, with any flow switched-off, with vanishing
zero and first gradient moments, before the actual velocity encoding scan with added
bipolar gradients is performed. In this way, we obtain background phase images
from the reference scan, and velocity sensitivity with the second flow-sensitive scan.
In practice, this means that in addition to (10), the following two measurements are
taken:

- noflowt :
frotov ) = / u(e ) e VO ERD X O gy (11a)
R3

f;lOﬂOW_ (t) — f I/l(x]) e*l']/(ﬂ;mﬁow_ (xj,f) e—[yxj'%'j(l) dx] , (llb)
. R3

so that the actual velocity information can be recovered via

o) 550 = 3 (0 70— 97 0120) = (11 (.0 = 11 (1))
(12)

The inverse problem is to recover u and ¢ from (10) and (11) via (12). More details
on phase-encoded MR velocity imaging can be found in [15].

In other words, for a given direction of the velocity to be measured (x, y
or z), the corresponding component velocity map (¢x, ¢y or ¢;) is acquired by
applying repeatedly a pulse sequence with the velocity-encoding gradient in the
respective direction (x, y or z) and with alternating polarity between consecutive
pulse sequences. The difference between the phase of the MRI image reconstructed
from the acquired measurements of consecutive pulse sequences, and the reference
to a zero flow experiment, yields the component velocity map.

2.5 Sampling

j B
+ - . . . . .

f ;“’ﬂow and f ;‘Oﬁow at m discrete points in time. Based on the previous model

assumptions, the acquisition of an individual sample reads

The discrete MRI signal is acquired by sampling the continuous signals of f;",
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Tjy] . . .
(fi = / W(r, 1) U u(x j) e 1V i) givx 8 dxj] dt, (13)
t R3

J

fortj <t <t < ... <ty < tjt1, between two consecutive times ¢;
. + ,— ,noflowT noflow’
and tjq with 0 < ¢t; < tjq1, fj € {f" f . f i, f 7} and ¢; €
_ + - . . . . .
{<pf, @i (p;?"ﬂow , <p}‘°ﬂow }. Here W denotes the sampling function or distribution.

If we for example assume W (z, tlj ) = 8(t — tlj ), where § denotes the Dirac delta
distribution, then (13) simplifies to

(f,»)l=/u(x,»)e—"y(‘ﬂf(xﬂ)ze—"”f'@ﬂfdx,», lef{l,....,m}, (14
R3

for

t .
&) ::/I gt +1t;)dr and ((pj(xj))l = g0j(xj,tl‘/).
t

J

This, together with the relation

ot )= ((67000), 07 00)) - (0 ), - (72 ))

for

i
() :=/l gt +t))tdr
t

J

is our final acquisition model. We record and store all m measurements in vectors
fj € C™. For the remainder of this work, we rewrite (14) (in vectorial form) as

fi=SF (ujeiwf) , (15)

where SF denotes the (sub-sampled) Fourier transform, f; € C™ denotes the
vector of Fourier-samples, and the space of Fourier samples is commonly referred
to as k-space. Please note that we have fixed y = 1 to simplify notation, but
different choices of y can certainly be used. Sampling strategies are very important
to reduce the acquisition times and therefore to be able to image dynamic systems
using velocity-encoded MRI through fast imaging techniques. The main idea is to
exploit redundancy in some specific domain of the measured data. This approach is
strongly related to the theory of compressed sensing (CS) [16—18] and many image
reconstruction techniques have been proposed [11, 13, 19-22].
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Depending on whether y£ is sampled on a uniform or non-uniform grid, SF can
be realised via the Fast Fourier Transform (FFT) [23] or via a non-uniform Fourier
Transform such as NUFFT [24].

2.6 Dynamic Inverse Problem

We want to highlight that the index j in (15) suggests that the spin-proton density
u and the velocity ¢ in (15) can be studied over time. To do so, one could take a
sequence of s measurements each, at (initial) times {¢ j}j.;%), for0 <t < <

< tg, so that we have a sequence of measurements { fj}j;}). This way, we
would easily introduce a discrete temporal dimension to our inverse problem that
potentially allows us to exploit any temporal correlation between frames {u j}‘j;lo

and {¢ j};;%). In this work, however, we will only consider the reconstruction of
individual frames for reasons that we are going to address later.

In the following, we will only consider an individual frame of the dynamic
inverse problem for velocity-encoded MRI in the discrete setting and under the
presence of noise, making use of the notation of the discrete Fourier transform
operator SF.

3 Mathematical Modelling

In this section we first present the velocity-encoded MRI reconstruction inverse
problem in the presence of noise and discuss a sequential variational regularisation
scheme to approximate the solution. Secondly, we introduce our joint reconstruction
and segmentation approach in a Bregman iteration framework to jointly estimate
phase, magnitude and segmentation.

3.1 Indirect Phase-Encoded MR Velocity Imaging

The velocity-encoded MRI image reconstruction problem is described as follows.
Let u, ¢ € R" be the proton density or magnitude image and correspondent phase
image, respectively, in a discretised image domain 2 := {1, ...,n1} x {1, ..., n2},
withn = nyny. The vector f = (f)jL, € C™ withm < n are the measured Fourier
coefficients obtained from (15). Based on (15) the forward model for noisy data is
given by

f=SF (uei‘p) T, (16)
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where 71 is Gaussian noise with zero mean and standard deviation o. For brevity
we will follow the notation A = SF. As explained in the previous section, velocity
information is encoded in the phase image. However, during the acquisition the
phase is perturbed by an error due to field inhomogeneity and chemical shift. To
account for this error, usually different measurements corresponding to different
polarities of encoding flow gradients are acquired. Then the velocity (in one
direction) at one particular time will be estimated as in (12), where ¢ is a constant
known from the acquisition setting.

Given the presence of noise and partial observation of the data due to under-
sampling, the problem described in (16) is ill-posed. A simple strategy to obtain an
approximated solution is to replace with zero the missing Fourier coefficients and
compute the so-called zero-filling solution

r,=A"f a7

where r = ue'?. However, these reconstructed images will contain aliasing artefacts
because of the undersampling. A classical approach to solve this problem is to
compute approximate solutions of (16) using a variational regularisation approach.
We consider a Tikhonov-type regularisation approach that reads

1
rj € arg min {§||Ajr—fj||%+aJ(r)], (18)

for j € {1,...,4} being the different measurements, where the first term is the
data fidelity that imposes consistency between the reconstruction and the given
measurements f, the second term is the regularisation, which incorporates some
prior knowledge of the solution. The parameter o > 0 is a regularisation parameter
that balances the two terms in the variational scheme. In this setting, the survey
proposed in [25] describes different choices for the regularisation functional J,
including wavelets and higher-order total variation (TV) schemes. Subsequently,
the phases can be extracted from these complex images r; = uje""’f as

@j = arg(rj). 19)

More recently, other reconstruction approaches have been proposed to regularise
the phase of the image [26-30]. All these methods rely on modelling separately prior
knowledge on the magnitude and on phase images and differ on the optimisation
schemes involved in the non-convex and non-linear problem. However, while it
is possible to exploit information about the velocity from fluid mechanics, it
is in general hard to assume specific knowledge on the individual phases. As
explained in the previous section and described in (12), velocities are computed
as phase differences of different MR measurements and therefore the regularisation
needs to be imposed on the phase difference rather than individual phases. In this
work, we step away from the approach of only regularising individual phases and
propose instead to regularise the velocity as difference of phases. In the following
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we describe our choice of regularisation and algorithmic framework for velocity-
encoded MRIL

3.2 Joint Variational Model

In many industrial applications, velocity-encoded MRI is used to estimate flow of
different chemical species in different physical status, such as gas-liquid systems
[31]. In this case, one aims at recovering a piecewise constant image or an image
with sharp edges to facilitate further analysis such as identification of regions
of interest. It was proposed in [14] to use a segmentation task as additional
regularisation on the reconstruction to impose regularity in terms of sharp edges.
It was shown there that this is highly beneficial for very low undersampling rates in
MRI. In this work, we expand this idea to the phase-encoded MR velocity imaging
data, where the idea is to jointly solve for magnitude, segmentation and phase
improving performances on the three tasks.

Following the work in [14], we are interested in the joint model to recover
magnitude u; and velocity ¢ components through the measured phases ¢; from
undersampled MRI data f; and to estimate a segmentation v; on the magnitude
images. As described in the previous section, we are dealing with four MRI
measurements to obtain one component velocity image. Defining the shorthand
notations u := {uj}‘}:l, v o= {Uj}jle and ¢ = {(pj}‘}zl, this joint model reads
as

4

1 .
E@w,v,9)= ) {5 1Ay = £il3

Jj=1

reconstruction
(20)
+8 ) vjler —un)* + (1= vyj)(c2 — unj)z} :

n

segmentation

The first term in (20) describes the reconstruction fidelity term for the magnitudes u
and phases ¢ for the given data f := {f; }‘;zl. Note that we now write 1, ..., 4,
instead of +, —, noflow+, noflow— for simplicity in the notation. The second
term represents the segmentation problem to find partitions v, with v,; € [0, 1],
of the images u in two disjoint regions that have mean intensity values close to the
constants ¢ and ¢y [32, 33]. Note that in our experiments we solve the problems
for fixed constants leveraging on the prior knowledge that air appears dark and
water bright. However, it is also possible to minimise over c¢; and ¢, fixing the
other variables, yielding to a simple update as the average intensity of the image
inside the segmented region. The parameter § weighs the effect of the segmentation
onto the reconstruction. The underlying idea is to exploit structure and redundancy
in the data, estimating edges simultaneously from the data, ultimately improving
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the reconstruction. By incorporating prior knowledge of the regions of interest we
impose additional regularity of the solution.

The joint cost function (20) is non-convex. While sub-problems in u and v
(leaving the other parameters fixed) are convex, the sub-problems in ¢ are non-
linear and non-convex. In the next section we present a unified framework based on
non-convex Bregman iterations to solve the joint model.

4 Optimisation

There are many ways of minimising (20). We want to pursue a strategy that
guarantees smooth velocity-components, piecewise-constant segmentations and
magnitude images with sharp transitions in an inverse scale-space fashion. In
order to achieve those features, we aim to approximate minimisers of (20) via an
alternating Bregman proximal method or Bregman iteration of the form

uf+1 € arg min {E(u’frl M;C-Fl,u “5(+1’ .. ud,v 1) )+D (u ”1)}
u
(21a)
0
Pyt = pf - g £ RV T 7 S T AR 7 (21b)
[k‘H € argvmin {E(uk+l II‘H, vlk+11, v, vlk_H, ...,vs,fpk) +D (v vl)}
(21c)
ad
= af B e, o1
. k
1 e arg min {(9, £ 0 68, 0) + DY (0,09)] 2le)
@
R iE(uk+l’ PR gLy @16
dp
forl = 1,....,d = 4, u = (ul)le, voi= (vl)fl:1 and ¢ = (gol)f:].

Here J,, J, and J, are proper, lower semi-continuous and convex functions and

Dpl (u,u l) Dq’ (v, v %y and Dlj’j: (¢, ¢*) are the corresponding generalised Bregman

dlstances [34, 35] with arguments and corresponding subgradients pf , qlk and w.
A generalised Bregman distance is the distance between a function J evaluated at
argument u and its linearisation around argument v, i.e.

DI (u,v)=Jw)—J(v) — (g, u—v),
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for a subgradient ¢ € 9J(v). Note that algorithm (21) has update rules for the
subgradients, as J,, J, and J, are allowed to be non-smooth, which makes the
selection of particular subgradients necessary. Note that the chosen update formulas
guarantee that pf“, quH and w**! are valid subgradients again.

The algorithm is a hybrid of the algorithms proposed in [36] and [14]. For both
algorithms global convergence results, motivated by Xu and Yin [37] and Bolte et
al. [38], have been established. Convergence for (21) is out of the scope of this
paper as we focus on the application of velocity-encoded MRI, and thus has not
been proven here. However, we are confident that convergence can be derived under
suitable assumptions following the analysis in [36] and [14].

Since we deal with imperfect data potentially corrupted by measurement noise
and numerical errors, we will use (21) in combination with an early-stopping
criterion in order not to converge to a minimiser of (20) but to approximate the
solution of (16) via iterative regularisation.

The crucial part for the application of (21) are the choices of the underlying
functions J,, J, and J, of the corresponding Bregman distances. We want both
the magnitude images and the segmentations to maintain sharp discontinuities and
therefore want to penalise their discretised, isotropic, total variation. On the other
hand, we want to guarantee smooth components of our velocity field, which is why
we penalise them with the two-norm of a discretised gradient. In particular, we
choose

Ju(u) = a TV (u) == a|l[Vulll, Jy(v) := BTV (v), (22)

to be the isotropic total variation with weights ¢ > 0 and 8 > 0, where V :
R"” — R?" denotes a forward finite-difference approximation of the gradient, | - |
the Euclidean vector norm and || - ||; the pixel-wise one-norm. Further, we choose
Jy in a way that allows to enable an H L_norm-type smoothing on the difference of
the phases, i.e.

d
1
Jok+1(p) = — (nIIIV (o1 —¢2) = (@3 — @) |17+ > ||<ﬂ1||2) :

=1

where n > 0 and v > 0 denote some weights. In the first term, we penalise the
difference of the 4 measurements introduced in Sects.2.3 and 2.4 to impose that
our actual velocity component is smooth. The additional 2-norm penalisation is
introduced to ensure that problem (21e) is coercive and therefore a solution to (21e)
exists. Note that all convex sub-optimisation-problems in (21) are solved numeri-
cally with a primal-dual hybrid gradient (PDHG) method [39—42]. Once we have
approximated the magnitudes, labels and phases with this iterative regularisation
strategy, we can compute the velocity components via (12).
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5 Numerical Results

In this section we present numerical results of our method for the specific applica-
tion of bubble burst hydrodynamics using MR velocimetry. The hydrodynamics of
bursting bubbles is important in many different areas such as geophysical processes
and bioreactor design. We refer to [43] for an overview on the field and the
description of results on the first experimental measurement of the liquid velocity
field map during the burst of a bubble at the liquid surface interface.

5.1 Case-Study on Simulated Dataset

To quantitatively evaluate our method, we consider the simulated k-space data of a
rising spherical bubble in an infinite fluid during Stokes flow regime. The simulated
data consists of 32 time frames, but for the sake of compactness we will show some
visual outputs for one time step t = 19.

We assess the performance of our approach for velocity and magnitude estima-
tion by comparing our solutions with respect to the groundtruth and using the mean
squared error (MSE) defined as [|x&oumdruth — x| 1275 where n is the number of
pixels in the image.

We also present a comparison with a sequential approach, where the magnitude
is obtained with a classic CS TV-regularised approach and the phase is subsequently
estimated using the method proposed in [36] and presented in [43] for the evaluation
of bubbly flow estimation.

In Fig. 1 we can see the results for the sequential approach compared to the joint
approach when sampling only 11% of the k-space data. Although visually there is
not significant change, the MSE shows a big improvement for the joint approach.
This confirms that using our joint model is relevant for the problem of velocity-
encoded MRI. For the 32 frames, we report the average MSE for magnitude and
phase in Table 1 where can see a drastic improvement compared to the sequential
approach.

The parameters used in these experiments were set as follows: « = 1, § = 0.1,
8=1,¢1=09,c0=0.1,7 =1.9,and n = 0.5.

5.2 Real Dataset

In this section we present our model performance on real data acquired with the
following protocol described in [43] and briefly reported here.

Acquisition Protocol
The experiments were conducted on an AV-400 Bruker magnet, operating at a
resonant frequency of 400.25 MHz for 'H observation with an RF coil of 25 mm
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(2 (h) (@)

Fig. 1 Phase reconstructions for the sequential approach and our joint approach compared to the
ground truth. Top row: x direction, middle row: z direction, bottom row: velocity plots. We sampled
11% of the k-space data. (a) Groundtruth. (b) Sequential MSE = 0.0030. (c) Joint MSE = 0.0020.
(d) Groundtruth. (e) Sequential MSE = 0.0046. (f) Joint MSE = 0.0035. (g) Groundtruth. (h)
Sequential. (i) Joint

Table 1 MSE for phase (¢; and ¢;) and magnitude (u; and u;) images for the sequential and
joint approaches. The error is significantly decreased using our proposed joint approach

ui uz @1 ¢2
Sequential 0.0019 0.0028 0.0032 0.0059
Joint 0.0011 0.0012 0.0018 0.0051

diameter. The maximum magnetic field gradient amplitude available in each spatial
direction is 146 Gem™!. The velocity images were acquired with a 2D MR spiral
imaging technique developed and published in [44]. Images were acquired with
64 x 64 pixels over a field of view of 17 x 17 mm resulting in an image resolution
of 265 x 265 mm, over a slice thickness of 150 wm. Data in k-space were acquired
along a spiral trajectory at a sampling rate corresponding to 25% of full Nyquist
sampling over a time of 2.05 ms for the entire image.
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Fig. 2 (a) Schematic of experimental setup. (b) Pulse sequence used for MR velocimetry
acquisitions and the corresponding k-space traversal. Taken from [43]

We acquire the three velocity components for a transverse slice (perpendicular
to the axis of the pipe) and a longitudinal slice (parallel to the axis of the pipe),
cutting through approximately the centre of the bubble. For a given slice direction
(transverse or longitudinal) and a given direction of the velocity, four measurements
corresponding to the application of the velocity-encoding gradient with alternating
polarity and to the flow compensation, are taken, as discussed in Sect.2 (see
Fig. 2b). The final velocity for each component is then obtained as the difference
between the phase of the MRI images reconstructed from the acquired k-space data
of consecutive pulse sequences with flow on, and the reference to the zero flow
experiment (see Sects. 2.3 and 2.4, respectively).

Experimental Results on Real Data

We now present the results for our joint model in comparison with the zero-filling
solution and the corresponding sequential approach for real data acquired with the
protocol described above. In Fig. 3 we show the result for a specific time frame for
a bubble in a transversal and longitudinal view. At this specific time, the bubble
is bursting which corresponds to an upward jet being ejected. As we can see, the
zero-filling solution gives an indication of the flow velocity but it is very noisy and
imprecise. In contrast, the joint approach removes noise and successfully estimates
the velocity flow. The sequential approach on the other hand, although it produces a
smoother reconstruction, results in small errors (see e.g. Fig. 3e on the left). In Fig. 6
we observe similar results for a different time frame. We refer to the Appendix for
the full dynamic sequence result.

We also present the results for the magnitude and segmentation for the zero-
filling solution, sequential approach and joint approach. We can see in Figs. 4 and 5
that the joint approach exploits the structure in the data and presents more accurate
magnitude reconstructions and segmentations. It is clear that, even in this rather
simple segmentation problem, the joint approach is able to improve the results of



Joint Phase Reconstruction and Magnitude Segmentation 17

(b)

(d) (e) ®

Fig. 3 Phase reconstructions for the sequential approach and our joint approach compared to
the zero-filling solution. Results for a bursting bubble from a transversal view (top row) and
longitudinal view (bottom row). (a) Zero-filled. (b) Sequential. (c) Joint. (d) Zero-filled. (e)
Sequential. (f) Joint

both tasks. This gain is significant in Fig. 5f. Additionally, the joint magnitudes
present very sharp edges distinguishing air and fluid thanks to the segmentation
coupling term in the model, which acts as additional prior to reconstruct images
exploiting prior knowledge on the region of interest. The parameters used in these
experiments were set as follows: @« = 0.08, 8 = 0.1,8 = 3, ¢; = 0.9, ¢; = 0.1,
t=1.9,n =1 (Fig.6).

6 Conclusion and Outlook

In this work we have presented a joint framework for flow estimation, magnitude
reconstruction and segmentation from undersampled velocity-encoded MRI data.
After having described the corresponding dynamic inverse problem, we have
presented a joint variational model based on a non-convex Bregman iteration. We
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(a)

(d) (e) (f)

Fig. 4 Magnitude reconstructions (top row) and corresponding segmentations (bottom row) for
the sequential approach and our joint approach compared to the zero-filling solution. Transversal
view. (a) Zero-filled. (b) Sequential. (¢) Joint. (d) Zero-filled. (e) Sequential. (f) Joint

have demonstrated that by imposing regularity on the individual components (in
contrast to the sequential approach), our joint method achieves accurate estimations
of the velocities, as well as an enhanced magnitude reconstruction with sharp edges,
thanks to the joint segmentation. Furthermore, we assessed the performance of our
joint approach on synthetic and real data. In this context, we have shown that the
joint model improves the performances of the different imaging tasks compared to
the classical sequential approaches.

Future work includes the investigation of the full joint temporal and spatial opti-
misation. By extending the model to the full 4D setting, we believe the performance
will be enhanced further, as temporal correlation e.g. in the segmentation can be
exploited. The current limitation is the lack of such 4D dataset. Indeed, as described
in the acquisition protocol, the velocity data was acquired separately for each spatial
component to speed up the acquisition.
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(b) (c)

(a)

.

Fig. 5 Magnitude reconstructions (top row) and corresponding segmentations (bottom row) for
the sequential approach and our joint approach compared to the zero-filling solution. Longitudinal
view. (a) Zero-filled. (b) Sequential. (¢) Joint. (d) Zero-filled. (e) Sequential. (f) Joint
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Appendix 1: Details of Our Algorithm for Velocity-Encoded
MRI

In this section, we write our proposed general algorithm (21) for the specific
problem of joint velocity-encoded MRI reconstruction and magnitude segmentation.
The algorithm for one measurement reads as
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(b)

(d) (©)

Fig. 6 Phase reconstructions for the sequential approach and our joint approach compared to the
zero-filling solution. Top row: transversal view. Bottom row: longitudinal view. (a) Zero-filled. (b)
Sequential. (c) Joint. (d) Zero-filled. (e) Sequential. (f) Joint
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The individual subproblems are solved in an alternating fashion by fixing the
remaining variables. The optimisation for subproblems in u# and in v is described
in [14], with the minor modification of the phase ¢, which remains fixed. The
subproblem in ¢ is solved using the code in [45], again with minor modifications to
include our regularisation functions and 4 raw measurements instead of 2.

Appendix 2: Further Numerical Results

In this section we show the full dynamic sequence of a bubble burst event. At time
t = 1 the bubble resting at the air-liquid interface. When the thin liquid film breaks,
the bubble burst, causing the formation of an upward and downward jet. The upward
jet moves in the empty space left by the bubble and reached its maximum at t = 4.
After that, the jet falls down into the liquid pool, causing a downward jet and some
oscillation. At around ¢ = 8 the liquid motion stops (Figs. 7 and 8).

(d)

(h)

Fig. 7 Full time sequence. Longitudinal view. The bubble burst event sees the bubble resting at the
interface between liquid and air, before this film is finally broken. The bursting causes an upward
jet that moves the liquid at its highest position at # = 4. Subsequently, the jet drops into a downward
jet, causing oscillation in the liquid, until it finally dies outatt = 8. (@)t = 1. (b)t = 2.(c)t = 3.
@r=4()r=5Or=6.(gt=7.(h)r =8
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©)

Fig. 8 Full time sequence. Transversal view through the middle of the bubble. We can see the
bubble burst event and the upward/inward jet caused by the empty space left by the bubble.
Subsequently, the jet falls down into the liquid pool causing a downward/outward jet, until it dies
outatr =8. (@) t=1.(b)t=2.(c)t=3.drt=4()t=5Fr=6.(gr=7.(h)r=38
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Dynamic Inverse Problems for the m)
Acoustic Wave Equation e

Thies Gerken

Abstract We consider the identification of a time- and space dependent wave speed
and mass density based on the knowledge of the wave field. The wave propagation
is modeled by the acoustic wave equation. By making use of an abstract framework
for parameter reconstruction in hyperbolic partial differential equations, we are
able to obtain a well-defined forward operator. Furthermore, we prove the Fréchet-
differentiability of this forward operator and the local ill-posedness of the inverse
problems. In order to facilitate the application of regularization schemes, we also
calculate the necessary adjoint operators. The theoretical considerations are com-
plemented by a numerical demonstration of the inversion using the regularization
method CG-REGINN in two- and three-dimensional settings. There we present the
numerically obtained convergence rates and show that even in this time-dependent
setting one can obtain good reconstructions with reasonable computational effort.

1 Introduction

In this article we will consider dynamic inverse-coefficient problems for the acoustic
wave equation. For a wave speed ¢ and mass density p that do not depend on time,
a variant of this equation reads

Vu(t, x)

" , _ d. TN
u"(t, x) iv 200

- = 1
c ) A W

and serves (together with suitable initial—and boundary conditions) as a simple
model for the propagation of acoustic waves in fluids [4, 7-9] and also seismic
waves [10, 13]. In these cases the unknown u in the equation above is called the
acoustic pressure.
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The identification of time- and space dependent coefficients in hyperbolic
equations is a new topic of research. It poses several new difficulties compared to
the static case, which can be analyzed using the frameworks [3, 11]. On the one
hand, the dynamic case involves a more complicated theory to even obtain a well-
defined forward model. On the other hand, one has to deal with a lot more degrees
of freedom in numerical simulations. From a modeling point of view it is not even
clear, whether it is advisable to also employ the partial differential equation (1) for
dynamic wave speed and mass density. The position of static parameters c, p in
relation to the time derivatives can be changed without changing the equation, but
for time-dependent parameters this is obviously not the case. The variant we chose
for this work is the equation

1 d

_< 1 Vu(t, x)
p(t, x) di \ e(z, x)?

o) = f(t.x). 2

u'(t, x)) —div

which gives rise to the dynamic inverse problems of finding the time- and space-
dependent coefficients ¢ or p from the solution of this equation. Note that other
positions of ¢ and p in the equation in relation to the time derivatives yield almost
the same theoretical results. The same holds if one wants to include additional zero-
and first-order terms qu, vu’ with functions ¢, v that are also to be identified.

Our theoretical analysis is based on the framework presented in [5], which deals
with the inverse problem of finding the operators A, B and C from the solution u of
the evolution equation

%C(t)u/(t) + B(nu'(t) + Au(t) = f (1),

to be solved for almost all ¢ that belong to some bounded time domain /. In
particular, it deals with the well-posedness and Fréchet-differentiability of the
forward operator that maps these operators onto u. Note that we do not assume
that the reader is familiar with the abstract theory of [5]. We will briefly present the
required results (omitting the proofs) before using them.

In order to apply the abstract framework we first have to restate the acoustic wave
equation as an evolution equation, which we carry out in Sect. 2 and also have to set
up a value operator that maps the two unknown parameters onto the operators A,
B and C. This operator can then be composed with the forward operator from the
general theory. This also allows showing Fréchet-differentiability of the parameter-
to-solution map in the subsequent Sect. 3, where we further give a characterization
of the adjoint of this derivative. We conclude the theoretical analysis by proving
the ill-posedness of the corresponding inverse problems in Sect. 4. The theoretical
considerations will then be put to practical use in Sect. 5, where we discretize (2)
and tackle the numerical reconstruction of the parameters ¢ and p using a Newton-
approach.
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2 Construction of the Forward Operator

Letn € N, Q C R"” a bounded domain and I = [0, T] for some T > 0. We
concentrate on the initial boundary value problem

1/1 Y . Vu .

—| Zu —div— = inl x 2, (3a)
p\c o
u(@©) = (c2p7 )0 =0  ing, (3b)

u=20 on/l x 0Q2. 3c)

The wave field u, the right-hand side f and the two unknown coefficients ¢ and p
are assumed to be real functions on I x 2. The formulation of the second initial
condition in (3b) keeps in mind that the weak solution to (3) might not yield a well-
defined u'(0). However, if the solution u and the coefficients are regular enough,
then the solution will of course equivalently satisfy u’(0) = 0.

Due to the presence of p~! outside of the time derivatives in the leading term
this problem does not immediately yield an evolution equation of the form (Cu’)’ +
Bu' + Au = f. We can reformulate the equation by observing that

1 1// 1 // p/ /
o\ ) T \pa" ) Tt

at least as long as ¢ 2u’ is weakly differentiable in time. Hence, we simply

replace (3) by

1 ! o' Vu
—u' ) + 5= )u —div— = f inl xQ, (4a)
pc? p%c? P
u@©) = (c2p'W)0)=0 ing, (4b)
u=>0 onl x Q2 (4¢c)

and base our analysis on this restated problem. The regularity results of [6] can then
be used a-posteriori to conclude that a weak solution of (4) also weakly solves the
original problem (3a).

Due to the boundary conditions, the suitable function space for u(t) is HO1 ().
By identifying the dual space of L>(£2) with itself, we obtain the Gelfand triple

Hy(Q) C L*(Q) c H'(Q).

This relation implies that we regard every function belonging to H& (2) as an
element of H~1(Q) through the inner product of L2(2). To ease notation, we will
sometimes omit the “(€2)” part for Lebesgue- or Sobolev spaces connected to the



28 T. Gerken

domain 2 whenever the expressions tend to become unwieldy, for example when
they appear in Bochner spaces.

The weak formulation of (4) is immediately obtained by integrating over the
domain and then formally integrating by parts and reads

%(Cc,p(t)u/(t), 9) + (Bep, (D' (1), ¢) + (A, (Du(t), o) = (f (1), 9) )
for all ¢ € HOl (€2), which in turn should be fulfilled for almost all ¢ € 1. We seek a
solution u € LZ(I ; HO1 ()N H\(I; LZ(SZ)) that additionally adheres to the initial
conditions #(0) = 0 (as an equality in L*(2)) and (C,,u’) (0) = 0 (holding in
H~1(€2)). We denote with (-, -) the inner product of L?(£2) and with (-, -) the dual
pairing of H~!(£2) and HO1 (£2). The operators that appear in the weak formulation
are defined fort € I, ¢, ¥ € HOI(Q) and v € L?(RQ) by

Vi (x) - Vo(x)
(Ap(t)‘ﬁ’(!’) :Z/S;%d)u Cep(v =

Py
p'(t)

and chp(I)U = WU.

With “.” we denote the usual inner product of R". By making use of distributional
derivatives we can also write A, (1)} = — div (,o (t)*lvw) € HO1 (€2), which avoids
the appearance of the test function ¢. Furthermore, we make use of calligraphic font
for the pointwise application of the operators to a time-dependent function, e.g. A,
is defined as

Ay € LIL*I; Hy (), LI HH(R)).,  (A0)() = Ap,()v().

With this notation, the weak formulation (5), joined with the homogeneous initial
conditions (4b), is equivalent to the evolution problem

(Cepit) +Bepu' + Apu = f in L2(1; H(Q)), (6a)
u(0) =0 and (C.,u')(0) = 0. (6b)

The forward operator to our inverse problems reads
F(c,p) =u,
where u solves (6). It can be decomposed into F' = S o P, with the “value operator”

P(Cv p) = (Apv Bc,pv CC,p)v (7)
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which maps the two parameters to the operators that appear in (6), and the solution
operator S, which then maps these operators to the solution u of (6).

The operator S has already been thoroughly analyzed in [5]. We will now
briefly present the relevant well-posedness result, adapted to the setting at hand.
Unsurprisingly, the operators A and C need to be self-adjoint and coercive. These
restrictions are captured in the sets

LNZ,2%={GeLz.2" | G=G},
L2, 2% ={G e LZ.2% | (Gz.z) = alz|| forallz € Z},

which make sense for « > 0 and any Hilbert space Z. In these definitions we
identify Z** with Z, i.e. both G and G* belong to L(Z, Z*). Because we also
identify the dual space of L?(2) with the space itself, this also gives rise to
LAULA(R).

For every “degree of regularity” k € Ny := N U {0}, we would like to regard S as
an operator between the two Banach spaces

X® = whtheo(r £9(Hy (@), HTH(Q))) x WA (1; £L(L*(Q)))
x Wk+l,00(l; Lsa(LZ(Q)))
and Y® := Wk (1; H} (@) n WL (1; L2())

with k1 := max{k, 1}. In order to ensure the coercivity, we define the domain of
definition of S to be

D(S) = { (A,B,C) e X© ’ A@t) € L3, (Hy (@), H™'(Q)) and
Ct) e L&, (L*(2)) for almost all ¢ € I for some & > 0 }

Indeed, if the right-hand side f belongs to

Fo = {f e H*(I; L*(Q) U H*''(1; H~1(Q)) ’ FED©0) e L2 Q) ifk > 1

and F0) = 0forall j=0,... k—2ifk > 2},
then the abstract framework proves that
S:DSNXP 5 y® (A B,C)—>u
is well-defined. Note that D(S) N X® is an open subset of X ®,
In order to formally set up our forward operator F, we are left to find a

domain of definition for P as defined in (7) such that its image is a subset of
D(S) N X% Clearly, differentiability of the parameters (c, p) directly translates
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to differentiability of P(c, p) with respect to time. To ensure that A, (¢) and C, , ()
are well-defined we assume that p(z, x) > p9 > 0 and c(¢, x) > c¢o > 0 hold for
almost all (¢, x) € I x Q. Both operators are self-adjoint; regarding their coercivity
we observe that if p(f,x) < p; < oo and c(t,x) < c¢; < oo for almost all
(t,x) € I x Q, then

-1 -2 2
dx > )01 C] ”v”LZ(Q)

v(x)?
CepWv,v) = | —————3
( v U) /Qp(t,x)c(t,x)z

holds for all v € L?(R). Since © is bounded, it provides a Poincaré inequality of
the form ||1ﬁ||H01 @ = CpllVYrllL2(q:rm) With a constant Cp, > 0. Hence,

IV (x)]? q

—1 -2 2
x > C
O prlCv

= Hj (@)

(Ap(Dy, ) = fQ

is valid for all ¥ € HO1 (£2). Let the constants pg, p1, co and c; be fixed in the sequel.
The previous considerations motivate the definitions

W® = WL (17 L0 (Q)) x WAL (1; L (Q)) ®)
D(P) = {(c,p) ew® ‘ po+e<p<p —eand

co+e<c<c—¢aeinl x Qforae >0},
€))
because in this way we obtain a well-defined

P:D(P)NWH = D(S)Nx®, (¢, p) = (Ap, Be.p, Ce.p)-

For this we set the constants in D(S) to be Co = ,ol_lcl_2 and Ay = pl_lC;z.
Moreover, D(P) N W® forms an open subset of W® for all k € Ny.
The forward operator F = § o P can then be viewed as

F: DIF)NnwW® - y®,
(c,p) > u

with k € Ny, D(F) = D(P), and the weak solution u of the ‘“re-stated”
problem (4).
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3 Fréchet-Differentiability

We depend on differentiability of F for its numerical inversion using Newton-based
methods. The forward operator is comprised of the operators P and S, and the
differentiability of S has already been discussed in [5]. Thus, we mainly need to
establish differentiability of the value operator P.

The parameters ¢ and p enter into P only by their reciprocal values. Knowing
that these are also differentiable is enough to define P, but to prove that P is Fréchet-
differentiable (or just continuous) with respect to the norm of X®, we depend on
norm estimates for derivatives of such reciprocal functions. Estimates for derivatives
of arbitrary order are given by the following formula.

Lemmal Letm € N, gg > Oand g € W) with g(t) > go > 0 almost
everywhere. Then

1 _\m+l
H H <M <1 + g 1) (L4 lIglwmeor))™
8 Wm.oo ()

holds, where M > 0 is a constant that only depends on m.
Keeping this lemma in mind, we can turn to proving differentiability of P.

Theorem 1 Let k € No. The map P: D(P) N w®  —  x® s Fréchet-
differentiable, and its derivative 9 P: D(P)N wh - r (W(k), X(k)), evaluated at
(c, p) € D(PYNWW and (¢, p) € W is given by

dA,[p]
dP(c, p)IE, pl = | 0B ,[C, p)
IC. ¢, Pl
A1)
\%
\p(1)? v ) )
P 20/ 0p() 2p’(t)c<r>) .
o)) p®)ct)*  p)’ct)?
o(t) 28(1)
p)2c®)?  pt)c@)?

<p€H01+—>div<

=t veL2+—><

vel?— —

Moreover, 9P : D(P) N wh - 1 (W(k), X(k)) is continuous.

Proof The image of P consists of finitely many components, therefore it is enough
to look at each component on its own. The proposed candidates for the derivatives
of each of the operators A, B, and C with respect to the parameters can be obtained
by formally treating them as if they were ordinary rational functions with scalar
arguments ¢ and p; for B we only have to note that differentiation in time is a linear
operator. The linearity of the resulting operators is obvious, and their boundedness
is also easy to see: For instance, time derivatives of 0A,[p] of orderi =0, ..., k+1
can be bounded by
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(04,150 w0 0)| = [ |(316)" 0| 190 vuiax

(50%)" 0

=

11 73 ) 19 W 1
L>®(Q)

< HVissmenle]
<2elw (I,Lo®Q) || P Wi,oo(l,Lm(Q))||<P||HOI(Q)||‘#||H(}(Q)

by making use of the Leibniz rule. To conclude boundedness of the linear map

dA,: WHHLO(1 L®(Q)) — WAL (1; £(HY (@), HH())
we can leave the norm of ,0_2 as-is, because we only need it to be finite. However,
applying Lemma 1 to it yields the continuity of A, in p, and therefore also in the
tuple (c, p) in the norm of W&,

We demonstrate the estimation of the linearization error in the context of the third
component of d P, the operator C. For this we need to assume that ¢ and p are small
enough such that (¢ + ¢, p + p) belongs to the open set D(P) N X©. Then we
calculate

e = [[Ceseprp = Cep = Ce,p &, Pl ypicrrooqr, 2y
1 15 2

= ———_|_ +_
H (p+p)c+8)?  pct p2cr pc3

WEHL (1 L9 (2))
p’ 3ec+280 2 H
pXp+p) S+ +p)  Erlo+ D) ko)

Again, we are required to bound not only this difference with respect to
L% (I; L*°(£2)), but also its time derivatives. On each fraction we can invoke
the product rule, and Lemma 1 shows the norms of the denominators to remain
bounded when (¢, 5) — 0. We observe that the W*+1:9°(1; L°°(2))-norms of the
numerators are of order O(II(E, ,5)||2), thus the linearization error ¢ has to be as
well. O

Obtaining differentiability of F is now simply a matter of applying the chain
rule.

Theorem 2 Letk > 2 and f € FX. Then F: D(P) N W® — Y& =2 s Fréchet-
differentiable. For every x = (c, p) € D(P) N W® and h = (c,p) € W® the
value 3 F (x)[h] is the unique weak solution uj, € Y%= of the partial differential

equation
'\ p 2(¢ )\
— ) —div| 5V = =u 10
<62> W(p2 u>+p(c3u) 10

1 u)\ \Y% o
() ()-2
p\c P P
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together with homogeneous initial values uy, (0) = u), (0) = 0. As always, u = F (x)
denotes the solution of the forward problem.

Proof Since F = S o P, we have
OF(x) =9S(P(x))odP(x),

and from [5] we know that dS(A, B, C)[A, B,C] = u, € Y&V, where u;, has
homogeneous initial values and solves

(Cu)) + Bu), + Aup = gaw)[Al + ggW)[ Bl + gcw)[C]
= —(A)uO] = BOW 1= (COW O

To e\ialu_ate oF(x)ath e w®  we simply need to substitute (A, B, C) = P(x) and
(A, B, C) = 0 P(x)[h], which results in the PDE

M/ 4 / v = = 2— /
h b . Up . P 0 c ,
— | + 5—u;, —div (—)—f—quh = —div <—Vu>+<<—+—>u>
(,06‘2) ,0262 h o ,02 ,02C2 pc3

P25 208
“\22 T B2 23 )t

Both sides of this equation can be simplified since both u and u;, belong to Y (D =
W2(1; L2(Q)) N Who°(I; H}(Q)) € C'(I; L*(Q)). Through the product rule
we obtain the PDE in the assertion. The same holds for the homogeneous initial
values of uj: Because ”;; is continuous (with values in L?(£2)), the second initial
condition (u},/ (0c?))(0) = 0 is equivalent to uy, (0) = 0. ]

We would like to remark that the PDE for d F is exactly what one would expect,
and that it can also be deduced through formal linearization of the wave equation (4).
The significance of our result consists of showing that (especially in the context
of time-dependent parameters) this linearized equation is well-posed and that it
actually is the Fréchet-derivative of the operator F, at least for k > 2.

3.1 Adjoint of the Derivative

Most regularization methods will need access to the adjoint of d F (x) to solve the
inverse problem, and our approach in Sect. 5 (based on conjugate gradients) will be
no exception. However, since Y ® is too regular to contain measurement noise, we
will replace the image space with L2(I; L*(£2)). This means that we should look
at the adjoint of 0 F'(x) € LW®  L2(1; L2(Q))). Naturally, since F = S o P, we
have
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IF(x)* = aP(x)* 0 dS(P(x)* € L(L*(I; H), (W®)). (11)

The adjoint of d.S(P (x)) can be characterized as follows.
Theorem 3 Letk > 2, p = (A, B,C) € DS)NXP, f € FX and u = S(p).
Forv € L2(I; L*(R)), there exists a unique solution w, € Y© of

Cw}) = B*w), + (A— (8w, = vin L*(I; H'(Q)) (12)

with homogeneous end conditions w,(T) = (Cw,)(T) = 0. Furthermore, the
adjoint

@S(p)* € LIL2UI; H), (XP))  of  8S(p) € L(XP, L2(I; H))

can be evaluated atv € L*(I; H), h = (A, B, C) € X% using

T
(@SN V], h)xaoye xa0 = /0 (Cu' 1), wy () — (B (1), wy (1))
—(AMu@), wy(1))dr.

Proof See [5]. m|

For the derivative itself we have analyzed 0S and d P independently of each other,
and only then used the chain rule to combine the two. However, even with the simple
structure of P, a characterization of d P (x)* € L((X (k))*, (W(k))*) is not possible
because of insufficient knowledge about the dual space of X®)| i.e. how a general
v € (X(k)fk could act on d P(x)[h]. Fortunately, as seen on (11), we do not need
to evaluate P*(z) for arbitrary z, but only for z € R(dS(P(x))*). This way, we can
directly obtain a characterization of the adjoint of 9 F.

Theorem 4 Letk > 2, f € FO and x = (c,p) € D(P)N W&, The application
of the adjoint of 3F (x) € LIWW, L>(I; L*(Q))) on v € L*(I; L*(Q)) can be
written as

IF(* ] = | &\ 2P

Vu-Vw, wy/u\
—  t5\z
o P> \c
where the embedding of L (I; L'(2)) into (W(k))* has to be understood using the
inner product osz(I; L2(S2)), u=Fx)e Y@ and w, € Y denotes the solution

of the adjoint equation
1wy ! . (Vuw,
| — — div =v (14a)
A\ p o

e L=(1; LY(Q))°, (13)
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in L2(I; H=Y(2)), together with homogeneous end conditions

Wy
pc?

wy(T) = < ) (T)=0. (14b)

Proof Leth = (¢, p) € W®). To calculate (3 F (x)*[v], h), we substitute d P using
Theorem 2 and 39S (P (x))* using Theorem 3 and obtain

(3F(x)*[v], h>(W(k))*XW(k> = (8S(P(x))*[v], BP(X)[h]>(X(k))*Xx(k)
T
— / (3C. ol A1 (1), wh(D)) — (9Be plE, PNOW (1), wy (1))
0

— (8 AL [B1(Du(), wy (1)) dr

T
— p(1) 28(t) ) /
B /o ((p(t)zc(t)2 i p(t)c(t)3) o w”(t))

B (( P 20 mp) 2p’(t)6(t)>u,(t) " (;))
p()2c)?  p(0)ct)?  p)’e()? T

a0
—(d \% , Wy dr.
<w<p<t)2 ”(I)> N (t)> t

Here, w, denotes the solution of the adjoint Eq. (12). Our goal is to reshape this
expression into some kind of dual product that has & on one side. Inside all of
the L?(2) inner products we can shift from one side to the other as we wish, as
long as both sides of the inner product belong to L?(2). In general, neither the
product u (z)w,(¢) of two H(} (£2)-functions, nor the multiplication of u’(¢) € H(} ()
and w) (1) € L3(Q) will belong to L?(2). However, they do lie in L'(§2). Thus,
we resort to regarding the resulting integrals as dual products between L°°(£2) and
L'(Q). This and some further reorganizing yields

T
2u'(t) d [ wy(@) =
IF (x)*[v], h) = dr ’
(0F ()" [v], h) /0 <C(,)3 dt(p(ﬂ) C(t)>L°0xL‘

Vu(t) - Vwy(t) wy(t) d u/(t) _
— dr.
+< (1) p()? di (c(t)z)’p (t)>mu '

This proves that the adjoint has the asserted form, but we still need to show that w,
solves (14). Since B, , is self-adjoint, Eq. (12) reads

(Cepw}) = Bepwl + (Ap — Bl Jwy = v, (15)
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to be solved in the L%(I; H~'(Q))-sense and is joined by the end conditions
wy(T) = (Ce,pw),)(T) = 0, which directly translate to those given in the assertion.
Substituting the operators with their definitions, Eq. (15) becomes

wz/) ' o, o' ' di Vuwy _
p2) ~ 22 T\ ) T T, ) T

Two applications of the product rule prove that this equation is equivalent to the
more compact differential equation (14a). O

Note that 8 F (x)*[v] (as in (13)) will not only belong to L°°(7; L! (Q))z: Fork >
2 we have u € W>(I; H}(R)), w, € L®(I; H}(R)) and w}, € L®(I; L*(Q)),
and the embedding theorems for Sobolev spaces (cf. [1]) yield HOl () € LP(R2) for
p > 2, but this depends on the space dimension n. Combining this with the Holder-
inequality, we see that in the case of a one- two- or three-dimensional problem the
following holds:

e Ifn=1,then (0F (x)*[v]) (1) € L*(Q) x L1(Q).
o Ifn =2, then (0F (x)*[v]) (t) € L9(Q) x L1(Q) forall 1 < g < 2.
« Ifn =3, then (0F(x)*[v]) (t) € LY(Q) x L1(Q) forall 1 <g < 3/2.

Note that we cannot use regularity results for w, because this would require more
than just v € L?(I; L*(2)) which means we would have to change the space of the
measurements. We see that for the parameter ¢ we can obtain a setting for the adjoint
that only involves reflexive Banach spaces. However, for the second component of
0 F (x)*[v] (which contains Vu - Vw,) to belong to something else than LY(Q) we
would first need to prove better spatial regularity results for u or w,.

4 Ill-posedness

The operator S is locally ill-posed, but this does not automatically imply that
F = S o P is ill-posed as well. For example, all sequences in D(S) N X® that
do not converge, but have convergent images under S, might not belong to the range
of P. However, in [5] it was analyzed under which circumstances sequences of
images under S converge. We can then construct sequences for P that fulfill these
properties. Precisely, the result we need is the following.

Theorem S5 Letk € Ngand f € 7O Further, letp=(A,B,C) e D(S)N X ®
andu = S(p).

(i) If (Rj) ey C WXI5 LILY) satisfies |R;| < T and Rjpv' — 0 in
Hk(I; Lz)forall veY® then S(A,B+R;,C) > uin y® when j — oo.
(ii) Letk > 0and (R}) .y C wkrleo (1, L(Hy, H™Y) with |Rj|| < T, with T
small enough to guarantee (A + Rj, B, C) € D(S) for all j, and Rjv — 0
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in H*(I; H_l)for allv e Y®. Then S(A + R;,B,C) - uin Y* =D when
j — oo.

(iii) Letk > 0 and (R;) .y C WKTL20(I3 LIL?) with | Rj|| < T, with T small
enough to guarantee (A, B, C + R;j) € D(S) for all j, and (Rjv") — 0 in
H*=Y(1; L?) for all v € Y®. Then S(A, B,C + Rj) — u in Y*=D when
j — oo.

In each case the convergence is uniform in (A, B, C) on every bounded subset of
D(S)NX®,

Our main focus is the time-dependence of the parameters ¢ and p, hence we
will also make use of time-dependent disturbances R ;. Working in the time variable
is more difficult, because the parameters have to be differentiable. The following
lemma provides suitable smooth auxiliary functions.

Lemma 2 Let r € Ny. There exists (ozj)jGN C CZ°(1) which satisfies
O<y< ”O‘J'||Wf-°°(1) <1 foralljeN

and ajo — 0in H™ (1) as j — oo for all fixed ¢ € H"(I) withm = 0,...,r.

Moreover, if r > 0 then Hozj ” Wwr—leo(r) ~ 0 when j — oo.

Proof These are the same sequences that were used in [5] to show ill-posedness in
a setting based on the elastic wave equation. O

Finally, we can employ these sequences to show the local ill-posedness of F.

Theorem 6 Letk € N, f € FO and p = (c,p) € D(P)N W® The tasks of
finding c or p such that F(p) = y € Y&~V holds are locally ill-posed.

Proof Let p = (c, p) € D(P)NW® and (A, B, C) := P(p). Since D(P)N W®
forms an open subset of W® there exists 89 > 0 such that B(p, &) C D(P)N w®,
Let0 < 8 < 4.

(1) Reconstruction of p: The parameter p is involved in three operators, making
this part of the proof more complicated. Moreover, we have to take care that
the perturbations still satisfy the coercivity constraints. Let («) jeN denote the
sequence from Lemma 2 for r = k + 1. We define

1
pi(t,x) =
! eaj(t) + p(t, x)~!
and p; = (c, pj), where we would like to set ¢ > 0 in such a way that

pj € B(p,d) for all j € N. To make p; well-defined, we require ¢ <
L/llpll Loo(r; Loo(s2)) and to secure some wiggle room we further restrict this to
¢ < 1/(2p1). This implies that ea; + ol = 1/2py). Denoting with M the
positive constant from Lemma 1 for m = k + 1, we see that
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EQj

loi = Plwerosaaman = | 7 5 1 H WhH s (L% @)

k+1, . . -yt
S 2 8”(1] ” Wk+l,oo(];L00) H (8(1./ + p ) H Wk+l.oo(1-LC>O)

k+1
<+l +20052( 1 H ) —1”
< eM(1 4 2p1) + |leaj +p WhHLeo(g: 159)

k+1
<M ep (1 + 2o 214 2p1) ! H —1H — eA.
< (I+2p1) + Qo)+ || Wt (1 10%)

with a constant A that only depends on p and k. Thus, by ¢ =
min{6/A, 1/(2p1)} we obtain p; € B(p,d) for all j € N and thus
also pj € B(p,8) C D(P). We will now verify that p; 4 p in
Wkt1l.oo(1: L°(Q)) by showing that the derivatives of order k + 1 do not
converge with respect to L>(I; L*°(2)). Expanding (p; — p)(kH) using the
product rule leads to

(k+1) k+1 (k+1-i0)
( o )(k—l—l) . 80lj — k+1 Ol(i) 1
Pji—P = i =e) i )% - :

goj+p- = eaj+p

Derivatives of 1/(ca; + o~ 1) remain bounded when j — oo, and a;i) — 0in
L*°(I) foralli =0, ..., k. Hence all except for the last summand converge to
zero. It is therefore enough to show that the last summand does not converge to

zero in order to conclude this for the whole sum. Indeed, ag.kH) does not vanish
in the limit, and we observe 1/(ea; + o H>1/(e+ Py 1) almost everywhere.

The only thing left to show is the convergence F(p;) — F(p)inY k=D we
see that P(p;) = (A+ R}, B+ RY,C + RJC) with

R?(t)v = div (( L ! ) Vv) = div (aaj(t)Vv)

pi(t)  p(t)

AG) 0/ (1)
RE - J _
s (pj 0%e(r)? p<z>2c<t)2> ’

i 1 1 1 e’ (t)

T (% - p,-(t)) T e

1 1 eai(t)
RS (Hu = — =]
s (p,-(t)c(r)z p(r)e(t)2> "

forall v € HO1 (Q), u € L*(2) and almost all ¢ € 1. Since P is continuous, the
norms of R;.‘, Rf and RJC have to remain bounded when j — oco. Moreover,
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(i)

for every u € H*1(I; L*(Q)) we see

o)

as j — oo due to the design of the o;. Likewise ||R]AU||H1<(1;H—I) =
has to vanish in the limit, and for all fixed u € H*(I; L?)

= ||
HK=1(I;L2)

= sHtxju//cz‘
HK(I:L2) HK(I:L?)

eflerj Av] e

;H-Y
holds

B ./
|

< e|aju’/c? — 0.
H*(I;L2)

— ‘ O{/_M//CZ}
H+=1(I;L2) J H=1(I;L2)

Due to the uniform convergences in Theorem 5, we can apply it simultaneously
to multiple components of S and thus finally conclude this part of the proof
with

S(A+ R}, B+ R¥,C+RS) > S(A, B,C) = F(p),

holding in Y%= as j — oo.
Reconstruction of ¢: Similar to p, but with squared reciprocals: We define for
(t,x) el xQ

—-1/2
cj(t,x) = (sozj(t) +c(t,x)_2) /

and again see that ¢ > 0 can be chosen in such a way that ¢; € B(c, 6) for all
j € N. Moreover, ¢; /4 cin Wkt1:20(1; L°(Q)) and P(cj, p) = (A, B +
R?,C+ R].C) with

R = (20 PO, _ 000
7O (/0(1‘)26;(02 p(1)%c(t)? ! o

1 1 eoi(t)
R (tyu = _ _ s
7o (p(t)Cj(t)2 p(t)c(t)z) Y

By design, these operators possess the same properties as those that appeared
in the proof for p.
0

A direct consequence of the theorem is the ill-posedness of F(p) = y € Y%=

in all ¢ or p such that p = (c, p) € D(P) N W% with k > 1. Note that this is

as

tronger result than the local ill-posedness of F(p) = y € Y* =D in all tuples

p € D(P) N W% because the latter problem would already be ill-posed if finding
either one of the parameters yielded an ill-posed problem.
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When applying a Newton solver to the nonlinear inverse problem, knowing about
the ill-posedness of d F is even more crucial than the ill-posedness of F.

Corollary 1 Letk > 2 and f € FO . We consider F: D(P)NWH® — 7 with
Z = Wf’P(I;H) or Z = Cj(I;H)forO <j<kandl < p < oo. For every
p = (c,p) € D(P)N WX its linearization dF (p) € LIW® | Z) is a compact
operator.

Proof 9F(p) = dS(P(p)) o d P(p) with linear and continuous 9 P(p), and it was
shown in [5] that S(P(p)) is compact for the image spaces as in the assertion. 0O

It could be that dF(p) is compact because it has finite dimensional range,
which would make the resulting problems well-posed in the sense of linear inverse
problems (ill-posed in the sense of Hadamard, but with a continuous generalized
inverse). Like in the abstract framework for S, this is not the case here.

Lemma3 Letk >2and f € F& \ {0}. The ranges of
0F(x)e L (Wk+1’°° (I; LOO(SZ)) , Y(k_1)> , and

dpF(x) € L(Wk“’oo (I; L®()), Y(k—l))

are infinite-dimensional at every x = (c, p) € D(P) N w®,

Proof 1If for example 9. F (x) had finite-dimensional range, i.e. the set of all u; =
0. F (x)[h] with h € W& was finite-dimensional, then this would imply that the set
of all right-hand sides to the linearized equation (10) was finite-dimensional as well.
We prove that the latter is not the case for both of our parameters, starting with p.

(i) From f # O follows u = F(x) # 0. Let (8i);eny C C®). We
define h;(t,x) = B;(t) for (t,x) € I x Q, and in doing so obtain h; €
WKLo, L°(R)). The right-hand side of the partial differential equation
that is solved by 9, F'(c, p)[h;] reads

1w\ . (Vu .
ﬁi ? C—2 — div 7 = ﬂi w.
Clearly, w € C 1(I i H _I(Q)) because k > 2. Moreover, if w = 0 then u would
solve the wave equation
1 (u Y%
—2<”—2> — div (-3‘) ~0
pe\c¢ o

with homogeneous initial- and boundary conditions, which would contradict
u # 0. Since w is continuous in time and does not vanish everywhere we can
choose the §; in such a way that {8; w};cx is linearly independent.
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(ii) In the derivative with respect to ¢ we choose 8; € C*°(I) such that {B;u'};cy
is linearly independent. Then the right-hand sides (Bju’/c?) = '/ +
Bi (u’ /c3)/ have pointwise disjoint supports inside sptu’ (which is the same as
sptu’/c?), thus they must be linearly independent as long as they do not vanish
everywhere. However, it could be that (8;u’ /c3)/ = 0 for some i € N. We show
how this can be remedied. Suppose this is the case and fix some 7y € I and
e > 0 such that g; (o) # 0, B/(t9) # O and sptB; C (1o —¢,10 +¢) C I. We
replace B; with its mirrored version

BiQty —1), ifte(to—eto+e),

0, otherwise

Bi(t) = {

and conclude the proof by observing that

_'u/ /t _ 8 u' () » u' /t
(ﬁzc—3> (o) = —Bi( O)c(t0)3 + Bi( 0)<C—3) (t0)
u\ ,,u'(to) ., u'(to)
=8 = — 2B/ (tg)) ——= = —2B/(tg) —= # 0.
(ﬁ c3> (fo) — 28; (to)c(t0)3 B; (lo)c(t0)3 #

S Numerical Experiments

Before we turn to the numerical treatment of the inverse problems we give a brief
overview of the discretization. The acoustic wave equation (2) is discretized in time
using Crank-Nicholson, and then in space using piecewise linear finite elements
on a rectangular mesh. For this we made use of the C++ library deal.Il [2]. The
parameters ¢ and p are discretized on the same grid. To ease the presentation we
use the hypercube Q2 := [—1, 1]” as the space domain. The time interval is given by
I := [0, 2], and partitioned into N equally sized sub-intervals.

We will only consider the reconstruction of either ¢ or p, i.e. assume the
other parameter is known. Furthermore, for the numerical experiments it is more
convenient to write the searched-for parameter as the sum of a known, smooth
“background” function cp, pp: I x Q2 — R (most likely a constant function) and a
perturbation, and only reconstruct this perturbation. For the inversion, this has the
same effect as using the background parameter as the initial guess, but it has the
advantage that reconstruction errors will not be tainted by the a-priori information
about the background medium.

Obviously we can write D (F) as the Cartesian product D(F) = D(F.) x D(F,)
that separates the constraints on ¢ and p into the two sets
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D(F,) = {c e WI(I; L®(Q)) ‘ co+S<chtc<c -3
ae.inl x Qforad > 0},
D(Fy) i={p e W= L%@) | po+8 < pp+p = p1 =
ae.inl x Qforad >0 }

This allows to define the forward operators

Fe: D(F) NWH(I; L®(RQ)) — L*(I; LA(Q)),  F.:= F(cp + -, pp),
Fy: D(F,) N W3®(I; L®(Q)) — L*(I; L*(Q)), F, = F(cp, pp + )

that are well-defined and differentiable as long as pp, ¢, € W>%°(I; L°()). In
our experiments we employ pp (¢, x) := 1 and ¢, (¢, x) :== 0.3 forall (z,x) € I x Q.

We will now present the function that we wish to use to build exact parameters
for the two inverse problems. We know from our theoretical results that we must use
essentially bounded functions, that also have to possess some smoothness in time.
To ensure that this also holds after discretization we will use a product ansatz. In
space, we want the function to consist of both discontinuities and smooth parts. Let
Qr (o, B) C Q2 denote an L-shape with distance & > 0 from the coordinate axes and
width 8 > 0. While for n = 2 this description should be sufficient, it is not clear
at all what it means in three dimensions. In an attempt to make the area/volume of
these sets approximately equal, we define it to be the union of three thin plates, each
aligned with one coordinate plane. In both cases, it can be described by

Qr(a, B) = {er‘thereisioe {I,....,n}st.xjy €ela—1L,a+ B —1]
andx; € [ — 1,1 — o] fori ;éio}.
For the continuous part we define for v € [—1, 1]

1—r2x — (w,..., 0 2 i x—(w,...,0)| <r,
Aw(x)::{o I = ( Pl = ( ) <

otherwise.

We combine 27 and A by defining the test parameter to be

Arpot(t, x) = (0.2 +0.8- Sin(t)2) (XQL(O.Z,OS)(X) — X0.35,0.45 (X))-

Its discretization is depicted in Fig. 1. Note that the 3D presentation only shows
isosurfaces at half the maximal- and half the minimal values of the function. The
meshes we employed here are the same meshes we will be using for the inverse
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Fig. 1 Test parameter Appo, evaluatedatt = /2. (a)n =2. (b)n =3

problems. They consist of N = 256 discretization points in time and M = 4225 (if
n =2)or M = 35937 (if n = 3) nodes in the finite element space.

We continue by discussing our regularization approach. Conforming to the
theoretical setting of F, and F), is very difficult because they are defined on L>°-type
spaces (which are not reflexive), thus even Banach-space reconstruction methods are
not applicable. Furthermore, due to the large number of degrees of freedom (over
one million in 2D and about ten million in 3D) we have to pick a fast reconstruction
method. Therefore we choose to stay in the classical Hilbert space framework by
treating F,, F, as being well-defined on open subsets of H 1 I Lz(Q)). However,
this L2-approach will not enforce the boundedness constraints on ¢ and p. We
remedy this by composing the forward operators with the pointwise application of
the transform y: R — (a, b) given for s € R by

a+b a-—b>b
= +

y(s): > 5

tanh(s)

for s € R. The values for @ and b depend on the problem at hand; for p we
use (a,b) := (—0.1,100), whereas for ¢ we set (a,b) = (—0.27,30). This
modification causes p + pp and ¢ + ¢, to remain uniformly positive throughout
the inversion.

Note that the data, which we denote by u?, is generated using the same discretized
operators and subsequently perturbed using uniformly distributed white noise that
is scaled to the appropriate relative noise level €. To make sure that the data actually
contains all of the information about the unknown parameters, we set the right-hand
side f to be active almost everywhere by f (¢, x) := cos(2¢). Note that this is not
required for the successful termination of the reconstruction. However, in order to
showcase the regularization properties of our implementation we want the error to
be able to converge to zero, which simply might not be possible if we use a very
localized right-hand side.
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The inversion of the transformed forward operators is handled by the regulariza-
tion method CG-REGINN [12]. It is started using zero as an initial guess and stopped
via the discrepancy principle, i.e. as soon as the iterates produce a discrepancy that
is smaller than te||uf|| with T := 2.

In order to keep the presentation brief we will show results for two cases:
reconstruction of ¢ in 2D and p in 3D.

5.1 Reconstruction of the Wave Speed in 2D

We start with the reconstruction of ¢ in a two-dimensional setting and 0.15A1po
as the ground truth. For a noise level of 1% we obtain a reconstruction ¢® as shown
in Fig. 2. For the presentation we chose to evaluate the reconstructed parameter at
two time instances: ¢t = %n is near the start of the simulation, and ¢t = %rr is
closer to T = 2. Although both images are blurry, we can clearly recognize the
resemblance to the ground truth. We also note that there is a small “shadow” around
the L-shape in both pictures, and that the approximation near the ball is better for
the lower value of 7. The fact that the reconstruction quality degrades in ¢ makes
sense, since changing the parameter near + = 7' has almost no effect on the data.

If we go to a very low noise level of ¢ = 1074, as seen in Fig. 3, then the shadow
around the L is gone. It is noteworthy how well the L-shape is approximated; in its
vicinity the reconstruction seems to be piecewise constant, although we are using
L?-based norms that do not enforce sparsity of Ve at all. However, we should also
note that the fact that the edges of the ground truth are perfectly aligned with the
mesh, which can be seen as a-priori information. Again, the approximation of the
ball-shaped part of Arpet seems to be better for r = %n, because for t = %n some
artifacts begin to develop.

0.05
0.00
—0.05
-0.05
—0.10

—0.10
-0.15

(a) (b)

Fig. 2 Reconstruction of ¢ = 0.15A1pet in 2D with ¢ = 102 (a) Evaluated at t = %n. (b)
Evaluated at t = %n
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Fig. 3 Reconstruction of ¢ = 0.15A1po; in 2D with ¢ = 10~*. (a) Evaluated at t = %n. (b)
Evaluated at t = %n
10° il
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€

Fig. 4 Errors for ¢ = 0.15A1 pot in 2D depending on &

The relative H'(I; L?)-errors for ¢ = 1072 and ¢ = 10~ are 46% and 12%,
respectively. These values are also depicted in Fig.4, along with the errors for
nine other values for ¢. In the figure we have also included the corresponding
LZ(I ; Lz)—and H 2(I ; L2) errors. Regardless of the norm we use to gauge the error,
on a logarithmic scale they describe straight lines. If we assume this behavior to hold
for ¢ — 0, then we are able to conclude the rates

le — ¢ ||L2(1;L2) ~ 0(80'31)v e —c* “HI(I;LZ) ~ 0(80'27)’

e ~ 0.06

and [ ¢ — ¢ HX(I:L2) ™ O(e™™).

The slope for the H?-error is so small that we cannot really speak of “convergence™;
the error seems to be almost unaffected by the noise level. The most important rate is
the one for the H!-norm, because this is the norm we used to obtain c®. Convergence
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Fig. 5 Reconstruction of p = 0.75A1pot in 3D with e = 4.6 - 10~2. (a) Evaluated at t = %rr. (b)
Evaluated at t = %n

rates provided by the theory for REGINN of course depend on source conditions for
the ground truth, which we are not able to verify in practice. However, considering
that the highest possible guaranteed rate of convergence for REGINN is 0.5, a rate of
0.27 seems reasonable. The fact that the convergence rate in the L>(/; L*)-norm is
only slightly higher implies that the H !-error is not dominated by ||c’ — (c®) ||

5.2 Reconstruction of the Mass Density in 3D

Due to the increased computation times in 3D we present results for slightly higher
noise levels, the lowest being ¢ = 1073, We scale Ajpot by 0.75 and use it as
the ground truth for p. Isosurfaces of the reconstruction for ¢ = 4.6 - 1072 can be
found in Fig. 5. Even for this relatively high level of noise the qualitative behavior
of the exact parameter is already apparent in the reconstruction. As in the 2D case,
the reconstruction is better for smaller r € I. The relative H'!(I; L*>(2))-error of
this reconstructed p® to the ground truth is about 70%, which is reduced to 40%
for ¢ = 1073, Plots of the latter reconstruction are presented as Fig. 6, and exhibit
much sharper edges in the L-shape than for the high . Further, for ¢+ = /2 the
isosurfaces close to the ball-shaped part of A pe have become smoother.

Reconstruction errors for more values for ¢ are shown in Fig. 7. We see the same
behavior as for ¢ in the 2D setting, albeit with higher reconstruction errors. By
examining the respective slopes, we are led to the rates
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Fig. 6 Reconstruction of p = 0.75ALpet in 3D with ¢ = 1073, (a) Evaluated at 1 = %rr. (b)
Evaluated at t = %n

100 | e
I —<— LX(I; LA (Q)
i = HY(I; L*(Q)
H2(I; LX(Q))
10—1 | | T T —
1073 1072 107!
€

Fig. 7 Errors for p = 0.75ALpo: in 3D depending on &

lo—p° ”L2(1;L2) ~ 0(50'23)’ lo—p° ”HI(I;LZ) ~ 0(80'16)’

and [p — p°| H2(1:12) 0(80’02)‘

Again, the rates for H 2 do not decrease, but we also do not expect them to. The H 1
and L>-rates are smaller than the their counterparts for ¢, which might indicate that
A1pot satisfies a worse source condition with respect to F), than it does for F.

5.3 Computational Effort

We would like to conclude the numerical examples with an analysis of how the
required computational effort increases as ¢ — 0. Obviously, the time that is needed
to run REGINN until the discrepancy principe is satisfied is highly dependent on the
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Fig. 8 PDE solutions required for ¢ = 0.15A1 pe in 2D depending on ¢

system and the implementation. Instead, we will measure the effort by how many
solutions of the acoustic wave equation were needed in the whole reconstruction
process.

Figure 8 shows the behavior of this quantity for the different noise levels in the

setting we used for ¢. From it we deduce that this effort is of order O (8_0‘8). This

behavior is similar to the reconstruction of p, where we observed the rate 709 ip
the three-dimensional setting. These rates are consistent with the expected effort of
CG-regularization applied to a linear inverse problem.

References

10.

.R.A. Adams, J.J.F. Fournier, Sobolev Spaces, 2nd edn. Pure and Applied Mathematics.

(Academic Press, London, 2003)

. G. Alzetta et al., The deal. II library, version 9.0. J. Numer. Math. 26(4), 173-183 (2018)
. K.D. Blazek, C. Stolk, W.W. Symes, A mathematical framework for inverse wave problems in

heterogeneous media. Inverse Prob. 29(6), 065001 (2013)

. D. Colton, R. Kress, Inverse Acoustic and Electromagnetic Scattering Theory, 3rd edn. Applied

Mathematical Sciences (Springer, New York, 2013)

. T. Gerken, Dynamic inverse wave problems—part II: operator identification and applications.

Inverse Prob. 36(2), 024005 (2020)

. T. Gerken, S. Griitzner, Dynamic inverse wave problems—part I: regularity for the direct

problem. Inverse Prob. 36(2), 024004 (2020)

. M. Ikawa, Hyperbolic Partial Differential Equations and Wave Phenomena, 1st edn. Transla-

tions of Mathematical Monographs (American Mathematical Society, Providence, 2000)

. EB. Jensen, W.A. Kuperman, M.B. Porter, H. Schmidt, Computational Ocean Acoustics, 2nd

edn. Modern Acoustics and Signal Processing (Springer, New York, 2011)

. A. Kirsch, An Introduction to the Mathematical Theory of Inverse Problems, 2nd edn. Applied

Mathematical Sciences (Springer, New York, 2011)
A. Kirsch, A. Rieder, On the linearization of operators related to the full waveform inversion
in seismology. Math. Methods Appl. Sci. 37(18 ), 2995-3007 (2014)



Dynamic Inverse Problems for the Acoustic Wave Equation 49

11. A. Kirsch, A. Rieder, Inverse problems for abstract evolution equations with applications in
electrodynamics and elasticity. Inverse Prob. 32(8), 085001 (2016)

12. A. Rieder, Inexact Newton regularization using conjugate gradients as inner iteration. SIAM J.
Numer. Anal. 43(2), 604—-622 (2005)

13. W.W. Symes, The seismic reflection inverse problem. Inverse Prob. 25(12), 123008 (2009)



Motion Compensation Strategies )
in Tomography e

Bernadette N. Hahn

Abstract Imaging modalities have been developed and established as important
and powerful tools to recover characteristics of the interior structure of a studied
specimen from induced measurements. The reconstruction process constitutes a
well-known application of the theory of inverse problems and is well understood
if the investigated object is stationary.

However, in many medical and industrial applications, the studied quantity shows
a time-dependency, for instance due to patient or organ motion. Most imaging
modalities record the data sequentially, i.e. temporal changes of the object during the
measuring process lead to inconsistent data sets. Therefore, standard reconstruction
techniques which solve the underlying inverse problem in the static case lead to
motion artefacts in the computed image and hence to a degraded image quality.

Consequently, suitable models and algorithms with a specific treatment of the
dynamics have to be developed in order to solve such time-dependent imaging
problems. This article provides a respective theoretical framework as well as
numerical results from different imaging applications, including a study of 3D cone-
beam CT.

1 Motivation and State-of-the-Art

Over the past decades, tomographic techniques have been developed and established
as powerful and important tools for non-invasive imaging with various applications
from clinical diagnosis to non-destructive testing. Exploiting the properties of an
imaging agent, e.g. propagation of electromagnetic waves, the induced response
from a studied medium is measured. The reconstruction of the searched-for
function, characteristic of the medium, from the collected data thus matches with
solving an associated inverse problem. If the object under investigation is stationary
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Fig. 1 Temporal changes of a specimen during the data acquisition in computerized tomography
(left) and standard reconstruction applied to dynamic data (right)

during the time-dependent scanning, the reconstruction process is well known for
most of the imaging systems, see [37].

However, the stationary-assumption is often not satisfied. Prominent examples
arise in medical imaging due to respiratory and cardiac motion, gastrointestinal
motility, blood flow or body movement of Parkinson patients or infants. Besides
clinical applications, investigating dynamic objects arouses the interest in non-
destructive testing such as imaging driven liquid fronts for oil recovery studies [2],
performing elasticity experiments during the scan to determine material parameters
[22], or imaging objects in working stage, e.g. aircraft engines [5].

The dynamic behaviour of the investigated object during the data collection leads
to an inconsistent data set. Therefore, standard reconstruction techniques which
solve the underlying inverse problem in the static case lead to motion artefacts in
the computed image (e.g. blurring, ghosting, distortions) which can significantly
degrade the image quality and hence misleads the diagnosis [12, 27, 47], see also
Fig. 1. For hybrid imaging methods, these artefacts lead to spatial misalignments

of the reconstructions which significantly reduce the diagnostic accuracy and hence
affect the success of the treatment [36].

Dynamic Inverse Problems
Following [44], we refer to an inverse problem, where the investigated object

is allowed to change during the measuring process, as dynamic inverse
problem.
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1.1 Hardware-Based Artefact Reduction Strategies

In medical imaging, the periodic nature of physiologic motion can be exploited
to reduce motion artefacts by hardware-based gating methods. External devices,
e.g. electrocardiographs and thoracic belts, detect respiratory expansion and/or
cardiovascular motion, and are then used to collect and assort the measured data
to specific phases in the motion cycle [9, 13]. A main drawback of the described
artefact reduction procedures is their restriction to periodic (patient) motion and
hence, it cannot be extended e.g. to applications in non-destructive testing.

Another, intuitive approach is to reduce the required data acquisition time for
individual imaging modalities by faster scanners or reduced sampling in data
space. In [42], and recently in [38], a multi-source computerized tomography set-
up is proposed to avoid the time-consuming rotation of a single radiation source.
However, this decreases the signal-to-noise-ratio and hence the quality of the
reconstructed image.

1.2 Reconstruction Techniques for Motion Compensation

A more general approach is provided by motion compensation methods, where the
dynamical information is incorporated in the reconstruction step.

For individual imaging modalities like CT, MRI or PET, several methods of this
type have been proposed in the literature, see below for an overview.

Gating methods in general neglect the strong temporal correlation between the
single phases. By taking temporal redundancies into account, the reconstruction step
can be formulated as a variational problem [10, 39]. If explicit deformation models
are incorporated, e.g. in terms of an optimal flow constraint or shape information,
this approach leads to non-convex optimization problems [3-5, 28, 29].

For special deformations which preserve the underlying data acquisition geom-
etry, exact analytic reconstruction methods have been derived, especially in com-
puterized tomography, where this type of motion includes affine deformations,
[7, 8, 14, 43]. In this case, techniques for rebinning the measured data to make them
feasible for standard reconstruction methods are proposed as well, [5, 34]. Besides
iterative methods, e.g. [1, 21], approximate inversion formulas have been derived
in computerized tomography to compensate for general, non-affine deformations
[23, 24].

So far, only a few regularization techniques have been developed in the general
context of dynamic linear inverse problems [25, 44, 45], which have been applied in
computerized and impedance tomography, respectively. The more recent article [6]
proposes a computational method in a Bayesian framework along with an approach
to quantify uncertainties of the obtained solution. However, especially the method
in [44, 45], suffers from high computational costs and the motion artefacts are not
entirely eliminated.
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1.3 Outline of the Article

This article is devoted to the study of regularization methods for dynamic inverse
problems, summarizing the theoretical framework provided in [14—16] and present-
ing novel numerical results from various imaging applications. More precisely, we
study the application of our theory in the context of photoacoustic tomography and
3D cone-beam CT, whereas the mentioned previous articles evaluated the respective
theory at the example of 2D computerized tomography with parallel scanning
geometry.

In Sect.2, we incorporate the time-dependency of the investigated object in
the inverse problem associated to the static case by means of diffeomorphic
motion models. We then provide an overview of strategies to estimate the motion
information from the measured data, which allows to assume the motion to be
known prior to the actual reconstruction step.

The resulting mathematical model of dynamic inverse problems gives then rise to
a classification scheme distinguishing two cases depending on the object’s motion.
Section 3 summarizes a general regularization theory for the first category of
moderate deformations, a subclass of affine deformations, which was developed in
detail in [16]. The theoretical results are evaluated at an example from photoacoustic
tomography.

For the more general second category of strong deformations, a regularization
strategy is developed in Sect.4 by extending the method of the approximate
inverse to the time-dependent setting as initially proposed in [15]. The design of
efficient algorithms is discussed and evaluated at the example of 3D cone-beam
computerized tomography.

2 The Mathematical Model of Dynamic Inverse Problems

This section is devoted to the derivation of suitable mathematical models for
dynamic inverse problems with a specific treatment of the dynamics.

First, we derive a motion model based on the physical observation that the
particles forming the material body change their position in space over time. An
object which is changing in time is described by a sequence of functions f; : R" —
R, t € [0,T] C R, representing the different configurations over time. Thus,
the motion can be described by a sequence of displacements which correlate the
different states of the body to one reference configuration. In particular, this motion
model corresponds to the Lagrangian description which gives the trajectory of each
material particle starting from the initial position [48].

Finally, the model describing the dynamic inverse problem is obtained by
combining the motion model with the forward operator from the underlying static
scenario.
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. o,

initial time time instance ¢ initial time time instance t

Fig. 2 Illustration of the motion model in terms of ®; (left) and I'; (right)

2.1 Diffeomorphic Motion Models

Throughout the article, let [0, T] C R denote an interval covering the time period
required for the measurement process. Without loss of generality, we consider the
initial state of the object, denoted by fj, as the reference configuration represented
in the cartesian coordinate system of R”. The motion of the particles can then be
expressed by a sequence of mappings ®; : R* — R”, r € [0, T] with ®g(x) =
x. Considering the particle initially located at position x € R”, the vector ®;(x)
denotes its position at time ¢, see Fig. 2 (left).

Motivated by medical applications and elastic deformations in non-destructive
testing, ®; is assumed to be a diffeomorphism for all + € [0, T] and we denote
Iy = QD,_I. The descriptive interpretation of the mapping I'; is the following: The
particle located at x at time # was at the initial time at position I';x, see Fig. 2 (right).

Using the motion functions I'y, t € [0, T] and the initial state function fj, we
find the state of the object at time instance ¢ to be

f,x) = fo(l'1(x)). ey

To simplify the notation, we write I',x instead of I';(x).
Remark 1 This motion model is intensity preserving, i.e. each particle keeps its
initial intensity over time. Analogously, a mass preserving model of type

f@, x) = fo(I'tx) | det DI'; x|

could be considered. Please note that this simply results in different weights within
the mathematical model of dynamic inverse problems. In particular, this does not
alter the nature of our reconstruction algorithms, as explained in [18].

Support Condition
In applications, the studied specimen, more precisely fy and all its trans-
formed versions f;, ¢ € [0, T'] typically have compact support. In particular,

(continued)
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we assume
supp(fo(I';)) C Qx forallz € [0, T] )

with a bounded subset Qy C R”. Further, throughout the article, we make
use of the continuous extension fy(x) := 0 for x ¢ Qy.

We next address how such motion information can be extracted from measured
data.

Extraction of Motion Information

In applications, the exact motion, i.e. the motion functions I'; : R” — R”", 7 €
[0, T] are in general unknown. If modelled by suitable basis functions by, e.g.
B-splines [50] with coefficients wy (7)) € R,

N
Ti(x) = wi ()b (2, %),

k=1

this requires to estimate the paramters wy (¢) prior to or within the reconstruc-
tion step.

Recovering both the unknown parameters and the reference image of
the object simultaneously leads to non-convex optimization problems of
extremely large size, [3]. This complexity however can be reduced by
decoupling the two tasks.

For instance, the calibration of the deformation parameters is proposed
to be performed via additional measurements with external devices or
via additional images, eventually obtained from another imaging modality
[1, 7, 35, 40, 41]. In [34], linear scaling and translation parameters are
estimated directly from dynamic, two-dimensional CT-data without any prior
knowledge about the object or any additional measurement. This approach
is extended in [17] to general parametrized deformation maps. The authors
in [24] propose an iterative procedure: If edges look cluttered in an initial
reconstruction, the reconstruction step is repeated with an updated motion
model.

In the following, we want to focus on the aspect of motion compensation.
Therefore, throughout the article, we assume the deformation maps I';, ¢ € [0, T,
to be known.
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2.2 Model Operators for Dynamic Linear Inverse Problems

We now turn to the derivation of forward operators modelling dynamic inverse
problems. To this end, we combine our motion model with the mathematical model
that characterizes the underlying static case.

Many imaging modalities can be modelled mathematically by a linear integral
operator represented by a kernel k : [0, T] x R x R" — R (or C) via

A Ly(Qx) — Lo([0, T] x Qy)

Ah(t,y) = / h(x)k(t,y, x)dx, 3)
Rn

where Qx and Qy denote bounded subsets of R” and R™, respectively. In this
model, the codomain of A is already given in the time-resolved form (i.e. the
time instance ¢ arises explicitly as one of the data variables) accounting for a
time-dependent data acquisition. However, the investigated object described by &
is assumed to be static. Therefore, we refer to the problem

“Find h from Ah(t,y) = g(t,y), te[0,T],ye Qy” 4)

as static inverse problem.

Example (Static CT)
The mathematical model for 2D computerized tomography (CT) is given by
the 2D Radon transform

R: Ly(V1(0)) — L2([0, 2] x R)

Rh(p,s) = /zh(x)B(s —xTo(¢p)) dx
R

with 6(p) = (cos(p), sin(<p))T, the delta-distribution § and the unit circle
V1(0). This model corresponds to the integration of the searched-for static
quantity A, which is compactly supported in V1 (0), along the straight lines

L(p,s):={x¢€ R? : xT6(p) = s}. (&)

In modern CT scanners, all detector points record simultaneously. Thus,
the time consuming step of the data acquisition protocol is the rotation
of the radiation source around the specimen. Since the source position is

(continued)
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characterized by the angle ¢, this is the data variable that can be uniquely
identified by a time instance ¢ and vice versa. Thus, the mapping

R : La(V1(0)) — L2([0,27] x R)

Rh(t,s) = /2 h(x)8(s — xT0(t)) dx
R

matches the time-resolved representation (3).

We now derive the mathematical model for the associated time-dependent inverse
problem. Let the sequence of functions (f;):c[0,7], fr : R" — R, characterize the
time-dependent object with compact support in Q2x C R”. Then, at time instance ¢,
the measurement g(z, -) encodes the state f;. Thus, the associated dynamic inverse
problem is given by

AV, y) = g(t, y) (©6)

with the dynamic operator

A, y) = ALi(t, y)

and f € Lo([0,T] x Qx), f(t,x) := f;(x). Thus, A®" can be considered as
mapping from L, ([0, 7] x Qx) into L, ([0, T] x Qy). If the static operator A is of
type (3), then

ﬂdynf(t’ y) — ‘4{” f(l, x) k([, v, )C) dx.

From this representation, it becomes clear that additional information are required in
order to extract the time-dependent quantity f from the dynamic data g = A" f.

Additional Information Required

The added time dimension regarding the searched-for quantity results in an
incomplete data problem: In the static case, all measured data, i.e. g(¢, ) V# €
[0, T'], encode the information about one single object state. For instance
in CT, this corresponds to recovering a function from all its line integrals.
In contrast, in the dynamic scenario, only a very small portion of the data,
namely g(¢, -) for one single time instance ¢, encode each individual state. In

(continued)
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CT, this corresponds to the task of recovering each state f; from a subset of
its line integrals (namely only from line integrals in direction 6 (r)1).

Thus, solving dynamic inverse problems typically requires the incorpora-
tion of some additional information. Hence, we now incorporate temporal
correlations of the individual object states in terms of a motion model as
described in Sect. 2.1.

Incorporating correlation (1), i.e. f(t,x) = fo(I';x), in the definition of the
dynamic forward operator A%, we obtain the following operator A for the initial
state function

Ar folt. y) = fR foTix) k(r, y. ) dx,

which depends on the motion functions I';, ¢ € [0, T]. In particular, the substitution
x — I';x yields the equivalent representation

Ar folt. y) = /R | det DT ()] fo(x) k(t, v, T ') dx. ™

The support condition (2) ensures that the range R(Ar) is a subset of L, ([0, T] x
Qy). Thus, Ar can be considered as mapping from L(2x) — L2([0, T] x Qy).

If the deformation fields I'; are known, the dynamic inverse problem (6) reduces
to determining fo from the equation

Ar fo=2g. ®)

Example (Dynamic CT)
In dynamic 2D CT, the inverse problem

Rrfo=¢g
has to be solved with the dynamic forward operator
Rr fo(t,s) = / |det DT, x| fo(x) 8(s — (T; ') T 0.()) dx.

This operator integrates a weighted version of the reference state fj along the
curved lines

(continued)
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Fig. 3 Integration curves in
the static case (left) and in
case of a non-affine
deformation (right)

Cr(t,s) ={x e R*| (I7'0)T0(r) = s},

see also Fig. 3.

If the dynamic behaviour is described by affine deformations, i.e. I';x =
A;x + b; with A; € R¥*Z and b; € R? for all ¢ € [0, T, then the integration
curves simplify to

Cap(t,8) = {x e R?|xT(ATO(1)) = s + AT b,}.

Thus, in this particular case, they correspond to shifted and rotated versions of
the original straight lines L (¢, s) from the static case, see (5), and the dynamic
operator Rr can be related to the underlying static operator R by a change of
coordinates in data space. This means

Rr = VR

with suitable transformation V.

In general, however, it is not possible to express a curved line as rigid
transformation of a straight line. In this case, the dynamic model R cannot
be related to R by modifying the data acquisition scheme, so we can say they
differ strongly.

This observation from dynamic CT motivates the following classification scheme
for dynamic inverse problems.

Classification Scheme [16]

Let A be a static operator and let (I';);c[0,7] be a motion model. If there
exists a diffeomorphism M : [0, T] x R"™ — [0, T] x R™ and a continuous
function « : [0, T] x R™ — [0, T'] x R™ \ {0} such that

(continued)
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Ar = VA
with an operator

Ve(y) =a(t,y) g(M(t, y)), ©)

then the motion model (I';);¢[0,7] is called moderate with respect to A.
Otherwise, we speak of a strong motion model with respect to A.
The operator V as in (9) is studied in more detail in Theorem 1.

Inverse problems, including (6) and (8), are in general ill-posed and thus, a
regularization method is required to solve these problems. In the following sections,
we address the derivation of suitable dynamic regularizations for both types of
deformations.

We conclude this section by stating the representation of the adjoint operators
A and A since they play an important role throughout the article. For the

time-resolved operator j‘ldy”*, we calculate

ﬂdy"*g(t, x) = / k(t,y,x)g(t,y)dy.

Qy

A change of coordinates in the integral (Ar f, g)1, leads to the representation

ALg(x) = f[o o KO T 8y dr . (10)
, 1 | X322y

If we denote

A 1 L2(Qx) — La(R™)
f=AfQy) =Af(E,y)

for fixed ¢ € [0, T], then, with
Ag(x) = f A g (x) dr,
[0,T]
it holds
dyn* _ g*
A g (x) = A g (x), (11)

and
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tg(x) = / |det DT x| A g, (T L) dr (12)
[0,7]

for g € L2([0, T] x R™) with g (y) := g(t, y).
With the mathematical model at hand, we now develop suitable regularization
methods within the subsequent sections.

3 Compensating Moderate Deformations

In this section, we study regularization strategies for dynamic inverse problems with
moderate motion. To this purpose, we consider the more general setting of A being
a mapping into a weighted L,-space, i.e.

A Ly(Qx) = La([0, T] x Qy, w)

with a measurable weight w. Considering such weighted L;-spaces has several
advantages, for instance with respect to mapping properties or the derivation of a
singular value decomposition. Regarding the Radon transform R for instance, the
singular value decomposition is known if R is considered as mapping L, (V1(0)) —
L>([0, 2] x [—1, 1], w) with weight w(s) := (1 — s2)~1/2.

In case of a moderate deformation, the dynamic forward operator Ar is given by
Ar = VA with an operator V as stated in (9). We start by summarizing properties
of this mapping V from [16].

Theorem 1 The operator

V:Ly([0,T] x Qy,w) — Lr(M([0, T] x R™), wr)
Vg(t,y) = alt,y) g(M(t, y))

with weight wr(t, y) = |det DM (¢, y)| a(t, y) "2 w(M(t, v)) is linear and bijective
with inverse

V=
Proof According to its Definition, V is linear. We first compute its adjoint
V*: La(M([0, T x Qy), wr) —> L2([0, T x Qy, w).

It holds

(Vg, h)L,q0, 112y, ur) = / Vg(t,y) h(t, y) wr(t, y)dedy
[0,T]xQy
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Z/[O - a(t,y)"" g(M(t, y) hit, y) | det DM(t, y)| w(M(t, y)) didy

—1
-/ g yym (M7 ) M y) wr, ) drdy
M([0,T]1xQy)
= (8 V*h) Ly (10.71x2y).w)

with V(. y) = m (M~ )™ h(M~'(t,y)). For g € Ly([0.T] x Q. w).
we further obtain

1 ! 1
VVg, ) =m (M0 y) VoM™, y)

=m (M0, y))_l m (M7 ) g MM @, )

=g(t,y),

and respectively for g € Lo(M ([0, T] x Qy), wr)

(V(V*g(t’ )’) = g([, y)’

ie. V! = O

Due to the properties of “V verified in Theorem 1, many properties of the static
operator A transfer directly to its dynamic counterpart Ar. A detailed overview
is given in [16]. The following Lemma states some of these properties which are
relevant regarding the formulation of suitable dynamic regularization methods.

Lemma 1

(i) If A: Ly(RQx) — Lo([0, T] x Qy, w) is continuous, then
Ar 2 La(Q2x) — La(M([0, T] x Qy), wr)

is continuous.
(ii) Regarding the nullspace, noted N, it holds

N(Ar) = NA). (13)

(iii) Let A" be the generalized inverse of A. Then, the pseudoinverse of Ar is given
by

A=AV
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Proof

(i) Since V is a unitary transformation, it holds

IAr | Ly (0, T1x Q) wr) = 1A L,0, T1x 2y, w)-

(ii) The nullspace property follows from the bijectivity of V.
(iii) Let f = ALg, ie. f € N(Ar)* and ALAr f = Akg. Since V is a unitary
operator, it holds

ALAr = AVVA = A" A,
and further
AAf = AV g

Due to the nullspace property (13), f € N(Ar)* implies f € N(A)L. Thus,
f=Atvlg
O

From the proof of Lemma 1 iii), it follows directly for the domain Z)(ﬂ;) =
R(Ar) @ R(Ar)*, where R(Ar) denotes the range of Ar:

Corollary 1 For g € D(AL), it holds V~'g € D(A).

With these properties, we can show the following regularization property.
Theorem 2 Let the family (7)< 0,00) be a regularization for A", Then, the Sfamily
(Sy)ye(o,oo) with

S, =T, V!

is a regularization for ﬂIL

Proof Let g € D(ﬂ;) and ||g — g€|| < e. With Corollary 1, it follows V™ lg e
D(AT) and due to the unitary property of V, it holds | V~'g — V7 1g¢|| = |lg —
g°ll < e.Since (7 )ye(0,00) is a regularization for AT, we obtain with the parameter
choice rule y = y (¢, g) and the regularizing property of (T} ), (0,00)

lim Sy (e,g)8° = lim TV g =A Vg =Alg.

8—g 8€—¢

This concludes the proof. O

Thus, for moderate deformations, we obtain a dynamic regularization method
for solving Ar fo = g by adapting any static regularization for A according to the
transform V.
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Further properties, including a singular value decomposition and a characteri-
zation of the ill-posedness of the dynamic forward operator Ar under moderate
deformation I' can be found in [16].

Example: Photoacoustic Tomography
To illustrate the theoretical results of this section, we consider the static
inverse problem A f = g with the circular Radon transform

1
AfO@, 1) =— fv o F@x)8(r —116() — xI]) dx, (14)
1

which integrates a measurable function f supported inside the unit disk
Vi(0) C R? along circles

Ct,r)={xeR>: |x—0@)| =r}

with (1) = (cos(?), sin(t))T and (¢,7) € [0,27] x (0, o0). This operator
represents for instance a simplified mathematical model in 2D photoacoustic
tomography (PAT), see for instance [26].

Theorem 3 Let (I';);c[o,7] describe a rotational movement of the initial state
fo, i.e. Tyx := A;x with unitary matrix

A, = (cos(a),) - Sin(w,)) c R2x2

sin(w;) cos(wy)

forallt € [0,2r] with w; € R such that {0(t + w;) : t € [0,27]} = st
Then, the dynamic operator Ar is related to the static transform A via

Ar = VA

with Vg6, r) = g(Ou,+1. 7).

Thus, rotations as stated in the Theorem are moderate deformations with
respect to the spherical Radon transform.

Proof According to (7), the dynamic operator Ar with the stated motion
model is given by

1
Arf@.r) = 5— |det A7 £(x)8(r — [16(1) — A7 x]) dx.
Tr Jvi(0)

(continued)
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For each t € [0, 2], A; represents a rotation with angle «y, i.e. it holds
|det A, 1| = 1, and we further obtain

1
ArfO@),r) = 2—[ f&x)8(r — 1A 0(r) — x|]) dx
Tr Jvi(0)
= VAr@@),r)

with Vg(0(t),r) = g(@(w; + 1), 7). O
Remark 2

(i) Please note that the property {6(+ + w;) : t € [0,2%]} = S !
guarantees the required diffeomorphism property of the transform 7 :
St x 0, 00) — St x (0, 00). Descriptively, this condition ensures that
all information about the object f are actually encoded in the dynamic
data g = Ar f. This is studied in more detail in the subsequent book
chapter Microlocal properties of dynamic Fourier integral operators.

(i) Theorem 3 states, that in the presence of an object rotation, the dynamic
operator Ar still integrates along circles. The additional constraint on
the rotation sequence (A;);c[0,2] ensures, that all these modified circles
cover the complete unit disk (i.e. the support of the object).

Theorem 4 A suitable reconstruction method SPTBY : L,(S! x (0,2)) —
Lo (V1(0)) for dynamic photoacoustic tomography with rotational movement
as stated above is given by

1 2 2
SPFBP o (x) = E/o /0 (0,r9,8)(0(1), ) log |r* — |x — T,0()|1?| dr dt.

Proof Since rotational deformations as stated above are moderate defor-
mations with respect to the circular Radon transform, we obtain a suitable
dynamic reconstruction method by adapting an established regularization
strategy from the static case. The circular Radon transform as given in (14) is
well known in the literature and various inversion formulae were worked out,
for instance in the 2D case as

2 2
Fo)= = / / @3, AL)OD), r) Tog [r? = x — 0| drdr
2 Jo Jo

=T f (),

(continued)
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see [11], providing a static reconstruction method denoted 7FBP  Thus,
SPFBP . qFBPq~1 j5 a dynamic reconstruction method according to
Theorem 2 and with the representation of <V, it holds

1 2 p2
S50 =5 [ ["@ro v 9@, toglr? ~ Ik 6P| aras

1 2 2
~ o / V@780 0(), 1) Tog | — lx — 00)|1?| drdr
o Jo
1 2 p2
= / (@rr:£)0(0). ) log |2 — I1x — A,6() || drdt.
o Jo
This concludes the proof. -

For the numerical evaluation, we consider the phantom depicted in Fig. 4
(left). In this example, the phantom performs on the time interval [0, 7] a
rotational movement given by the angles w;, = ¢/10, ¢ € [0, 7] and during
[, 2] returns to its initial state. The state of the object at the end of the
scanning is shown in Fig. 4 (right).

The respective PAT data are simulated by discretizing the forward operator
Ar with the trapezoidal rule with 1400 samples. More precisely, we hereby
obtain the discrete data

&jk = (ﬂrtjf)(tj,rk), j=1,...,Nandk=1,..., M,

where ¢; are uniformly distributed angles in [0, 277), ¢ uniformly distributed
in [0, 2] with N = 300, M = 300. Furthermore, in order to test stability, we
add a sample of White Noise to the data set, corresponding to a noise level of
2.5%.

The result of the above stated reconstruction method is illustrated in Fig. 5
(left), which shows the reconstructed initial state of the objecton a 512 x 512
grid. Figure 5 (right) illustrates the result of the static filtered backprojection
algorithm applied to the dynamic data. The comparison with the exact initial
state shows that the dynamic reconstruction technique in fact compensates for
the motion while the static algorithm causes strong distortion artefacts.

Further examples, including a detailed evaluation regarding computerized
tomography can be found in [16].
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Fig. 4 Phantom at the initial
time ¢ = 0 (left) and at half
time of the scanning, i.e. at
time t = m (right)

Fig. 5 Dynamic
reconstruction at the initial
time (left) and static
reconstruction (right) from
noisy data

4 Compensating General Deformations via the Method of
the Approximate Inverse

After working out a regularization theory for moderate deformations, we now turn
towards the more general scenario of strong deformations. To this purpose, we focus
on (8) and apply the method of the approximate inverse which calculates linear
functionals of the sought-for solution, see [30, 32]. To simplify the notation, we
consider in the following

A Ly(Qx) = L2([0, T] x Qy),

i.e. as mapping between classical L,-spaces. Nevertheless, the presented theory can
be easily extended to weighted L;-spaces as well.

4.1 The Method of the Approximate Inverse

In order to obtain a stable approximation of the solution fy, we calculate the
smoothed version foy,

fox) & fy () = (o, %) Lo
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with a prescribed mollifier 87 . The precise definition of a mollifier is given in the
following, see also [46].

Definition 1 For all x € Qy, let 87 € L,(Qx) with
/ 87(z)dz=1, y>0.
Qx
Let further

fy(x)=/ f(2)8%(2)dz
Qx

converge to f in Ly(Qyx) as y — 0. Then, 8/ is called a mollifier.

A mollified version foy can be reconstructed by evaluating linear functionals on
the measured dynamic data g = Ar fy.

Theorem 5 Let 8] € L2(2x) be a mollifier and let ) be the solution of
AFYL =57 (15)
Then,

17 () = (g, ¥ ) L0, T1x20)-

Equation (15) is called auxiliary problem, its solution v called reconstruction
kernel. Since Ar depends on the dynamic behavior, we speak of Eq. (15) as dynamic
auxiliary problem, and of ¥} as dynamic reconstruction kernel.

As a further specification, we call ¥} a special reconstruction kernel since it
depends on the specific reconstruction point x.

The Approximate Inverse

Theorem 5 introduces an operator S” : Ly ([0, T] x Qy) — L»(Qx) with
S’g(x) = (g, ¥)]) L,» which is called approximate inverse of Ar. The
regularization property of the method is ensured by imposing conditions on
the mollifier and on the choice of parameter y [30, 31]. The effect of the
dynamic behavior on the smoothing properties of the forward operator is
analyzed in the chapter Microlocal properties of dynamic Fourier integral
operators [19].

Since the auxiliary problem (15) is independent of the data, the reconstruction
kernel v/ can be precomputed. In principle, mollifiers for different reconstruction
points x can be chosen independently. In this case, however, the auxiliary problem
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(15) has to be solved for distinct right-hand sides leading to high computational
costs and storage needs. This effort can be reduced by considering invariances of
AL

Theorem 6 Let
T{" : Lay(Qx) = Lo(R"), T3 : Ly([0, T]1 x Qy) — La([0, T] x R™)
be linear operators with
Ti AL = ALTY, (16)
and let ¥V be a solution of the auxiliary problem
Ary? =87 (17)

with §V € Ly(x). Then a solution of

ALY =6
with the special mollifier
8 =18 (18)
is given by
v =T

Proof According to the relations (16), (17), and (18), it holds
ALTS Y = TYARYY = T'8" =68Y,

and thus, T3 v, solves the auxiliary problem A} v =Y. O

Consequently, only a single auxiliary problem has to be solved while the special
mollifiers and corresponding reconstruction kernels are generated by applying the
operators 7} and T3, respectively.

Remark 3 The method of the approximate inverse can be extended to enable the so-
called feature reconstruction, where a feature L fy with a linear feature operator £ is
determined directly from the measured data, see [20, 31]. In this case, the respective
reconstruction kernel can be computed by solving the auxiliary problem

Ayl = L5,
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and efficient algorithms are obtained by considering linear invariance properties for
A as well as L.

4.2 Computing the Dynamic Reconstruction Kernel

We now address the solution of the auxiliary problem (15). In static CT, for instance,
an explicit representation of the kernel /¥ can be derived using the inversion
formula for the Radon transform [31]. For dynamic forward operators Ar, no
general inversion formula is known so far. Thus, we present an alternative strategy
to compute suitable dynamic reconstruction kernels. The idea consists in exploiting
the relation with the time-resolved forward operator A% and its adjoint operator.

ﬂdy”*g(t, x) = AR k(x,t,y) g, y)dy.

Theorem 7 Let 8¢ be a mollifier for the initial state function fo and denote

-1
eg’x(t,z)=</ |detDF;1(r,z)|dv> 87 (I'2). (19)
[0.7]

Further assume there exists 1,0())/ L with
Y Y
ﬂ*w(),x = eO,x‘ (20)
Then, it holds
(i)
Y Y
(fs €0 ) L2010, T1x2x) = (S0, 8 ) L5
in particular, e(’)/ . I8 a time-dependent mollifier incorporating the motion
information,
(ii)
dyn* vV _ QY
AL Fw(),x = 0y,

ie. wg . Is our searched-for reconstruction kernel.
Proof

(i) From the definition of e(’)/,x, it follows
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/[O . |det DI 2| e} (1. T '2) dt

—1
=/ |detDr,‘z|5§(z)(/ IdetDFvl(z)|dv> dr = 87 (2).
[0,T] [0,T]

Together with the temporal correlation (1), namely f(z,x) = fo(I'rx), the
support property (2) and the substitution 7z := I';(z), we then obtain

(f, eg,x>L2([o,T]x§zX) :/ f(f,Z)eg,x(t,z)dtdz
[0,T1x S

= / foTuz) el (r, 2) dr dz
[0,T]xR" g
- /[o TIxR fo@ | det DTl eg (1, T '2) dr dZ
s xR"

= / fo(z) 8% @) dr dz
RV!
= (f0. 81 ) Ly(2y)-

A simple calculation further shows

/ e (v, 2)dvdz =/ 81 (2)dz =1,
[0,T]xR" n

ie. eg’x is in fact a time-dependent mollifier for f(0, x) according to Defini-
tion 1.
(ii) The correlation between 87 and e())/,x from the proof of i) along with the equation

ﬂdy”*w(’; .= e())/,x and the representations of A" and AL, see (11) and (12),
yields
57 (2) = /[0  1depr el T o
=/ | det DI 2| AP g7 (1, T2y dr
[0.T]
Z/[O T]|detDF;1z|ﬂ;“w({x(t, I lz)de
= ALY, ()

Thus, wg . is the searched-for dynamic reconstruction kernel.
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Exploiting invariances, it is sufficient to solve the auxiliary problem for x = 0,
ie. ﬂdy”*wy = eV withe? := ego.

What if ¢” Is Not in the Range of A*?

If e is not in the range of A*, then the auxiliary problem A*Y? = e has
no solution in the classical sense and instead, the generalized solution via the
Moore-Penrose inverse has to be computed. However, an analysis provided
in [15] turns out, that in the static setting, the generalized solution of (20)
does not represent an adequate approximation to the exact kernel. Thus, [15]
proposed instead to approximate ¥ by minimizing the penalized defect

2
Hﬂdyn*l/fy _ e H +o ”w}/ _ ystat ”2’ o« >0,
or equivalently by solving the normal equation
(ﬂdynﬂdyn* +a1)wy — ﬂdyney +O“py,stat

with the identity operator I, incorporating the exact static reconstruction
kernel in the penalty term. The numerical examples in [15] as well as our
results in Sect.4.3 will illustrate that reconstruction kernels of this kind
provide in fact a good motion compensation. Besides, the normal equation
is an integral equation of the second kind, so it can be solved numerically
without the severe problems arising for equations of the first kind.

We now address suitable invariance operators for the dynamic scenario. This is
studied in detail in [15].

For affine deformations, we can adapt invariances holding in the static case to
invariance properties in the dynamic case.

Theorem 8 Let Tlx  Lr(Qx) — Lo(R™) and T;’t : Ly(Qy) —> Lr(R™) be
invariance operators for the static problem with fixed time instance t, i.e.

T A = AT Vx,t.
Then, for affine motion functions T'y, t € [0, T], it holds

T AL = ALT,"
with

7" Ly([0, T] x R™) —> Ly([0, T] x R™)
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d rx—rlo
T gt y)=T," " gy

Proof Since I'; is an affine mapping, it holds in particular
Iy z—-x) =072 — @7 'x =171 0)).
With the definition of the involved operators, we obtain

PRLETS pa (W7

ﬂ”szdy”g(z) = /[O . |det DT,z 71;“T2F g (T 1x) dr

1. -l
C O g (0 ) dr

:/ |det DT, 2| T,

[0,7]

=/ |det DT ' z| A g (T 'z — (07 e — T710)) dr
[0,T]

_ / |det DT 2| A g, (T (2 — x)) dt
[0,T]

= Arg(z — x)
= Tlx T«g (2).
This concludes the proof. O

Remark 4 As discussed in [15], deriving linear invariances in the presence of non-
linear object motion might in general not be possible. Hence, the use of approximate
invariances is suggested instead and an error analysis has been provided. For our
numerical examples, we are going to use approximate invariance which are exact for

affine deformations, namely by using the operators 7}* and T2d " as defined above.

4.3 Applications

We want to illustrate our general dynamic reconstruction technique at the example
of 3D X-ray tomography. An evaluation regarding 2D computerized tomography
with parallel scanning geometry can be found in [15].

Example: 3D X-Ray Tomography

We consider an X-ray source emitting a cone of X-rays through the studied
specimen to a 2D detector. The movement of the combination source-detector
determines different geometries. Let M C R3 describe the curve of the X-ray

(continued)
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source. Then, the mathematical model of 3D-CT for a static object 4 is given
by the cone-beam transform

Dh(a,0) = /oo h(a + B6)dB
0

with @ € M C R? denoting the position of the source and § € >
characterizing the direction of the ray.

One simple realization consists in rotating the radiation source on
a circle around the specimen with radius R > 0, ie. M =
{R (cos(p), sin(p),0)T |¢ € [0,27]}. Despite some drawbacks from a
mathematical point of view (for instance the Tuy—Kirillov condition is not
satisfied resulting in incomplete data), this geometry is used in many real-
world applications. Thus, we consider this setting in the following.

As in the 2D case, see the example of the Radon transform on page 7, the
rotation of the radiation source represents the time-dependent step of the data
acquisition, i.e. we identify the angle ¢ which characterizes the current source
position as time variable. Thus, we obtain the dynamic operator

DY f(t,0) = / fa(t) + po,1)dB
0

for a time-dependent function f € L, ([0, T] x Q). If we further incorporate
the motion information, we obtain

Dr folt, 6) = /0 Fo(Tr(a(t) + B6)) dB

as dynamic operator for the initial state fj, respectively.

In order to derive a reconstruction algorithm which compensates for the
motion, we apply the method proposed in Sect. 4.2. Following Theorem 7, we
determine the reconstruction kernel /¥ by considering the auxiliary problem

DY = ¥ Q1)

with the time-dependent mollifier e” (19) stemming from the static mollifier
8.

Lemma 2 The adjoint operator D™ as mapping from Ly ([0, 2] x §2) to
L>([0, 27r] x R?) is given by

v x—_“(”)
DY g(t,x) = |lx —a@®)| g (a(t), lx —a@®| /)"

(continued)
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Proof Since the investigated object has compact support (and is surrounded
by source and detector), there is a minimal radius L such that supp f C V (0)
and L < R. Therefore, in the definition of the cone beam transform, we can
restrict ourselves to the integration over a compact interval [L{, Ly] C R,
where 0 < Ly < R — L and Ly > L + R. This results in the following
representation for the dynamic operator

Ly
DY f(1,0) = | fla(t)+ Bo, 1) dp.
Ly
With the substitution x := a(¢) + 6, we obtain

d
(D", 8) Lyq0.271x52) = /
0,27

=f f fe, 0 llx —a@)) ™2
[0,27] J' V1 (0)
g<t, m> dedr,

Ilx —a@)]

and thus the stated representation for D% . O

L
]1 * Fa(t) + B6. 1) g(z, 0) dB d6 dr
1J82JL,

A generalized solution of (21) is computed via the penalized normal
equation

(Ddynﬂdyn* + O{])wy — Z)dyne}/ + (Xl[/y'”at.

Due to the property

Ly
D DH o (1, 0) = ) DY o a(t) + B0, 1) dB
1

Ly B ﬁe )
= o) 2g(t, — ) d
/Ll 1801 g<f 160] B

— L L l‘@
_(Ll _Lz>g(’ %

with appropriately selected L1, Ly € R (see proof of Lemma 2), we obtain
11 !
Y'={——-—+«a (Z)dy"ey + oupy’”‘”) .

(continued)
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Thus, the reconstruction kernel for dynamic cone-beam tomography results
from averaging the generalized solution of the dynamic auxiliary problem
and the static reconstruction kernel. In the static case, suitable reconstruction
kernels have been derived for the circular cone beam transform. For instance,
the static reconstruction kernel associated to the Gaussian mollifier

llzi2

1
87 (z2) = 2m) 32 =0 2y2
Y

has been computed by Weber in his PhD-thesis [49] and in [33]. Further, he
and his co-authors derived the special reconstruction kernels ) stat by

))C/,stat(a(t)’ 0) = Tz)c,twy(a(f)e 0)

with (approximate) invariance operator

2
x,t _ R T
I, ¢(a@),0) = ——>V¥(a, U 0),
lla — x|l
where U corresponds to the unitary matrix that rotates ﬁ onto a/R, i.e.

We adapt this invariance operator according to Theorem 8 and Remark 4 to
the dynamic setting with motion model I".

Numerical Results

The algorithm is tested for the three-dimensional phantom with compact
support in V1 (0) whose initial state is shown in Fig. 6 (first row) for three
different cross sections throughout the object. The dynamic behavior is
described by the nonlinear scaling

(1) x1+1D)3-1
551(1)
Mx = | (2@ x4~

Ss2(1)
X3

s3(7)

with

(continued)
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Fig. 6 Initial state (first row) and final state (second row) of our 3D phantom with nonaffine
deformation. The three columns correspond to different crossections of the phantom (first column:
fixed component x3 = 0, second column: fixed component x, = —0.27, third column: fixed
component x; = 0)

s1(t) = /sin(0.0375 - /),  s2(t) = /sin(0.045 - t /1),

s3(t) =1+ %(sl(t) + s2(2)), te]0,2x].

To illustrate this dynamic behavior, the final state of the three cross sections
is shown in Fig.6 (last row). The respective dynamic cone-beam data are
simulated for 360 source positions rotating on a circle with radius R = 8 and
801 x 801 planar detector points. In order to account for the statistical nature
of photon emission, we further add noise to the simulated data characterized
by the Poisson distribution resulting in an overall peak-signal-to-noise-ratio
of 16 dB (corresponding to a noise level of approximately 6%).

We then apply the proposed dynamic algorithm with regularization param-
eters y = 0.0025 and « = 1. We further choose L| = RT_l and L, = 2R.

(continued)
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Fig. 7 Dynamic reconstruction (first row) and static reconstruction (second row) from noisy
dynamic data. The three columns correspond to different crossections of the phantom (first column:
fixed component x3 = 0, second column: fixed component x, = —0.27, third column: fixed
component x| = 0)

The respective reconstruction result is shown in Fig. 7 (first row) for the three
cross sections of the object. As a comparison, the second row of Fig. 7 depicts
the respective result when the algorithm with the static filter from [33] with
regularization parameter y = 0.0025 is applied to the dynamic data. Compar-
ing the results highlights the motion compensation property of the proposed
dynamic reconstruction approach. Despite the severe non-affine displacement
during the data collection, the initial state is reconstructed without distortions
or motion artefacts. With a static algorithm however, severe distortions arise.
In particular, the small inclusion in the right ellipse (see first and second
column) is not visible in the static reconstruction for x, = —0.27 (since it
moved out from this cross section in the course of the data acquisition). In
practical applications, the motion parameters have to be extracted beforehand,
see our discussion in Sect.2.1. Thus, we further want to evaluate how

(continued)
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our dynamic reconstruction strategy performs in combination with a potential
motion estimation procedure. For this purpose, we apply the dynamic recon-
struction algorithm with approximate motion parameters, which are obtained
by adding noise samples uniformly distributed in [—0.09, 0.09] to the exact
parameters. These noise samples correspond to a relative estimation error
of 12, 5%. Figure 8 provides a visual comparison between the exact motion
parameter s1 and the noisy version used for the reconstruction step.

The result of the dynamic algorithm with approximate motion parameters
is displayed in Fig. 9. This experiment shows that the dynamic regularization
technique compensates well for the motion even if its parameters are not
exactly known.

0.6
0.4} ]
0.2 ]
—— exact motion paramter s (¢)
okt | noisy motion parameter |
| | | | | | | | | | | |

|
0 0.5 1 1.5 2 2.5 3 35 4 45 ) 5.5 6 6.

ot

Fig. 9 Dynamic reconstruction with noisy motion parameters with nonaffine deformation from
noisy dynamic data. The three columns correspond to different crossections of the phantom (first
column: fixed component x3 = 0, second column: fixed component x; = —0.27, third column:
fixed component x; = 0)
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5 Conclusion

In this chapter, we presented regularization strategies to solve general linear
dynamic inverse problems with known object motion. In particular, our method
based on the approximate inverse is not restricted to affine deformations. The numer-
ical results from 3D cone-beam tomography illustrate its capability to compensate
for strong, non-affine motion. The subsequent chapter provides a complementary
study on the effect of the motion on the overall information content in dynamic
data.
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Bernadette N. Hahn, Melina-L. Kienle Garrido, and Eric Todd Quinto

Abstract Following from the previous chapter Motion compensation strategies in
tomography, this article provides a complementary study on the overall information
content in dynamic tomographic data using the framework of microlocal analysis
and Fourier integral operators. Based on this study, we further analyze which
characteristic features of the studied specimen can be reliably reconstructed from
dynamic tomographic data and which additional artifacts have to be expected in
a dynamic image reconstruction. Our theoretical results, in particular the affect of
the dynamic behavior on the measured data and the reconstruction result, is then
illustrated in detail at various numerical examples from dynamic photoacoustic
tomography.

1 On Singularities and Artifacts

In the previous chapter Motion compensation strategies in tomography [16], we
studied regularization strategies for solving time-dependent inverse problems in
tomography, which arise when the investigated specimen changes during the data
acquisition process. In this article, we now provide a complementary study on the
overall information content of such dynamic tomography data. In particular, we
show how the respective information content affects the reconstruction quality.
Typically, the searched-for quantity f in tomographic applications can be
considered as a piecewise constant function, where each value represents a specific
material (e.g. bone, brain, air, etc.). In this case, the gradient V f—or more precisely
the singularities of f-—contain much of the information about f. A rigorous
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mathematical definition of singularity is given in Sect.2 along with an intuitive
example.

The task “finding f from measured data g = Af” then corresponds to
“extracting the singular features of f from g”. Thus, a thorough analysis on how
an operator A encodes singular features has to be developed in order to fully
understand the reconstruction process. This in turn can provide important insights
regarding the design of reconstruction operators in order to avoid the formation of
unwanted artifacts in the resulting reconstruction.

The most prominent example is limited-angle computerized tomography. In
various applications, the radiation source cannot perform a complete 180- or
360° rotation around the specimen, such as for instance in dental diagnostics.
If data are only measured for a subinterval of this angular range, the standard
CT-reconstruction algorithm causes additional features, namely streak artifacts, to
appear in the reconstruction results, see Figs. 2 and 3. Furthermore, certain singular
features are missing in the reconstructed image.

An analysis of singularities and artifacts requires deep mathematics, namely the
theory of microlocal analysis which goes back to techniques developed by Hor-
mander and others based on Fourier transforms. Over the last decades, microlocal
analysis has been employed to understand image formation in static tomographic
problems such as classical X-ray CT [9, 27, 31], seismics [5, 11, 29], sonar [10, 25],
radar [1, 6, 28, 36], electron microscope tomography [32], Compton CT [34, 39],
and geodesic transforms [8, 19].

In this article, we extend these classic results to dynamic tomography problems.
In particular, we tackle the following questions:

* How does the dynamic behavior of the object affect the information content of
the data g?

*  Which singular features can be reliably reconstructed from dynamic tomography
data?

* Which additional artifacts have to be expected in a dynamic image reconstruc-
tion?

Such a rigorous mathematical characterization can have great benefits in appli-
cations. For instance, it allows radiologists to determine whether a singularity in the
reconstructed image belongs to the object or represents an artifacts, thereby making
more reliable medical diagnoses. It could further serve as a basis for developing
an adaptive data sampling protocol depending on the motion of the patient so
that the measurements encode all relevant information. The analysis based on the
model operator A could also be combined with data driven methods for image
reconstruction or image post-processing in order to guarantee reliable results.

Microlocal analysis has begun to be used in motion-compensated CT [18, 22, 23]
with extensions to generalized dynamic Radon transforms [17, 33]. The aim of this
article is to provide a general framework for dynamic Fourier integral operators
along with a characterization of visible singularities and added artifacts.

With this aim in mind, the article is organized as follows. In Sect. 2, we provide
the basic concepts from microlocal analysis, including the concepts of singularities,
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Fourier integral operators and artifacts. Next, in Sect. 3, we derive the concept of
dynamic Fourier integral operators based on an underlying motion model, and we
study how these operators encode the singularities of the searched-for quantity in
the measured data. Due to their practical relevance in tomography, we provide, in
particular, a detailed analysis for the special case of generalized dynamic Radon
transforms. Section 4 addresses the reconstruction problem assuming the motion
is known exactly. In particular, we characterize visible and added singularities
in dynamic reconstructions using methods of filtered backprojection type. Our
theoretical results are then illustrated in Sect. 5 for various numerical examples from
dynamic photoacoustic tomography (PAT).

2 Basic Concepts of Microlocal Analysis

In this section we will outline the basic microlocal principles used in the article. We
refer to [20, 21, 24, 37, 38] for more details.

First, we introduce some basic notation. Let x = (x1, x») be in R2 and let & be
a real-valued function of variables including x. Let G = (g1, g2)” be an R?-valued
function of variables including x. Then we define

081 981
oh 0h D, g
D.h=—,—]), DG = (3 ) — (¥
x <3x1 3x2) x (f& 3&) <ng2

dx; dxp

and other derivatives are defined in a similar way; for example, if 4 depends on ¢,

then we define D;h = %

We now introduce notation for higher derivatives. Let n € N, then the point
o = (a],ap,...,0,) € {0,1,2,...}" is called a multi-index. Let Q2 be an open
subset of R” and let & : 2 — R be smooth. Then we define

9% 92 9%
z—h and

Dh =
Bxf“ 3)(;2 0x," (1)

el =01 +aa+---ap.

Now, we introduce some basic function classes. The set D(R™) consists of all
C®° smooth functions of compact support in R” and fy — f in DR") if for
some fixed compact set K, all fj are supported in K and f;y — f uniformly along
with all derivatives. The set E(R") is the set of all C* smooth functions on R”
with convergence in & being uniform convergence on compact sets along with all
derivatives.

The dual space to D(R") is denoted £ (R") and called the space of distributions.
Its topology is defined by weak convergence (i.e., uy — u in O'(R") if for every
f € DR, ur(f) — u(f)). The dual space to E(R") is the set E'(R") of all
distributions of compact support with the topology defined by weak convergence on
functions in &(R"). More details on these function spaces can be found, e.g., in [35].
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2.1 A Rigorous Theory of Singularities

Wavefront sets are a precise classification of singularities of functions and the key
to understanding them is the relation between smoothness of f and rapid decay at
infinity of its Fourier transform, ¥ f (y) = % /xe]R2 e VT f(x)dx.

Smoothness and Rapid Decay
A distribution f € & (R") is smooth if and only if ¥ f is rapidly decaying at
infinity (i.e., ¥ f (&) decays at infinity faster than any power of 1/ ||£]]).

The proof of this statement uses the Fourier inversion formula [35], boundedness
of F: L'(R") — L°°(R"), and that, under the Fourier transform, a derivative of f
becomes the product of a polynomial with 7.

Definition 1 Letu € 9'(R") and let (xg, &) € R" x (R" \ {0}). Then u is smooth
at x¢ in direction & if there is a smooth cutoff function at xo, ¥ € D@R") (i.e.,
Y(xo) # 0) and an open cone V containing &y such that F(yu)(§) is rapidly
decaying at infinity for all § € V.

On the other hand, if u is not smooth at x( in direction &g, then (xq, &) € WF(u),
the C*° wavefront set of u.

This definition generalizes the relation between rapid decay of #f and smooth-
ness of f by considering decay near individual directions rather than in all
directions. Generally, the wavefront set is defined as a subset of a cotangent
bundle, but we will not use that abstraction since there is a natural identification
of R x (R" \ {0}) with T*(R") \ {0}.

In particular, according to its definition, the vectors (xo, £&9) € WF(u) charac-
terize simultaneously the location, xg € R”, and the direction, &y € R”" \ {0} of
singularities of f.

Example

The wavefront sets of characteristic functions can be understood intuitively.
First, let D be the unit disk in R? and let XD, be its characteristic function.

Note that xp is smooth (either identically zero or identically one) away from

the boundary of D, namely the unit sphere S!. Therefore, the wavefront set

WE(xp) should involve only points x in this boundary. In fact, WF(xp) is

the set of normals to the boundary of the disk,

(x,tx)|x e St #£0
o] |

(continued)
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S ol

u=0 lh

i1

Fig. 1 An illustration of WF(u) when u = yxp is the characteristic function of the unit disk D
(left) and when u = x is the characteristic function of a rectangle R (right)

as illustrated in Fig.1 (left). Intuitively, these normal vectors point in the
direction of greatest “non-smoothness.”

If S is an arbitrary set with smooth boundary, then the wavefront set of xg
consists of all normals to the boundary of S.

If the set S has a corner, then the wavefront set of xg will include all vectors
at the corner. For example, the wavefront set of the characteristic function
xr of a rectangle R will include all normal vectors along the edges of the
rectangle and all vectors at the vertices of the rectangle, see Fig. 1 (right).

In general, if u is not smooth at a point x, then u has wavefront set above
x; that is, for some & € R?\ {0}, (x, £) € WF(u).

The following theorem will be important to analyze added artifacts.

Theorem 1 ([21, Theorem 8.2.10]) Let 21 be an open set in R" and let u €
& (Q). If the following non-cancellation condition holds

V(z,§) € WFu) : (z, —§) ¢ WF(xp), 2
then the product xpu can be defined as a distribution. In this case,
WEF(xpu) C Q(B, WF(u)),
where for W C Q1 x R" \ {0}

Q(B, W) :={(z,§+n) |z € B,[(z,§) € WVE& = 0]Al(z, n) € WF(xp)Vn = 0]},
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2.2 Fourier Integral Operators

In this section, we define the fundamental classes of operators on which our analysis
is based. Note that we do not give the general definitions but ones that are sufficient
for our purposes. In particular, we consider two-dimensional imaging problems
in this article, i.e. we set the dimension to n = 2 in the following. For other
applications, one would use the definition for general spaces in [38, Chapter VI.2]
or [20]. These operators are defined in terms of amplitudes and we start with this
definition.

Definition 2 (Amplitude of Order k) Let Q2| and €2, be open sets in R? and let
m € {1,2}. Now let a(z, x, t) be a smooth function on | x €, x R™. Then « is an
amplitude of order k if it satisfies the following condition. For each compact subset
K in Q1 x €27 and each M e N, there exists a positive constant Cg 3y such that

DfoDZa(z,x, r)‘ <Cxm(1+ (E2 ikl 3)

forall (z, x, 7) € K x R whenever [&] + ‘E( + 7l <M.

We now define the general class of operators we consider in this article.
Definition 3 (Fourier Integral Operator (FIO)) Let m € {1,2} and let Q;
and @, be open subsets of R2. The real-valued function ® = &(z,x,7) €
C® (21 x Q2 x (R™\ {0})) is called a phase function if ® is positive homoge-
neous of degree 1 in the phase variable 7. We define

o = {(z,x,7) € Q1 x 2 x R™\ {0} | D, ® = 0} 4)
and we call the phase function ® non-degenerate if

D,® and D,® are both nonzero for all (z, x, 7) € Top. (&)

Now let a(z, x, t) be an amplitude (see Definition 2) of order k and let @ be a
non-degenerate phase function.
The operator 7 defined for u € &' () by

Tu(z) = /eiq)(z""f)a(z, x, Du(x)dx dr 6)

is a Fourier Integral Operator (FIO) of order k + (m — 2)/2.
The canonical relation for T is

C:={(z, D@z, x,7);x, —Dx®P(z,x, 7)) | (2, x,7) € To}. @)

Since the phase function & satisfies (5), the sets ¢ and C are smooth manifolds.
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Example (Radon Transform)
The mathematical model of computerized tomography is given by the classi-
cal Radon transform

Ru(g, s) = fu(x>6(s —x"0(p)) dx,
which integrates u along the straight lines
Ix € R? |xT9(go) = s}

with 6(¢) = (cosg, sing)’ and § the delta-distribution. Note that Q; =
[0, 2] x R with O and 27 identified in this case; therefore the data variable
z € 1 has been replaced by (¢, s) € [0, 2] x R. This operator is an FIO of
order —1/2 with phase variable 7 € R\ {0} and representation

] 1
Ru(p, s) = /e”(“xT‘g(“’))z—u(x) dx dr,
b4

where the phase function is ® (¢, s, x, ) = 7(s — x 8(¢)) and the amplitude
isa(e,s,x,t) = %, which is a symbol of order zero. Note that this Fourier
representation of R is valid by the Fourier Slice Theorem (e.g., [26, Theorem
1.1].

Example (Pseudodifferential Operators (PSIDOs))
We now define a special type of FIO. In this case, m = 2 and the phase
variable will be denoted £ € R?. Let 2 be an open subset of R

Let the function a(z, x, &) for (z, x, &) € 2 x 2 x R? be an amplitude
satisfying Definition 2. Define

D(z,x,8) =& - (z—x),

then @ is a phase function satisfying the non-degeneracy condition (5).
Under these conditions the pseudodifferential operator (PSIDO)

Pu(z) = / & P@ND gz, x, E)u(x) dx dg

is an FIO satisfying Definition 3.

(continued)
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Note that, if the amplitude @ has order k, then # is an FIO of order k
associated to the canonical relation

A= {(x,g,x,g) | (x,6) € @ x (RZ\{O}).}

Every smooth differential operator is a PSIDO, and its order as a PSIDO is
the same as its order as a differential operator.

2.3 FIO and Wavefront Sets

To state the theorems that describe how operators change wavefront sets, we need
the following definitions. Let X and Y be setsandlet BC X x Y, C C Y x X, and
D C X. Then, we define
C'={xy|(.x)ecC)
CoD::{er|ElxeD,(y,x)€C} ®)
BoC:={(',x)e XxX|EIy €Y, (x',y)€B, (y,x)eC},

and

Mp:C—Y, N(y,x)=y
Mg :C — X, Mgy, x)=x

are the natural projections from C.
Next, we note that the formal dual of an FIO is an FIO.

Theorem 2 ([20, Theorem 4.2.1]) Let 7 be an FIO of order k with canonical
relation C. Then the formal dual operator, T* to T is an FIO of order k with
canonical relation C'.

The next definition is helpful to determine which singularities are visible, as we
will discuss in the next section.

Definition 4 Let 7 be an FIO given by (6) with amplitude a of order k. Then 7~
is elliptic if its amplitude a satisfies the following condition. For each compact set
K C Q1 x Q there are constants Cx > 0 and Sg > 0 such that for all (z, x) € K
and for all 7 € R™ such that ||7] > Sk,

la(z, x, T)| > Cx (1 + ||,
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Our next definition is fundamental for our results.

Definition 5 Let 7 be an FIO with canonical relation C. Then, 7 satisfies the semi-
global Bolker Assumption if the natural projection IT; : C — Q1 x R?\ {0} is an
embedding—a smooth injective map with injective derivative.

Victor Guillemin [12, 14] called Definition 5 plus additional geometric condi-
tions (including that 7 is a Radon transform defined by a double fibration for which
the projection to X is proper, and I1g is surjective) the Bolker Assumption. His
extra conditions assure that one can compose 7 and 7 and that the composition
is an elliptic pseudodifferential operator. This is not true in general without extra
assumptions.

A straightforward calculation shows that PSIDOs satisfy the semi-global Bolker
Assumption.

FIOs transform wavefront sets in precise ways, and our next theorem, a special
case of the Hormander-Sato Lemma, is a key to our analysis.

Theorem 3 ([20, Theorems 2.5.7 and 2.5.14], [38, Section 6.3, (6.22)]) Let 7 be
an FIO (Definition 3) with canonical relation C. Let f € E (). Then

WE(Tf) C C o WE(f). 9)

If T is elliptic and satisfies the semi-global Bolker Assumption, then equality holds
in (9).

For PSIDOs, this theorem implies that WF(P(f)) C WF(f) and equality holds
if P is elliptic since the canonical relation of PSIDOs is A.
We will need several continuity results for FIOs.

Theorem 4 ([21, Theorem 8.2.13]) Let T be an FIO satisfying Definition 3. Then
T :E(Q) — D' () is weakly continuous.

Therefore, if £ is a PSIDO satisfying the conditions in the Example on
Pseudodifferential Operators , then P : &' () — D'() is weakly continuous.

Theorem 4 is valid because we assume (5) in the definition of FIO, and this
condition holds for the phase function for PSIDO. In general, FIOs are continuous
in Sobolev scale. Before stating our theorem, we provide some definitions.

Definition 6 Let 2 be an open subset of R2. The set H?(Q2) is the set of all
distributions u with compact support in €2 such that the Sobolev norm

Jully = \//g L T® (1+ E17)° dg

is finite.
The set Hj; (£2) is the set of all distributions u supported in €2 such that for all
cutoff functions ¢ € D(Q), pu € HI ().
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We say a linear operator A : H} () — Hlsozk (21) is continuous if for each

fixed compact set K C €2 and each ¢ € D(L1), there is a constant Ck , > 0 such
that for all u € E'(R;) supported in K,

loAulls— < Ck . llulls -

Theorem 5 ([20, Theorem 4.3.1]) Let 7 be an FIO of order k € R and assume
the projection TI; : C — Qi x R? is an immersion (i.e. the derivative of Ty is
injective). Then

T HE (Q) — Hi K Q)

IS continuous.

Therefore, if A is a PSIDO of order k then A : H!(Q) — Hlsozk (RQ) is
continuous.

Note that the condition in this theorem about IT; will be true whenever 7 satisfies
the semi-global Bolker Assumption.

2.4 Visible Singularities and Artifacts

In the rest of the article, the reconstruction operators we consider will be either
regular PSIDOs or PSIDO-like operators that have discontinuous symbols, and we
will use the theory of singularities and FIOs developed in this section to describe
what these operators can do to singularities of the object in the reconstruction step.
We now provide the basic terminology to describe this.

Definition 7 Let £ be a reconstruction operator, f € E'(R?), and (x, &) € WE(f).

Then, (x, &) will be a singularity of f that is visible in the reconstruction or
visible singularity if (x, &) € WF(Lf).

On the other hand, (x, &) will be an invisible singularity of f if (x,&) ¢
WE(Lf).

Any singularity (y, n) € WF(Lf) thatis not in WF(f) will be called an artefact.

This terminology is illustrated using two examples from static 2D-CT. According
to the inversion formula of the Radon transform, all singularities of f can be
recovered via a filtered backprojection algorithm, if data are collected for ¢ € [0, ],
[26]. However, if a only a smaller angular range can be covered, certain singularities
will be invisible in the reconstruction and streak artifacts arise instead [31]. This
is illustrated in Fig.2 for the Shepp-Logan phantom with ¢ € [0, %n] and in
Fig. 3 for a circular phantom with ¢ € [0, ] (left). For this circular phantom, the
visible/invisible singularities and the added artifacts are highlighted in Fig. 3 (right).

A detailed analysis of visible and invisible singularities as well as added artifacts
in dynamic image reconstruction is provided in Sect. 4.
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Fig. 2 Shepp-Logan
Phantom reconstructed from
2D CT-data with limited
angular range [0, %n]

Fig. 3 Left: Circular phantom reconstructed from "D-CT data with limited angular range [0, F].
Right: Visible singularities (solid line), invisible singularities (dotted line) and added artifacts
(dashed line) for a circular phantom

3 Encoding Object Singularities in Dynamic Imaging Data

In this section, we analyze how singularities of a moving object get encoded in
dynamic imaging data. Therefore, we first recall the motion model developed in the
chapter Motion compensation strategies in tomography [16] and the mathematical
characterization for our moving object.

Let [0,T], T € R.p = (0, 00) denote the time interval required for the data
acquisition process and let R7 be an open interval containing [0, T'].

A two-dimensional specimen that changes in time can be described by a time-
dependent function /2 : Ry x R? — R, where h(t, -) corresponds to the state of the
searched-for quantity at a fixed time instance + € Ry. We define f(x) := h(0, x)
to be the initial state of the specimen. In tomographic applications, the object under
investigation typically has compact support at all time instances. Thus, without loss
of generality, we assume f (and all object states h(z, ), t € Rr) to be compactly
supported in a fixed open set 2, C R?.
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LetI' : Rr x Q7 — ) be the mapping which relates the state of the object at
time ¢ to its reference configuration f, more precisely

h(t,x) = f(Tx).

Thus, I describes the motion of the object particles over time. More precisely, the
vector ' (¢, x) denotes which particle is at position x at time ¢.
Throughout the article, we make the following assumption on I'.

Smooth Diffeomorphic Motion Model

We call a mapping I' : Ry x Qo — Q9 a smooth diffeomorphic motion
model with motion functions I'y : Qo — 2, I'; := I'(¢, -), if the following
conditions are satisfied:

e T :Ry x Q — Q9 is smooth,
e I :Qy — Q) is adiffeomorphism for all 7 € Rr.

Remark 1 The diffeomorphism condition guarantees that two particles cannot move
into the same position, no particle gets lost (or added) and their relocation is smooth.

In practical applications, only discrete data sets are measured, i.e. the dynamic
behavior is only ascertained for finitely many time instances, and the body does
move continuously. This justifies the assumption that I" is smooth with respect to
time

3.1 Dynamic FIOs

Let 7 be a FIO according to Definition 3 for a static quantity f € &'(€2;), where we
identify one of the data variables (without loss of generality z1) as time instance ¢.
Thus, we replace the data variable z by (¢, y) € Ry x IT where IT is an open subset
of R. This results in the representation

T,y = /eiq)(t’y’x’ﬂa(t, v,x,7)f(x)dxdr, (¢,y) € Rp x II.

In the dynamic setting, at time ¢, the state of the object f(I';-) is encoded by 7,
resulting (after a change of variables) in the associated dynamic forward operator

. el
Tt f(t,y) =/eld’(fﬂr *Da(t, y, U7 x, v) | det DT x| f(x)dx de.
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We denote

ar(t, y,x, ) = |det Dy, 'x|a(t, y, T; 'x, 7)
and

Or(t,y,x,t) =D, y, Ft_lx, 7)

for (¢, y) e Ry x I, x € Q3,7 € R™\ {0}.

Theorem 6 Let I be a smooth diffeomorphic motion model. Assume the static
operator T is a FIO of order k + (m — 2)/2 (see Definition 3) with amplitude a
of order k and non-degenerate phase function ®. Further, assume

if(t,y, Ft_lx, 7) € X and Dy® =0, then
(10)
D®(t, y, T, 1) + Dy ®(t, y, T x, 1) - DT x #£0.

Then, T is a FIO of order k + (m — 2)/2 with amplitude ar of order k and phase
Sfunction ®r. If, in addition, T is elliptic, then T is elliptic.

Remark 2 Note that the condition (10) is satisfied if D, ® is never equal to zero on
Y. We will see in Sect. 3.2 that this is the case for generalized Radon transforms.

Proof Since a is an amplitude of order k, this property transfers to ar due to the
smoothness of the motion functions I'; and their inverse I', .

By the same argument, ®r inherits the smoothness property from . Since ® is
positive homogeneous of degree 1 in , the same holds for ®r. Thus, ®r is a phase
function.

Using the chain rule, we compute

Dy ®r(t, y, x,7) = Dy, y, T, 'x, 7) + D ®(t, y, Ty 'x, ) - Dy Ty ',

D ®r(t, y,x, 1) = Dy ®(t, y, [ x, 7) - DTy,
and
D, ®r(t,y, x, 1) = D, ®(t, y, I x, 7).
From the last property, it follows
Sop = |(r, v, x,7) € Ry x T x 25 x R\ {0) ( D@t y. T x, 1) = 0}

= {(t,y,x,r) ‘ t,y, Ft_lx,t) € Eq>].
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Since @ is non-degenerate, D, P is nonzero on X¢. Further, I';” !'is a diffeomor-
phism for all # and therefore, D,I";” !X has nonzero determinant, i.e. the matrix is
regular. Thus, on X¢., the derivative D, ®r(z, y, x, T) is nonzero. Since Ft_lx is
independent of y, it follows together with condition (10) that ®r is non-degenerate,
and thus, according to Definition 3, 7T is a FIO.

The ellipticity of the static FIO 7 transfers to its dynamic counterpart 7T due
to the smoothness of the motion functions I'; and inverse I'; ! and that [y is a
diffeomorphism. O

The next statement follows directly from Theorem 3,

Theorem 7 Let 1 be a FIO (according to Definition 3) with canonical relation
Cr. Then, for f € E(Qy),

WE(TT f) C Cr o WE(f).

Equality holds if T, is elliptic and satisfies the semi-global Bolker Assumption.

Thus, each singularity in the dynamic data stems from a singularity of the object.

Warning
Without additional assumptions on the motion model, the dynamic FIO 7
does not, in general, satisfy the semi-global Bolker condition, even if the
static FIO 7 does. An example corresponds to 7~ being the classical Radon
transform and I describing a smooth rotational movement of the same speed
than the radiation source, see [18].

In the next section, we state additional assumptions on I', under which the
semi-global Bolker condition holds at least for dynamic generalized Radon
transforms.

3.2 Dynamic Generalized Radon Transforms

The measurement process in many imaging modalities (such as CT, PAT, sonar, etc.)
can be modelled by a generalized Radon transform, i.e. an operator that integrates
over smooth curves in the plane. We assume the curves are defined as level sets in
x of a smooth function ¥ : Ry x Q7 — R. Specifically, we assume the following
hypothesis.

Hypothesis 1 Let W : Ry x Q — R. If W satisfies the following properties, then
W will be called a defining function.

1. W is smooth and for all (7, x) € Ry x Q,, D,V (t, x) # 0.
2. There is an open interval IT such that for each (¢, y) € R; x I1
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St,y)={xeQ|y=v@x}

defines a nontrivial smooth curve.
. Foreacht € Ry, Q; C UyenSr(z, ) (so the curves S(z, -) cover Q).
4. For each compact set K C 2, there is a compact subset L of IT such that
KNS, y)=0forall (1, y) € Rr x (IT\ L).

W

Each part of Hypothesis 1 puts more structure on the set of curves S(¢, y). Part 1
ensures that each curve is a smooth regular curve. Part 2 means that the curve S(z, y)
is defined for all y € II. Part 3 means that, for each ¢, the curves S(z, -) cover Q,
and part 4 will allow us to compose operators in Sect. 4.2 by assuming that S(¢, y)
is “near” the boundary of €2 if y is “near” the boundary of IT.

With this notation, the generalized Radon transform can be written

Af(t,y) = /a(t,y,X)f(x)S(y —W(r,x))dx, (r,y) €eRy xTI 1)

which integrates the quantity f weighted with the C°° function a on the curve in
R? defined by y = W(t, x). Because D,V is never zero, A can be written

Aft,y) = /e"“@—‘””x»a(t, y, x) f(x)dx do (12)

with phase variable ¢ in R and phase ®(¢,y,x,0) = o(y — ¥(t,x)) and
amplitude a. These statements follow from basic facts about the Fourier transform
and arguments in [2, 13] and the calculation starting at (10) in [30]. By Theorem 8
below, A is an FIO.

Due to their practical relevance, we now study this type of operators in more
detail.

With a smooth diffeomorphic motion model I', the associated dynamic forward
operator becomes

Arf(t,y) = /a(t, v, 7 f(0)8(y — Wi, T x)) det DT xdx (13)
for all (¢, y) € Ry x II. Then, the FIO version is
Ar f(t,y) = few(y—“’(fff'xna(t, y, [0y det DT x| f(x)dedo. (14)

These are justified using a change of variable in (11) and in (12). To simplify the
subsequent expressions, we set

Wr(t,x) :=W(, T %), (1,x) € Rp x Q. (15)

The operator Ar integrates the weighted initial state f along the curves
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Srt,y) ={xeQ|y=Vrx}. (16)

Our next theorem shows that Ar is an elliptic FIO under reasonable conditions.

Theorem 8 Let V be a defining function, and let ‘A be the generalized Radon
transform defined by (11) where a in (11) is smooth. Then A is an elliptic FIO
of order —1/2.

Let T" be a smooth diffeomorphic motion model. Then, the dynamic operator Ar
in (14) is an elliptic FIO of order —1/2 with amplitude

ar(t,y,s,o) = |det Dxl"l_lx| a(t,y, Ft_lx),
phase function

®r(t, y,x,0) =0y — W, Ty,

defining function ®r and canonical relation

Cr = {((:, Ur (. 1)), (= 0 DV (t, x), 0); x, 0 Dy (t, x))

|teRT,er2,aeR\{0}}.

Proof To show that A is an FIO, we first note that the phase is

O(t,y,x,0) =0(y — V(t, x)).
Since DWW is never zero, D, ® is nowhere zero, and D, ®(t,y,x,0) = o is
nonzero for all ¢ € R\ {0}, so ® is a nondegenerate phase function. Therefore, A
satisfies Definition 3 and A is an FIO. Since a is smooth, positive and independent

of o, a is an amplitude of order zero and so A is an elliptic FIO of order —1/2.
Now, we explain why Ar is an elliptic FIO. Since

Dy®rI' =0 and D;®r(t,y,x,0) =y — ¥r(t, x),
the set Y. is characterized by
o = [, Vr@t,x), x,0) | (1,x,0) € Ry x T x Q x R\ {0}}.
Further, we obtain the derivatives

D,®r = —o D, Vr,
D y®r = (—o D;Vr, 0).
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In particular D, ®rI is never equal to zero on X¢r.. Thus, Ar is an elliptic FIO
of order —1/2 according to Theorem 6. The stated representation for the canonical
relation Ct follows directly from the representation of the above derivatives.

The property that Wt is a defining function follows from the respective property
of W. First, D, (Wr) = Dy¢p D, I'; I'is nowhere zero by part 1 for W. This proves
part 1 for Wr. The other parts of the proposition follow from the fact that, for all
t € Ry, Iy : Qo — 2 is a bijective diffeomorphism. |

We now state conditions on the motion model and the phase function such that
the dynamic operator Ar satisfies the semi-global Bolker assumption.

Theorem 9 Let V be a defining function, and let A be the generalized Radon
transform defined by (11) where a in (12) is smooth.

Let " be a smooth diffeomorphic motion model and let Ar be the dynamic FIO
(13) with Wt given by (15).

We further assume, that Pt satisfies the following additional conditions:

e The map

Wr(t, x)
X = <DI\IJr(t,x)) a7

is one-to-one for each t.
e Forallx € Qandallt € Ry,

D)Clpr(ta X)
det(Dth\yr(t’x)) £0. (18)

Then, Ar satisfies the semi-global Bolker Assumption.

Condition (17) implies the injectivity of 1z, and this ensures that the data,
respectively the integration curves, can distinguish different points in the object.
Condition (18) implies that I1; : Cr — Rr x IT x RR? \ {0} is an immersion
(i.e. its derivative is injective), and this guarantees that the integration curves vary
sufficiently to detect the object singularities. For a more detailed interpretation, we
refer to [18].

The proof has been stated in the literature, for instance in [33] for generic
integration curves, in [18] for dynamic CT or in [4] for dynamic PAT. The argument
applies by analogy to our case and is therefore omitted here.

Theorem 10 Let V be a defining function, and let A be the generalized Radon
transform defined by (11) where a in (11) is smooth. Let T be a smooth diffeomor-
phic motion model. Then, for our dynamic imaging operator Ar in (13),

WEF(Ar f) C Cr o WE(f).
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If Ais, in addition, elliptic (a is nowhere zero) and if the motion model satisfies the
stronger conditions (17) and (18), then

WEF(Ar f) = Cr o WF(f).

This theorem is a direct consequence of Theorems 7 and 8.

Using the representation of the canonical relation Ct from Theorem 8, we obtain
the following explicit correspondence between wavefront of Ar f and that of f. Let
(t,y) e Rr xIando #0,v e R. If ((t, y), (—ov, 0)) € WF(Ar f), then there
exists an element x € Sr(¢, y) such that

(x, 0 Dx¥r(t, x)) € WE(f),

where Sr(z, y) is the integration curve given by (16).

If Ar is in addition elliptic and satisfies the semi-global Bolker Assumption,
then, for t € Ry, ((t, y), (—ov, 0)) € WF(Ar f) if and only if there exists an
x € Sr(t, y) such that D;,Wr(t,x) = v and (x, o DyWr (¢, x)) € WF(f). In case
such a point x exists, it is unique.

We conclude this section by stating smoothing properties of Ar between Sobolev
spaces. Note that R7 x IT is an open subset of R? so one can use our definitions for
Sobolev spaces on Ry x IT.

Theorem 11 Let V be a defining function, and let A be the generalized Radon
transform defined by (11) where a in (12) is smooth. Assume T is a smooth
diffeomorphic motion model, and assume the dynamic operator Ar in (13) satisfies
the additional condition (18). Then,

Ar : HY () - HT2 Ry x 1)

is continuous.

Proof According to Theorem 8, Ar is a FIO of order k = —1/2. Additionally,
condition (18) yields that the projection I1; : Cr — T*(Rr x IT) \ {0} is an
immersion. Hence, we can apply Theorem 5 and obtain that Ar : HI () —
Hs+1/2

1oc (R x IT) is continuous. m]

According to the above theorem, the data Ar f are smoother than f by 1/2 in
Sobolev scale. In particular, for a smooth diffeomorphic motion model satisfying
(17) and (18), Ar has the same smoothing property as the static operator A.

After analyzing the overall information content of dynamic data, we now study
which object singularities can be reliably reconstructed and which additional
artifacts have to be expected.
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4 Reconstruction Operators and Artefact Study

In this section, we apply the theory of microlocal analysis to define and analyze
reconstruction operators to solve dynamic inverse problems 7 f = g. From Sect. 2,
we know that Fourier integral operators encode singularities of f in specific ways.
The idea now is to construct reconstruction operators which recover the visible
singularities from the measured data g = 7 f.

4.1 An Ideal Scenario: Smoothly Periodic Motion

In practical applications, data can only be measured for ¢ in a closed interval
[0, T] C Ry. From a theoretical point of view, this is troublesome since smooth
function (and hence distributions) are defined on open sets in order for derivatives
to be well defined.

For a specific type of functions, namely smoothly 7'-periodic functions, this does
not impose a restriction. A function of ¢ (and perhaps other variables) will be called
smoothly T —periodic if it extends to ¢ € R as a smooth function that is 7 —periodic.
This allows us to define &([0, T'] x IT) to be the set of functions on [0, T'] x IT
which extend to functions on R x IT that are smooth and 7 —periodic in 7. The set
D([0, T] x IT) then denotes the set of those functions with compact support.

We start our study of reconstruction operators within this idealized framework
by assuming that the motion model I, the amplitude a and the phase function &
(and V¥ in case of a generalized Radon transform) are all smoothly 7' —periodic. So,
for example, I" can be extended in ¢ to a functionon Rand I'(¢,-) = T'(t + T, -) for
allt e R.

The dual operator plays a crucial role, and it is defined by

. -1
Wrg(x)=/[0 T]/H/Rz HPEY T XD gy Tk, o) | det DT x| g (2, y) de dy dr.

In particular, the operator 7% then corresponds to the formal dual of 77 for g €
D([0, T] x I).

For dynamic generalized Radon transforms as in (13), this corresponds to the
backprojection operator A, defined by

Arg(x) =/[0 T]ar(t, Wr(r, x), x)g(t, Wr(t, x))dr, 19)
t€l0,

for g € E(Rr x II). This is true by taking the expression (13) and calculating its
dual and integrating the § function with respect to y.
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Our next theorem provides conditions under which 71 is an FIO in the
T —periodic case, and this includes dynamic generalized Radon transforms satis-
fying Hypothesis 1.

Theorem 12 Let T" be a smooth diffeomorphic T —periodic motion model such that
I is a dynamic FIO that satisfies the semi-global Bolker Assumption. In addition,
assume that Tt and Tt' are both strongly continuous as mappings

TIT : D(2) — D0, T] x IT), 7_!1“ :E(0, T] x IT) — E(£27). (20)
Let P be a PSIDO. Then, the operator
Lr :=T-PTr
is well defined for f € & () and
WE(Lr f) C WE(f). 2D

Now, assume that P and Tt are elliptic with positive symbols and the natural
projection TIg : Cr — Q5 x R?\ {0} is surjective. Then

WE(Lr f) = WE(f). (22)

Let W be smoothly T —periodic and satisfy Hypothesis 1 and let A be a
generalized Radon transform with defining function V. Then (20) holds for Ar.
Therefore, (21) and (22) hold under the appropriate hypotheses above.

Proof Let Cr denote the canonical relation of the FIO 7. Since, the operator 711“ is
the formal dual of 7, it is a FIO as well with canonical relation Ci-. As T satisfies
the semi-global Bolker Assumption,

ChoCr C A= {(x,&x,8|(x &) e xR\ {0}}.

According to Theorem 4, the PSIDO # : ([0, T] x 1) — D'([0, T] x I) is
weakly continuous. By duality with their adjoints and the continuity assumptions
(20), 71 : &' (R?) — &'([0, T] x ) is weakly continuous as is 7% : D/ ([0, T] x
M) — D'(y). Therefore, the composition L := ‘7"14)‘7' r is well-defined and
weakly continuous for f € & ().

Using Theorem 3, we obtain

WE(Lr f) C Cf o Cr o WE(f) C WE(f).

Next we explain why equality holds in (21) if all operators are elliptic, 7T
satisfies the semi-global Bolker Assumption and Ilg is surjective from Cr to
Q) xR?\ {0}. Since P is a PSIDO, its canonical relation is A. Since [T is surjective,
Cf o A o Cr = A. By the semi-global Bolker Assumption, the operators can be
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composed as FIO, and since they are all elliptic the symbol of the composition, Lr,
is the product symbol on the product canonical relations pulled back to A (see the
symbol calculation in [30]). In this case, Lr is an elliptic PSIDO and equality holds
in (21).

Now let A be a T —periodic generalized Radon transform with defining function,
. Since W satisfies Hypothesis 1, the dynamic generalized Radon transform Ar is
a T —periodic FIO with defining function Wr.

We now outline the proof of (20) for Ar. Let K be a compact subset of 23
and let L C IT be the compact set in Hypothesis 1 part 4 for K. Then, Ar maps
functions supported in K to functions supported in [0, T] x L. One proves that
this map is continuous from Dk to Do, 71x 1 (see [35, sections 6.1-6.6]) using the
explicit expression (13) (or that Ar is a generalized Radon transform, e.g., [30]).
To prove that ?{} 1 6([0, T] x IT) — &(£27), one uses the expression (19) for 3{}
and the fact that [0, T'] is compact and all functions are smoothly 7 —periodic. This
allows us to apply the statements for 71 for Ar. O

Theorem 12 provides a strategy to design suitable reconstruction operators. If we
choose a PSIDO as above, then the operator

S]" = ‘71‘*?

applied to the data g = 7T f provides an image L f whose singularities coincide
with singularities of the searched-for quantity f. In particular, Lr f displays the
object singularities that it reconstructs at their correct location with the correct
direction, i.e. the motion is compensated for. If the operators are elliptic and the
other assumptions of Theorem 12 hold, then L f reproduces all singularities of f.
Therefore, Lr f = 77t f = Srg can be interpreted as an approximate inversion
formula for the purpose of motion compensation.

4.2 The Realistic Case: Non-periodic Motion

The T -periodicity assumption on I' in the last section imposes a severe restriction
regarding practical applications. This assumption implies that the data have to
encode the same state of the object at beginning and end of the scanning—a condition
which, in general, will not be met.

Therefore, we want to analyze this more realistic setting in the following. More
generally, we consider the scenario that data g(¢,y) = 91 f(¢,y) are measured
for (¢,y) € [a, B] C Ry with 0 < o < B < T. This framework covers, for
instance, also data acquisition protocols with limited angular range. Then, formally,
the forward operator 7T needs to be restricted to the data set. This can be achieved
by multiplying with the characteristic function x[q, g1xm1 of [e, 8] x II.
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In order to study the effect on the singularities in the data and under reconstruc-
tion, we can apply the paradigm given in [10] which characterizes a broad range of
incomplete data problems. In particular, the study divides into the following steps:

Verify that the multiplication of Y4 1xm and 7t
is well defined for distributions f € &'(Qy).

Y

Check that Trpp1 = Xap1n/t/f
has compact support for f € &’(Q).

'

Construct a reconstruction operator in anal-
ogy to Section 4.1 by introducing a smooth
cut-off function p such that the composition

Lrjup) = Tr (pPPTijap)) : E'(Q) — D'()

with PSIDO P is well defined.

Y

Characterize the wavefront set WF(Lr,[4]/)-

Note if 71* : 9 — 2’ then the cutoff p is not necessary.

With this general outline, we now perform the artefact study for operator Ar
from Sect.3.2 (13), i.e. for a dynamic generalized Radon transform with smooth
diffeomorphic motion model I.

First, we verify that the multiplication with the characteristic function x[«,g1x 1
is well-defined.

Proposition 1 Assume V satisfies Hypothesis 1 and T is a smooth motion model.
Then, the operator Ar [o.81f = XapxIAr f is well-defined for distributions
fe& ().

Proof Let f € & (). We apply Theorem 1 with the data set B := [, 8] x TI.
Using the representation of the canonical relation Cr of Ar (see Theorem 8), it
follows that

Cr o WE(f) C {(1,y, ) € Ry x TT x R*\ {0} | & # 0}. (23)

However, WF(x(o.5) = {(t.y.£1,0) |t € {a, B}, y € T1, & % 0}. Therefore
sums of such points are of the form (z, y, n1, &) where & # 0. Therefore, the
non-cancellation condition (2) holds, and Theorem 1 can be used to conclude that
Ar 10,81 f is well-defined for f € E'(). |
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Proposition 2 Assume V satisfies Hypothesis 1 and T is a smooth motion model.
Then, Ar [,p1f has compact support for all f € E(Q), ie. Ar .61 & () —
ER7 x ).

Proof Let f € E(R22). By Theorem 8, Wr is a defining function. Thus, according to
Hypothesis 1 part 4, there is a compact set L C IT such that Ar f (¢, y) is supported
on Ry x L.

Because x[«,p) is zero for ¢ ¢ [a, B] and all y and Ar (4,61 f is zero for all y
outside a compact set, the product, Ar[«, g1 f has compact support in [c, 8] x L.

O
The formal dual to Ar on Ry x IT is given by
Arg(x) = fR ar(t, Wr (1, x), x) g(t, Wr(t, x))de. (24)
T

Since the domain of Aj: is not, in general, D'(R7 x IT), we multiply by a smooth
cutoff function. Therefore, let p : Ry — R be smooth and equal to one on [«, 8]
and be supported in R7. The corresponding restricted backprojection operator is
then given by

A ,8 = Ar(pg). (25)
In analogy to Sect. 4.1, we would like to consider
Lrj0.p1 = Ar ,PAr 0,81, (26)

with a PSIDO # to build a reconstruction operator for the non-periodic case.
Therefore, we have to prove that this composition is well-defined.

Proposition 3 Let P be a pseudodifferential operator, then ﬂ}’ 07 P, and Ar [« 8]
can be composed and Lr [4,p) : E (22) = D' () is well-defined.

Proof From Propositions 1 and 2, we know that Ar (4,8 f € E Ry x II) for
f € (). Therefore, PAr [a,p1f is defined as a distribution in D' (Ry x I).

Since M, : g = M, := pg is a trivial pseudodifferential operator, which is
continuous on D(R7 x IT), the operator M, Ar = pAr is continuous from D(2)
to D(Rr x IT). Here we use Hypothesis 1 and the fact that p has compact support
int.

This implies, that the dual (M,Ar)* = (pAr)* = Afp = ﬂiﬂyp is weakly
continuous from O'(Rz x IT) to D' (). Therefore, Lr | g) is well-defined. O

We now state the main result of this section, which provides a characterization
of the visible singularities and the possible added artifacts from data above [«, 8].

Theorem 13 Let f € & (Q) and T be a smooth diffeomorphic motion which
satisfies the additional conditions (17) and (18). Further, let P be a PSIDO and
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LT [a,8) be given by (26) where WV satisfies Hypothesis 1. Then,
WF(Lr [0.1f) C (WE(f) N Vi ) U Zia,py(f),
where
Viap) = {(x, 00 Wr(t,x) |x € 0, t €[, B, 0 € R\ {0}}
is the set of all (potentially) visible singularities from data above [a, B), and

Ziap)(f) = {(x, oDy ¥r(t,x)) |t € {a, B}, y € I, x € Sp(t, ), 0 € R\ {0},
3% € Sr(t,y) : (X, 0Dy¥r(t, X)) € WE(/))

denotes the set of (possible) added artifacts.

Proof Since p is a smooth cutoff, 3{} o is a FIO with the same canonical relation
as Af. Thus, we have

WF(Lr,0.p1f) = WE(AL o PAr (0,81 f) C C 0 WR(PA (0,81 f)- (27)

Further, # is a pseudodifferential operator, i.e. its canonical relation is A and
therefore

WF(PA [0.p1f) C WF(Ar [o.p1.f)-
Following Proposition 1 and Theorem 1, we obtain
WEAr [0.61./) C Qla, B] x TT, WE(Ar ) (28)

with @ defined in Theorem 1. From Theorem 10, we know WF(Ar f) C Cr o
WEF(f) and hence

WF(Lr,[0.81f) C Cf 0 Q([et, B] x IT, Cr o WE(f)). (29)
From the definition, we get

Q([a, B] x I1, Cr o WE(f))
={(z. & +n)|z€la, Bl x 1,[(z,§) € Cr o WF(f) Vv & = 0]
ALz, n) € WF(xja,p1xm) V 7 = 01}.

This set can be written as a union of three sets

Q([a, B1 x T, Cr o WE(f)) =(Cr o WE(f)) N ([, B] x TT x R*\ {0})
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) WF(X[a,ﬁ]xl’[)
U (W{Ot,/g}(f)s
where Wy g)(f) summarizes the case £ # 0 A n # 0, i.e. the set is defined by
Wiy () ={G@. E+n|
z €la, Bl x I, (z,€) € Cr o WR(f), (z,1) € WF(x[a,p1xm1)}

={(t,y)., v o) |te{a. B}, vER, yeTl, o e R\ {0},
dx € Sr(t,y) : (x,oD¥r(t,x)) € WF(f)}.

Hence, we obtain

WE(Lr o)) CCF o [(CF o WF(f)) N ([, B1 x TT x R*\ {0})] (30)
U Cl o WF(x(a,1xT1) (31)
U C{a o (W{a,/g}(f). (32)

Under the additional conditions (17) and (18) on the motion I', Ar satisfies the
semi-global Bolker Assumption (see Theorem 9). Thus, Cl. o Cr C A and C} o
Cr o WFE(f) C WE(f).

Therefore, the first component (30) yields

Cf o [(Cr o WE(/)N(le, B] x TT x R*\ {0})]
C WE(f) N (CF o ([, B x TT x R\ {0})).
Since
Cr = {(x, oD ¥r(t, x); (1, ¥r (¢, x)),(—0 3, Wr(t, x), 0)) |
t€la,Bl, x € Q, o €R\{0}}

we obtain

Ch o ([or, BIXTTXR*\ {0)={(x, o Dy Wr (t, x))| t € [er, B], x € 2, 7 € R\{0}}

= Viw.p]-

For the second component (31), we have Cia o WF(X[«,81x11) = ¥, since for any
(x, &) € WF(xja,p1xn) itis & = 0, but for all vectors ((z, n), (&, £)) € Cl- we have

& =0 #0.
Now, we consider the third set (32): C} o Wia,p (f).
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Let p = ((t, ), (v, 0)) € Wiq gy (f). Then, we obtain from the definition of the
set Wia gy (f), thatt € {o, B},v € R,y € 1,0 € R\ {0} and that there exists an
element x € Sr(¢, y) with (x, 0 Dy Wr (¢, x)) € WFE(f). So any element of the set

Cl o {p} = {(F. 0 DyWr (1. 5) | (R, 0 D,V (1, 5). p) € Cf} (33)

has to fulfill s = Wr (¢, %) (by definition of C[.) and
~ v ~
V= —oD,Wr(t,§) & —— =D,Wr(, 7).
o

Since v is arbitrary, the set (33) is nonempty. Hence, for any x € Sr(¢, y), we have
(%,0D¥r(t, %)) € Ctr 0 Wia,p(f) and

o Wiap) (f)={(E. 0 Dy Ur (1, ©) | 1€fe, B}, y € T 5 € Sr(t, y). 0 € R\ {0},
dx € Sp(t,y) : (x,o0D¥r(t,x)) € WF(f)}
= Z{a,ﬁ}(f)-

This concludes the proof. O

The above theorem shows that only singularities, which are in the visibility range
(i.e., in V¢ g)) can be reconstructed from the dynamic data, whereas singularities
outside of this range are smoothed. According to the computations within the
proof, the singularities arising in a reconstruction £ f can be divided into three
categories:

* Visible singularities of f from data above [«, ]
(corresponding to the set WFy g1(f)),
* Added artefacts that stem from the scanning geometry and that are independent
of the object f
(corresponding to the set Clﬁ o WF(X(a,p1x11))s
* Added artefacts that stem from the object
(corresponding to the set ZT[«,8])-

The proof further reveals that the artefact set C. o WF(x[«,g1x11) is empty in our
case of generalized Radon transforms. However, for different cutoff functions than
X[, B]x 11, this might no longer be the case, see [3].

The added artefacts stemming from the object can be descriptively characterized
as follows. If (x, 00, Wr(fp, x)) € WF(f), where tg € {«, B}, then this singularity
of f can generate artifacts along the curve Sr(¢tp, Yr (7o, x)).

In the next section we illustrate this theoretical characterization by numerical
examples.
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5 Numerical Results

In this section, we want to illustrate our theoretical results at numerical examples
from Photoacoustic tomography (PAT).

In this imaging modality, an organism is subjected to non-ionizing laser pulses.
The biological tissue absorbs a part of the delivered energy and converts it into
heat generating ultrasonic pressure waves (photoacoustic effect). The emitted waves
propagate through the medium and are measured by transducers located outside the
organism on an observation surface. The goal is to recover the initial pressure f(x)
from the measured response g since it encodes characteristic information about the
biological tissue.

In practical PAT applications, the object is not entirely surrounded by trans-
ducers. We consider the case where the transducer rotates around the object, thus
acquiring the data g sequentially in time [4, 17].

Under simplifying assumptions, the measured data g match in the two-dimen-
sional setting with the circular Radon transform of the initial pressure f(x), i.e.

1
gt,y) = G f Jx)(y —110() — x[)dx = Af(, y),
Ty

for f € &(V1(0)), V1(0) being the open unit disk and where (¢, y) € [0, 2] x
(0,2) and 6(¢) = (cost,sin?)T. In particular A represents a FIO with amplitude
a(y) = (271)1)_1 and phase function (¢, y,x,0) = o(y — ¥(t, y, x)), where
(¢, y,x) = |0(t) — x]|| is a defining function according to our Hypothesis 1.

If the searched-for quantity changes during the sequential data acquisition
according to a smooth diffeomorphic motion model I', the corresponding dynamic
forward operator

1
Arf(t,y) = 5y f f(x) | det DT x| 8(y — 160(1) — T x|y dx (34)

is a FIO according to Theorem 8 which integrates the reference configuration f(x)
along the curves

Sr(t,y) = f{x € Vi(0) | y = ¥r(, x)}
with
W, x) = [16(1) — I xll. (35)
If the motion model fulfills the additional conditions (17) and (18), then Ar satisfies
the semi-global Bolker Assumption.

In particular, we want to illustrate the reconstruction results obtained by applying
an operator of type
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S[‘ = ﬂ?,[O,ZU]P

to the dynamic data g(¢, y) = Ar f (¢, y), (¢,y) € [0, 27] x (0, 2) with

Pg(t,y) = / 0,ro.g(t,r) log |r2 — y2| dr

stemming from the inversion formula for A in the static case, see [7, 17]. In the
following examples, we simulate (dynamic) PAT data by discretizing Ar f with the
trapezoidal rule with 1400 samples, where f is the respective phantom. The discrete
dynamic data is then given by

&i,j = (ﬂl“z,-f)(ti’)’j)a i=1,...,Nandj=1,...,M,

with N = 300 uniformly distributed angles #; in [0, 27] and M = 300 uniformly
distributed radii y; in (0, 2]. The reconstructed images are computed on a 600 x 600
grid.

5.1 2m-Periodic Motion

For our first numerical example, we consider the ideal scenario (from Sect.4.1),
where we have a smooth and 2m-periodic motion model. More precisely, we
consider the rotation matrix

B — ( cos (2t) sin (2t)>
"7 \=sin (2t) cos (21) )

which defines a 2m-periodic motion I'yx = B;x for x € R? and ¢ € [0, 27].
The dynamic behavior of the object—-namely a rotation in the same direction as the
transducer but twice as fast—is illustrated in Fig. 4. In particular, with I" describing
such a rotational movement, the representation (34) of the dynamic FIO Ar
simplifies to

1
Arf.9) = 5 / FG)8(y — [1BO() — x]) dx,

i.e. the dynamic behavior of f can be equivalently expressed by adapting the
rotation of the transducer, see [16] for more details.

From our theory (in particular Theorem 12), we expect to see no additional
artefacts and, since all singularities are encoded in the data according to the theory
developed in Sect. 3, we anticipate to see all singularities correctly reconstructed.
These theoretical results are indeed confirmed by our numerical reconstruction
result in Fig. 5.



Microlocal Properties of Dynamic Fourier Integral Operators 113

Fig. 4 Movement of phantom in [0, 7] for ¢
[7, 27]

Fig. 5 Left: Ground-truth phantom. Right: Dynamic reconstruction under the 2m-periodic rota-
tional motion model I'; = B;

5.2 Non-periodic Motion

In our next examples, we consider the more realistic case of a non-periodic motion.
In order to make clearly observable the visible (and invisible) singularities and the
additional artifacts, which we expect from our theory (Sect. 4), we first consider a
less complex phantom, namely a circle (see Fig. 6 (left)).

We start with an example that illustrates the following: Even in case of a full data,
i.e. when all object singularities are encoded in the measured data, added artifacts
can appear if the object is not in the same state at the beginning and the end of the
scanning. As example, we consider the rotation matrix

/)

cos (—%t) sin (—
G[ = . )
— sin (—§t> cos <— t)

and the associated motion model I';x = G,x, forx € R2 and r € [0, 27]. In this
example, the investigated object rotates in the opposite direction than the transducer.
Thus, the transducer in relation to the object can perform at least one complete turn
(even more) around the object, i.e. all object singularities are encoded in the dynamic
data.

Wl WIN
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Fig. 6 Ground-truth phantom (left) and dynamic reconstruction (right)

Since 'gx = x, the transducer position at t = 0is 6(0) = (1, 0)T. Further, we
have

Wr(r,x) = 6¢) — G x| = [G6 @) — x|
since G; is an isometry. Hence, the transducer position at + = 27 with respect
to the initial state of the object is given by G,0(t) = 6 (%) =0 (%On) =

T
0 (%n) = (—%, —*/7§> . In the interval [O, %n] the object is scanned twice and
thus, all singularities of the object are visible in the reconstruction, see Fig. 6, where
the contour of the circle is clearly visible.
However, we notice in the dynamic reconstruction Fig. 6 (right) the appearance
of additional artifacts which occur because the motion is not 27 -periodic. We have

os).
16 (%) = xI

Dx“IJF(tyx) =

so any singularity (x, £) of f with

ﬂzg, r—o(2)).
16 (%) - xI )

§=oDyWr(t.x) =0

for € R\ {0} and ¢ € {0, 27} can create artifacts along the curve

Sp(t, Wr (1, x)) = {x eR? . Wp(t, §) = \I’r‘(l‘,x)}

_ {x cR? : ||6 (%) —F =16 (%) —x||}.
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Fig. 7 Dynamic reconstruction with the visible singularities (left) and added artifacts (right)
predicted by our theory highlighted in red

Hence, the artifacts appear along circle lines with centers (0) = (1,0)7 and

4 A

% (571) = (—3, —7) , when a singularity of f is conormal to the circle. Figure 7
confirms that the additional artifacts predicted by our theory match the artifacts
arising in our numerical reconstruction result.

Our next example shows that the dynamic behaviour of the investigated object
can cause a limited-data problem. Here, we consider the rotation matrix

cos (%t) sin (%t)
R = . (3 3
—sin (Zt> cos (Zt>

and the respective motion model I';x = R;x, for x € R2 and 7 € [0, 27]. In this
example, the object performs a rotational movement in the same direction as the
rotation of the transducer.

The transducer position at t = 0 is 6(0) = (1, 0)7 as in the example before and
the source position at 1 = 277 is now given by R,0(1) =6 (4) =6 (%) = (0, DT.
This scenario corresponds to the static limited angle case, where the object is only
scanned for transducer locations associated to the interval [0, %n] G [0, 2r].

To validate our theory, we again compare the observed artifacts with their
analytic characterization from Sect. 4.2. We have

x—0(3)
D Vr(t, x) = ————,
o 16 (5) — I
so any singularity (x, &) of f with
x—0(3)

_ - —o(x—p(L
S_UDX\IJF(LX)_UII@(%)—XII U(x 0(4)),

for € R\ {0} and ¢ € {0, 27} can create artifacts along the curve
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Fig. 8 Ground-truth phantom (left) and dynamic reconstruction (right)

Fig. 9 Left: Visible (red solid line) and invisible (red dashed line) singularities. Right: Added
artifacts (red)
et () = {F € B wr(, §) = ¥r(, )
~ 2 ~
- {x eR2 ;0 (L) =l =10 (%) —x||} :

Le. here, the artifacts appear along circle lines with centers 6(0) = (1, 0)7 and
0 (%) = (0, )T, when a singularity of f is conormal to the circle, see Fig. 9 (right).

Since the visible singularities are given by
Vioam = {(x.5 (v =0 (§)) dv) : 1€[0.27], x B2 & € R\ (0}}
= {6 —0@)dn 11 el0 FIUIE, 2, xeR?, GeR )\ (0)],

singularities (x, §) of f with direction § = o(x — 0(t)), ts € (%, 37”), cannot be

reconstructed from the dynamic data, see Figs. 8 and 9 (left).
As we can see in Fig.9 visible singularities and added artifacts appear as
predicted from our theory.
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Fig. 10 Movement of phantom in [0, 27r] for t = 0, %” 47”, 2

This example shows, that the dynamic behavior can result in limited data
problems (even though in the static case, the measured data would have been
sufficient to recover all singularities).

After this detailed study, we finally want to provide one last example with the
phantom from Sect. 5.1 and a more complex motion model, namely the non-affine
(and non-periodic) deformation illustrated in Fig. 10.

Regarding the dynamic behavior, we consider

th = ZtAtx,
with the rotation matrix
1 (1
cos <§t) sin (it)
Ar= (1 1
—sin (Qt) cos (7’)
and the non-affine motion described by Zpx = x and

(¥B3m;(OHx; +1)° —1

(Zix); = 5%

fort € (0,27] andi = 1, 2 with
N+1 3
m1(t) = sin [ 0.005 | ¢ + —-1)—=,
2 N

N+1 3
mo(t) = sin (0.007 (t o 1> —) .
2 N

Applying our reconstruction method to the corresponding dynamic data set
provides an image showing the visible singularities of the initial object state as
well as additional artifacts, see Fig. 11 (right), which are caused by the object
singularities encoded at beginning and end of the scanning and which spread along
the respective integration curves. In particular, we observe that the artifacts spread
along deformed circle lines due to the non-affine motion model.
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Fig. 11 Ground-truth phantom (left) and dynamic reconstruction (right)

6 Conclusion

In this chapter, we analysed the overall information content of dynamic tomography
data using the framework of Fourier integral operators and microlocal analysis. In
particular, we extended our previous results in [18] and [17] to a larger class of
operators. Based on this analysis, we further provided a detailed characterization
on what is visible in a respective reconstruction result assuming the motion is
exactly known, which we illustrated with various numerical examples from dynamic
photoacoustic tomography.

The developed theory can further be utilized to study the scenario where only
incorrect motion information are available (accounting for instance for modelling
or estimation errors). So far, this has been studied for instance in [15] for the
specific example of dynamic computerized tomography. The gained insights could
then serve as a guiding principle for the design of motion estimation protocols or
additional artifact reduction strategies.
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The Tangential Cone Condition for Some = M)
Coefficient Identification Model Chck for
Problems in Parabolic PDEs

Barbara Kaltenbacher, Tram Thi Ngoc Nguyen, and Otmar Scherzer

Abstract The tangential condition was introduced in Hanke et al. (Numer Math
72:21-37 1995) as a sufficient condition for convergence of the Landweber iteration
for solving ill-posed problems.

In this paper we present a series of time dependent benchmark inverse problems
for which we can verify this condition.

1 Introduction

We consider the problem of recovering a parameter 6 in the evolution equation

u(t)y = f(t,0,u()) te(0,7) (1)
u(0) = uo, 2

where for each ¢ € (0, T) we consider u(¢) as a function on a bounded C1-! domain
Q c R%. In (1), i denotes the first order time derivative of u and f is a nonlinear
function. We here focus on the setting of # not being time dependent. Problems with
state equations of the form u(z) = f(¢,0(t), u(¢)) could be treated analogously
but this would lead to different requirements on the underlying function spaces.
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These model equations are equipped with additional data obtained from continuous
observations over time

y(t) = C(t, u(t)), 3)

with an observation operator C, which will be assumed to be linear; in particular,
in most of what follows C is the continuous embedding V < Y, with V and Y
introduced below.

While formulating the requirements and results first of all in this general
framework, we will also apply it to a number of examples as follows.

1.1 Identification of a Potential

We study the problem of identifying the space-dependent parameter ¢ from obser-
vation of the state # in 2 x (0, T') in

n—Autcu=¢ (t,x) e 0, T) x Q2 “)
g =0 te(0,7) o)
u(0) = ug x €Q, (©6)

where ¢ € L0, T; H’I(Q)) and ug € L%(Q) are known. Here, —A could be
replaced by any linear elliptic differential operator with smooth coefficients.

With this equation, known, among others, as diffusive Malthus equation [31],
one can model the evolution of a population # with diffusion and with exponential
growth as time progresses. The latter phenomenon is quantified by the growth rate
¢, which, in this particular case, depends only on the environment.

1.2 Identification of a Diffusion Coefficient

We further consider the problem of recovering the space-dependent parameter a
from measurements of # in Q2 x (0, T'), governed by the diffusion equation

L't—V-(aVu):(p (t,x) € (0,T) x Q %
upe =0 te(0,7) )
u(0) = ug x e, 9

where ¢ € L2(0,T; H-'(Q)) and ug € L*(S2) are known. This is, for instance,
a simple model of groundwater flow, whose temporal evolution is driven by the



The Tangential Cone Condition for Parabolic Inverse Problems 123

divergence of the flux —aVu and the source term ¢. The coefficient a represents the
diffusivity of the sediment and u is the piezometric head [14].
Banks and Kunisch [3, Chapter 1.2] discussed the more general model: & + V -

(—aVu + bu) + cu, describing the sediment formation in lakes and deep seas, in
particular, the mixture of organisms near the sediment-water interface.

1.3 An Inverse Source Problem with a Quadratic First Order
Nonlinearity

Here we are interested in the problem of identifying the space-dependent source
term 6 from observation of the state u in Q x (0, T')

i—Au—|Vul>* =6 (t,x) e (0, T) x Q (10)
upe =0 te(0,T) 1n
u(0) = ug xeQ. (12)

This sort of PDE with a quadratic nonlinearity in Vu arises, e.g., in stochastic
optimal control theory [10, Chapter 3.8].

1.4 An Inverse Source Problem with a Cubic Zero Order
Nonlinearity

The following nonlinear reaction-diffusion equation involves determining the space-
dependent source term 6 from observation of the state u in 2 x (0, T'), in a semiliear
parabolic equation

u—Au+du)=¢—0 (t,x)e (0, T) x Q (13)
upe =0 te0,7) (14)
u(0) = up x € Q, (15)

where the possibly space and time dependent source term ¢ € L2(0, T; H~'(Q))
and the initial data ug € HOl (2) are known.

Here we selectively mention some applications for PDEs with cubic nonlinearity
D (u):

e ®d(u)=u(l— uz): Ginzburg-Landau equations of superconductivity [4], Allen-
Cahn equation for the phase separation process in a binary metallic alloy [1, 33],
Newell-Whitehead equation for convection of fluid heated from below [11].
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o ®(u) = u%(1 — u): Zel’dovich equation in combustion theory [11].

e d(u) = u(l —u)(u — «),0 < o < 1: Fisher’s model for population genetics
[36], Nagumo equation for bistable transmission lines in electric circuit theory
[32].

In part of the analysis we will also consider an additional gradient nonlinearity
W (Vu) in the PDE, cf. (44) below.

Coming back to the general setting (1)—(3) we will make the following assump-
tions, where all the considered examples fit into. The operators defining the model
and observation equations above are supposed to map between the function spaces

f:0,T)xXxV—>W* (16)
C:(0, T)xV —>Y, (17)

where X, Y, W,V C Y are Banach spaces. More precisely, X is the parameter
space, Y the data space, W* the space in which the equations is supposed to hold
and V the state space. The latter three are first of all the spaces for the respective
values at fixed time instances and will also be assigned a version for time-dependent
functions, denoted by calligraphic letters. So X, Y, ‘W* will denote the parameter,
data and equation spaces, respectively, and U or U (to distinguish between the
different versions in the reduced and all-at-once setting below) the state space. The
initial condition ug € H, where H is a Banach space as well, will in most of what
follows be supposed to be independent of the coefficient 6 here. Dependence of
the initial data and also of the observation operator on 6 can be relevant in some
applications but leads to further technicalities, thus for clarity of exposition we shift
consideration of these dependencies to future work.

For fixed 6, we assume that the Caratheodory mappings f and C as defined
above induce Nemytskii operators [42, Section 4.3] (for which we will use the same
notation f and C) on the function space

U=L*O0,T:V)NH O, T; WorU=L>®0,T; V)NH 0, T; W*),

cf. (34) and (48) respectively, in which the state u will be contained, and map into
the image space “W* and observation space Y, respectively, where

W* = L*0, T; W*), Y =L1%0,T;Y). (18)

Moreover, U or U, respectively, will be assumed to continuously embed into
C(0, T; H) in order to make sense out of (2).

We will consider formulation of the inverse problem on one hand in a classical
way, as a nonlinear operator equation

F@O) =y 19)
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with a forward operator F mapping between Banach spaces X and Y, and on the
other hand also, alternatively, as a system of model and observation equation

AB,u) =0; (20)

Clu) =y. 21

Here,

A XxU—> W xH, O,u)—> AWO,u)=w— fO,u),u(0) — ug)

cC:U—-Y
(22)
are the model and observation operators, so that with the parameter-to-state map
S : X — U defined by

A@B, S©) =0 (23)
and
F=CoS, (24)
Equation (19) is equivalent to the all-at-once formulation (20) and (21). Defining
F: XxU—> W' xHxY
by
F(@,u) = (A, u), Cu)),
and setting y = (0, y), we can rewrite (20) and (21) analogously to (19), as
FO,u)=y. (25)

All-at-once approaches have been studied for PDE constrained optimization in, e.g.,
[24, 25,29, 35, 40, 41, 43] and more recently, for ill-posed inverse problems in, e.g.,
[5, 6, 13, 18, 22, 43], particularly for time dependent models in [19, 34]. The fact
that we are actually using different state spaces U, U in these two settings is on
one hand due to the requirements arising from the need for well-definedness and
differentiability of the parameter-to-state map in the reduced setting. On the other
hand, while these constraints are not present in the all-at-once setting and a quite
general choice of the state space is possible there, whenever a Hilbert space setting
is required—e.g., for reasons of easier implementation—this does not only apply
to the parameter and data space but also to the state and equation spaces in the all-
at-once setting, whereas in a reduced setting these spaces are “hidden” inside the
forward operator.
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Convergence proofs of iterative regularization methods for solving (19) (and
likewise (25)) such as the Landweber iteration [15, 21] or the iteratively regularized
Gauss-Newton method [2, 20, 21] require structural assumptions on the nonlinear
forward operator F such as the tangential cone condition [39]

IF@©)—F@)—F ©)0—0)lly < cieIFO)—F@)lly V0.0 € BY(©%., (26)

for some sufficiently small constant ¢;.. Here F’(0) does not necessarily need to

be the Fréchet or Gateaux derivative of F, but it is just required to be some linear
operator that is uniformly bounded in a neighborhood of the initial guess 6, i.e.,
F'(9) € L(X, Y) such that

IF' OllLey) <Cr V0.0 € BX(©®Y), @7

for some Cr > 0.

The conditions (26) and (27) enforce certain local convexity conditions of the
residual & — ||F(8) — y||?, cf.[23]. In this sense, the conditions are structurally
similar to conditions used in the analysis of Tikhonov regularization, such as those in
[7]. The tangential cone condition eventually guarantees convergence to the solution
of (19) by a gradient descent method for the residual (and also for the Tikhonov
functional). Therefore it ensures that the iterates are not trapped in local minima.

The key contribution of this chapter is therefore to establish (26) and (27) in
the reduced setting (19) as well as its counterpart in the all-at-once setting (25)
for the above examples (as well as somewhat more general classes of examples)
of parameter identification in initial boundary value problems for parabolic PDEs
represented by (1) and (2). In the reduced setting this also involves the proof of
well-definedness and differentiability of the parameter-to-state map S, whereas in
the all-at-once setting this is not needed, thus leaving more freedom in the choice
of function spaces. Correspondingly, the examples classes considered in Sect. 2 will
be more general than those in Sect. 3.

Some non-trivial static benchmark problems where the tangential condition has
been verified can be found e.g., in [8, 17, 28].

We mention in passing that in view of existing convergence analysis for such
iterative regularization methods for (19) or (25) in rather general Banach spaces
we will formulate our results in general Lebesgue and Sobolev spaces. Still, we
particularly strive for a full Hilbert space setting as preimage and image spaces X
and Y, since derivation and implementation of adjoints is much easier then, and
also the use of general Banach spaces often introduces additional nonlinearity or
nonsmoothness. Moreover we point out that while in the reduced setting, we will
focus on examples of parabolic problems in order to employ a common framework
for establishing well-definedness of the parameter-to-state map, the all-at-once
version of the tangential condition trivially carries over to the wave equation (or also
fractional sub- or superdiffusion) context by just replacing the first time derivative
by a second (or fractional) one.
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The remainder of this paper is organized as follows. Section 2 provides results
for the all-at-once setting, that are also made use of in the subsequent Sect. 3 for the
reduced setting. The proofs of the propositions in Sect.2 and the notation can be
found in the Appendix.

2 All-at-Once Setting

The tangential cone condition and boundedness of the derivative in the all-at-once
setting F(9, u) =y (25) with

uw— f(O,u)
F: XxU—> W xHxY, FO,u)=] u()—up (28)
C(u)

and the norms
2 2\ /2
10 wllxer = (1615 + lul) -

10, 3wy = (0B + 102+ 115)
on the product spaces read as
£, u) — f©@.id) — f30,u)©O — ) — f,(0, u)(u — it)|lqy
< e} 20 (Vi — it~ £+ F@. D) Byt () — GO + low 1)
VO, u), @, @) € BYU©®°, 1,

(29)
and

. / / 2 2 2 172
(16 = £50.0x = 1.0y + 10O + ICo1l} )

1/2
= Gl + I0l,) (30
V©O.u) e BYH©°u’), xeX, veU

where we have assumed linearity of C.

Since the right hand side terms ||u(0) — #(0)|| g and || f (6, u) — f(é, i) |l in
(29) are usually too weak to help for verification of this condition, we will just skip
it in the following and consider

£ @, u) = £@, i) — f30,u)©O —0) — f1(0, w)(u — @)y~

- (31)
<cptllIcw —lly. YO.u), @, i) e BYM©% u°)
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which under these conditions is obviously sufficient for (29). Moreover, in order for
the remaining right hand side term to be sufficiently strong in order to be able to
dominate the left hand side, we will need to have full observations in the sense that

RC@) =Y. (32)

In the next section, it will be shown that under certain stability conditions on the
generalized ODE in (1), together with (32), the version (31) of the all-at-once
tangential cone condition is sufficient for its reduced counterpart (26).
Likewise, we will further consider the following sufficient conditions for bound-
edness of the derivative,
I fo @, Wl Lx,w* < Cr.1» £ @, )| L, we) < Cra,
10l 2, w= < Cr,0, ICI L,y < Cr3 (33)

V©.u) € BY*H©°, u0).
The function space setting considered here will be

U={uel’>0,T;V):ueL*>0,T; W)} — C(0,T; H),
(34)
W=L1%0,T; W), Y=L*0T;Y),

so that the third bound in (33) is automatically satisfied with Cr,o = 1. We focus on
Lebesgue and Sobolev spaces!

V=w"Q), W=W'r(Q), Y=L, (35)

with s, € [0, 00), m,n € [1,00], g € [1, 4], and ¢ the maximal index such that V
continuously embeds into L7(£2), i.e. such that

z_

; (36)

lo2)

|

3|
Q| QL

so that with C defined by the embedding operator U — Y, the last bound in (33) is
automatically satisfied.” For the notation > we refer to the Appendix.

n place of V, its intersection with HOI(Q) might be considered in order to take into account
homogeneous Dirichlet boundary conditions. For the estimates themselves, this does not change
anything.

20ne could possibly think of also extending to more general Lebesgue spaces instead of L? with
respect to time. As long as the summability index is the same for ‘W and Y this would not change
anything in Sect. 2.1. As soon as the summability indices differ, one has to think of continuity of
the embedding U = L" (0, T; V) N Wb, T; W*) — Y = L™3(0, T: Y) as a whole, possibly
taking advantage of some interpolation between L™ (0, T'; V) and wbr(o, T; W*). This could
become very technical but might pay off in specific applications.
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The parameter space X may be very general at the beginning of Sect. 2.1 and in
Sect. 2.4. We will only specify it in the particular examples of Sect. 2.1.
We will now verify the conditions (31) and (33) for some (classes of) examples.

2.1 Bilinear Problems

Many coefficient identification problems in linear PDEs, such as the identification
of a potential or of a diffusion coefficient, as mentioned above, can be treated in a
general bilinear context.

Consider an evolution driven by a bilinear operator, i.e.,

F O, u)t) = L(Ou(r) + (BO)(1)u(t) — g(1), (37)

where for almost all # € (0, T),and all & € X, v € V we have L(¢), (BO)(t) €
L(V,W*),0 > (BO)()v € L(X, W*), and g(t) € W*, with

sup [ILOlgev,we <CL,  sup [(BOYDgw,wo < Crllfllx (38)
1€[0,T] 1€[0,T1

so that the first and second bounds in (33) are satisfied, due to the estimates

T
< Calixllx (/0 ||u<r>||2v)

1/2

172 1/2

T
I fo O, wx llow= = (/0 ||((BX)(I))M(I)||%V*)

T
I £2 (O, wvllay = (/0 IL()v(r) + ((39)(l))v(t)||%v*>

1/2

T
< (CL+Cal61x) (/O ||v<r)||2v)

For the left hand side in (31), we have
(f(e, w) — f@, @) — f,0,u)u— i) — f(0,u)® — é))(z) =—((B(O —O)®)(u — i) (1),

and (31) is satisfied if and only if
I(B®O —0)(u—iD) e < chtlICw—i)lly. YO u),@. @) € BYM©°, u",
hold. A sufficient condition for this to hold is

I(B® — 0)(1)(v — D) llw+ < 22 lICEH) W — D)y
. (39)
V©.v), @.9) € BV (0% u’(1)), te(0,T)
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The proofs of the propositions for the following examples can be found in the
Appendix. Likewise, the conditions on the summability and smoothness indices
s, t, p,q,m,n of the used spaces, (A.108), (A.110), (A.113), (A.114), (A.116) and
(A.120)—(A.124) as appearing in the formulation of the propositions, are derived
there.

2.2 Identification of a Potential c

Problem (4)—(6) can be cast into the form (37) by setting 6 = ¢ and
Lit)=A, (Bco)(t)v=—cv, 40)
(i.e., (Bc)(¢) is a multiplication operator with the multiplier ¢). We set
X=LP(Q). (41)

Proposition 1 For U, ‘W, Y according to (34) with (35) and (A.108), —A €
L(V, W*), the operator F defined by (28), (37) and (40), C = id : U — Y satisfies
the tangential cone condition (31) with a uniformly bounded operator ¥'(c), i.e., the
family of linear operators (F'(¢))cepm is uniformly bounded in the operator norm,
for c in a bounded subset M of X.

Remark 1 A full Hilbert space setting can be achieved by setting p = g = m =

n = 2 and choosing s > 0, t > %.

2.3 Identification of a Diffusion Coefficient a

The a problem (7)—(9) is defined by setting

Lt)=0, (Ba)t)v=V-(@aVv), (42)
so that
[(B(a) (@) 0] w+
= sup / avVio-Vwdx = sup / f)(V& -Vw + &Aw) dx
weW, |wlw=1JQ weW, |wlw=1JQ

= Ilﬁlqu<I|V&llLP sup IVwll - g +lallzr sup [Awl] )

weW, lwlw=l La-r~ weW, wllw=l La—r*
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Note that since Y = L4(€2) we had to move all derivatives away from 0 by means of
integration by parts, which forces us to use spaces of differentiability order at least
two in W and at least one in X. Thus we here consider

X=whr(Q). (43)

Proposition 2 For U, ‘W, Y according to (34) with (35) and (A.110), the operator
F defined by (28), (37) and (42), C = id : U — Y satisfies the tangential cone
condition (31) with a uniformly bounded operator F'(a).

Remark 2 A full Hilbert space setting p = ¢ = m = n = 2 requires to choose
>2ifd =1

s>0and?t{>2ifd =2
>1+4ifd>3

2.4 Nonlinear Inverse Source Problems

Consider nonlinear evolutions that are linear with respect to the parameter 6, i.e.
F @O, u)t) = L(Ou(r) + ®u(r)) + W(Vu(t)) — B(r)0 (44)

where for almost all ¢ € (0, T), L(t) € L(V,W*), B(t) € L(X, W*)and &,V €
C?(R) satisfy the Holder continuity and growth conditions

|®' (M) — D' (A)| < Cor(1+ A7 + [A]V)|A — A€ (45)
forall A, A € R
[W'(1) — W'(R)] < Cyr(1+ A7 + A7)k — Af (46)

for all A, A € R?, where y,7,x,k > 0. We will show that the exponents y, y
may actually be arbitrary as long as the smoothness s, ¢ of V and W is chosen
appropriately.

Proposition 3 The operator F defined by (28), (37) and (42), C=id: U — Y in
either of the four following cases

(a) Equation (45) and V affinely linear and U, ‘W, Y as in (34) with (35), (A.113)
and (A.114);

(b) Equations (45) and (46) and U, ‘W, Y as in (34) with (35), (A.113), (A.114),
(A.116) and (A.120);

(c) Equation (45) and V affinely linear, W, Y as in (34), U as in (A.121) with
(35), (36) and (A.123);
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(d) Equations (45) and (46), ‘W, Y as in (34), U as in (A.122) with (35), (36),
(A.123) and (A.124);

satisfies the tangential cone condition (31) with a uniformly bounded operator
F'(0).

Remark 3 A Hilbert space setting p = ¢ = m = n = 2 is therefore possible
for arbitrary y, «, 7, provided ¢ and s are chosen sufficiently large, cf. (A.113) and
(A.114) in case Cy» = 0, and additionally (A.116) and (A.120) otherwise.

3 Reduced Setting

In this section, we formulate the system (1)—(3) by one operator mapping from the
parameter space to the observation space. To this end, we introduce the parameter-
to-state map

S:DCX— (ll, where u = S(0)solves

(1)-(2) then, with D(F) = D the forward operator for the reduced setting can be
expressed as

F:D(F)cX— VY, 0 — C(S)) (47)
and the inverse problem of recovering 8 from y can be written as
F@©®)=y.

Here, differently from the state space U in the all-at-once setting, cf., (34), we use
a non Hilbert state space

U={ueL>®0,T;V):ueL*O0, T; W)} (48)

as this appears to be more appropriate for applying parabolic theory.

We now establish a framework for verifying the tangential cone condition as well
as boundedness of the derivative in this general setting.

For this purpose, we make the following assumptions.

Assumption 3.1

(R1) Local Lipschitz continuity of f

VM > 0,3L(M) > 0,V%%t € (0,T) :

£, 61, v1) — f(t,02, v2)llw+ = LIM)([lvr — v2llv + 161 — 62[1x),
Vv € V,0; € X lilly, I6illx = M,i=1,2.
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(R2) Well-definedness of the parameter-to-state map

S:DFYCX—>U

133

with U as in (48) as well as its boundedness in the sense that there exists

Cs > 0 such that for all 6 € B‘;(QO) the estimate

IS@)lLx©,7;v) < Cs

holds.

(R3) Continuous dependence on data of the solution to the linearized problem with
zero initial data, i.e., there exists a constant Cy;, such that for all 0 € Bff (90),

b € ‘W*, and any z solving
(1) = fu/(Q, S@)()z(t)+b(t) te€(0,T)
z(0) =0,

the estimate

Izlly < Ciinllbllay=.

holds.
(R4) Tangential cone condition of the all-at-once setting (31)

3p > 0.¥(0.u).(0. ) € By M(©°, u) :
I£@, i) — f©O,u) — f10,w)@ —u) — [0, u)(O — 0)|lqy»
< c9)cit — Cully.

The main result of this section is as follows.

Theorem 3.2 Suppose Assumption 3.1 holds and C is the embedding V — Y.
Then there exists a constant p > 0 such that for all 6,6 € Bf(@o) C D(F),

(i) F'(0) is uniformly bounded:

IF' Ol goxy <M

for some constant M, and

(ii) The tangential cone condition is satisfied:
IF@) — F©)— F'©)(@ —0)ly < cXIF@) — FO)ly

Re

Sfor some small constant c; 5.

(49)
(50)

(51

(52)
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This is a consequence of the following two propositions, in which we combine
the all-at-once versions of the tangential cone and boundedness conditions, respec-
tively, with the assumed stability of S and its linearization.

Proposition 4 Given C is the embedding V — Y and uy is independent of 0, the
tangential cone condition in the reduced setting (52) follows from the one in the
all-at-once setting (R4) if the linearized forward operator is boundedly invertible as
in (R3) and S is well defined according to (R2).

Proof We begin by observing that the functions
vi=S0) — S©)

w = S (O)h

z:=S(0) — S6)— S )6 —06)

solve the corresponding equations

o) = f0, SO))H@) — f6,SON@) 1€, v(0) =0 (33)
w(t) = f, (0, SONw) + f3(0. SONA(E) 1€ (0. T), w(0) =0

(54)
(1) = f,(0. S0))z(1)
+ (= £10.SO)() — f30. S©)) O — 0)(t) (55)
+ 0. S©@)(0) — f(0.S©)®)
= £10. 5Ozt +r@®) te©.T),  z(0)=0. (56)

Hence we end up with the following estimate, using the assumed bounded invert-
ibility of the linearized problem (56) and the fact that C is the embedding V — Y,

IF©) — F©0) = F'©)(0 =)y = 1S6) — SO) — S'©)©0 — )|y
< Crinllr llqy= (57)
< Clinctt | F0) = FO) |y, (58)
AAO

where ||r|ly» and ¢/;2% are respectively the left hand side and the constant in the
all-at-once tangential cone estimate, applied to u = S(0) and & = S(0). m|

Remark 4 The inverse problem (19) with (22), (23) and (24) can be written as a
composition of the linear observation operator C and the nonlinear parameter-to-
state map S. Such problems have been considered and analyzed in [16], but as
opposed to that the inversion of our observation operator is ill-posed so the theory
of [16] does not apply here.
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Note that in (58), cA49 must be sufficiently small such that the tangential cone
constant in the reduced setting ¢®¢ = Cj;,cA2© fulfills the smallness condition
required in convergence proofs as well. Moreover we wish to emphasize that for the
Proof of Proposition 4, the constant Cj;;, does not need to be uniform but could as
well depend on 6. Also the uniform boundedness condition on S from (R2) is not
yet needed here.

Under further assumptions on the defining functions f, we also get existence and

uniform boundedness of the linear operator F’(9) as follows.

Proposition 5 Let S be well defined and bounded according to (R2), and
let (R1), (R3) be satisfied.
Then F'(0) is Gateaux differentiable and its derivative given by

F'®):X—= VY, where F'(0)h = w solves (59)

(54) is uniformly bounded in B‘;(Qo).

Proof For differentiability of F relying on conditions (R1)—(R3), we refer to [34,
Proposition 4.2]. Moreover again using (R1)—(R3), for any 6 € B;}’ (6p) we get

IE' @hlly = IS'@hly < Ciinll £O., SONAI L200.7:w+
< ClinVTI£5(0, SO) |l x—w+ Ikl x
< ClinNTL(M)||h|x

for M = Cs + ||6pllx + p, where L(M) is the Lipschitz constant in (R1) and Cy;, is
as in (R3). Above, we employ boundedness of S by Cg as assumed in (R2).

This proves uniform boundedness of F’(9).

We now discuss Assumption 3.1 in more detail. O

Remark 5 Forthecase V =W.

We rely on the setting of a Gelfand triple V. € H C V* for the general
framework of nonlinear evolution equations. By this, (R2) can be fulfilled under
the conditions suggested by Roubicek [38, Theorems 8.27, 8.31]:

For every 6 € D(F)

(S1) and for almost ¢ € (0, T), the mapping — f (¢, 8, -) is pseudomonotone, i.e.,
—f(t, 6, -) is bounded and

Hminf (f (.0, ur), ux —u) = 0 (f(t,0,u), u —v) > limsup (f(t, 0, uy), ug — v)
= k—o00
Uy — u YveV.

(S2) —f¢(,8,-) is semi-coercive, i.e.,

Yo e V.Vt € (0,T): (—f(t.0.v). v)yey = ChIvIT, — CL(Ovly — CI D vIF
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for some Cg > 0, C? IS L2(0, T), Cg € LI(O, T) and some seminorm |.|y
satisfying
Yv eV :|vlly <c (Jvly + |lvllg) for some ¢ | > 0.

(S3) f satisfies the growth condition

3y? € L0, T), 1 : R — Rincreasing : || £z, 6, v)[lv+ < h”([vllm) (7% (0) + llvllv)

and a condition for uniqueness of the solution, e.g.,

Vu,v e V,¥r € (0,T): (f(t,0,u) — f(t,0,v),u—v)yy < p?(O)llu —v|%

for some p? € L1(0, T)

and further conditions for §(6) € L*°(0, T; V), e.g., [38, Theorem 8.16, 8.18].

In case of linear f(¢,6,-), (S1)~(S3) boil down to boundedness and semi-
coercivity (S2) of — f(-, 0, -) according to [38, Theorem 8.27, 8.31, 8.28]. Alter-
natively, one can observe that linear boundedness implies the growth condition
in (S3) with ¢ = 0,h% = | f(-, 0)|, and (S2) implies the rest of (S3) with
o = Cg if Cf < O0as Cg < 0. The pseudomonotonicity assumption (S1), which
guarantees week convergence of f(-,0, ux) to f(-,6,u) when the approximation
solution sequence uy converges weakly to u, can be replaced by weak continuity of
f(, 8, -) which holds in this linear bounded case.

Treating the linearized problem (49)—(50) as an independent problem, we can
impose on f, (6, S(9)) the boundedness and semi-coercivity properties, then (R3)
follows.

Remark 6 For general spaces V, W.

Some examples even in case V % W allow to use the results quoted in Remark 5
with an appropriately chosen Gelfand triple, see, e.g., Sect. 3.1 below.

When dealing with linear and quasilinear parabolic problems, detailed discus-
sions for unique existence of the solution are exposed in the books, e.g., of Evans
[9], Ladyzhenskaya et al. [26], Pao [36]. If constructing the solution to the initial
value problem through the semigroup approach, one can find several results, e.g.,
from Evans [9], Pazy [37] combined with the elliptic results from Ladyzhenskaya et
al. [27].

Addressing (R3), a possible strategy is using the following dual argument.

Suppose W is reflexive and z is a solution to the problem (49)—(50), then by the
Hahn-Banach Theorem

T
Il = sup / (2. By yedt
<1J0

16l 7%,

T
= sup /0 (z,=p — [4(0, SO)*p)v,v=dt
<1

16l 20 7% <
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T
- s fo (2 — £10, SOz, phwe wdt

”¢”L2 0,T;V¥)=

T
= sup / (b, p)w+ wdt
<1J0

I6l2 070,

A

= sup ||b||L2(o,T;W*)||P||L2(0,T;W),
61720, 7:v% =1

where
fa0,8SO)(1): V — W*, fa@, SO : W =W — V¥,
and p solves the adjoint equation
—p(®) = £,(0, 8O p() + () t€(0,T) (60)
p(T)=0. (61)
If in the adjoint problem the estimate
Il 2072wy < Clinll®ll 20,7 v (62)
holds for some uniform constant Cj;,,, then we obtain

Izlly = ICIlv—y llzliz20,7;v) = ICIv—y CinllDllqy~. (63)

Thus (R3) is fulfilled.
So we can replace (R3) by

(R3-dual) Continuous dependence on data of the solution to the adjoint linearized
problem associated with zero final condition, i.e., there exists a constant
élm such that for all 6 € Bif(&o), ¢ € L2(0, T, V*), and any p solving
(60) and (61), the estimate (62) holds.

In the following sections, we examine the specific examples introduced in the
introduction, in the relevant function space setting

X=LP(Q) or X=Whr(Q) pell, o0l (64)
Y =L9(Q) q €[l,q] (65)
U={uelL>®0,T:;V):ielL*0,T: W5}, (66)

where V, W will be chosen subject to the particular example, where g is the
maximum power allowing V < L9(Q) and ¢ < ¢ is the maximum power such
that (51) in (R3) holds.
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3.1 Identification of a Potential

We investigate this problem in the function spaces
DF)=X=LP(Q), Y=LI(Q), V=L*Q), W=H(Q)NH Q).

Now we verify the conditions proposed in Assumption 3.1.

(R1) Local Lipschitz continuity of f:
Applying Holder’s inequality, we have

I f, u)— flc,wllws = lIcit — cullw+= = sup /Q(Eﬁ — cu)wdx

lwliw=1

< sup JwlwCy_ s (fg |5<ﬁ—u>+(5—c)u|ﬁ*dx)”

lwlw=1
< Cy_ps(llclicella —ullLr + ¢ — clloellullLr)

= LDl — ully + lI¢ = cllx)

with the dual index p* = % and r = ﬁpfg_ﬁ, L(M) = Cy_, 1 iCy1r
(lully + llally + llclx + II€lx) + 1. Above, we invoke the continuous
embeddings through the constants Cy_, 15, Cv—rr, where p denotes the

maximum power allowing W € L?. Thus we are supposing

d2——-— > ——= 67
an . (67)

p—2 p

2p p | 2p d d
p—=2"p—1) p

p > max { -
in order to guarantee V = L?(Q) < L"(Q) and W = H*(Q) N Hj (Q) —
LP(Q)

(R2) Well-definedness and boundedness of the parameter-to-state map:
Verifying boundedness and semi-coercivity conditions with the Gelfand triple
Hj(Q) — L*(Q) — H~'(Q) (while remaining with V = L*(R) in the def-
inition of the space ‘Zl) shows that, for ug € L%(Q), Q€ L%, T; H'(Q))
the initial value problem (4)—(6) admits a unique solution u € W(0, T) :=
{u e L*(0,T; Hy () : it € L*(0, T; H-Y(Q)} C {u € L®(0, T; L*(Q)) :
e L20,T; H2(Q)) =U.
Indeed, coercivity is deduced as follows. For

p=2 d=3, (68)

W¢€ s€c
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1 1 1
2 1 1
/ CMde =< ||c||L2(Q) (/ u4dx) < ”c”LZ(Q) </ uzdx> </ Lﬁdx)
Q Q Q Q

1 3
< llell oy el g 1l 2o g

3
<Cy _>L6||C||L2(Q)”u”Lz(Q)”u”H Q) (69)
1 2
= CH01%L6||C||L2(Q) E”u“LZ(Q) ||u||H01(Q) + 6||u||H0|(Q)

= CH(;—>L6||C”L2(Q) (16 ”u”LZ(Q) ”u”H (Q) + 6”M”H (Q))

which yields semi-coercivity

—f(t,c, u),u)H,qu(; :/S;(—Au + cu)udx

€1 5 CH01~>L5 2
= (1= Cyasliellizg (32 +)) Wliiyg ~ —jorer Iellize 4l q):

=: Colluly ) + C5 i3 ).

where the constant Cjj is positive if choosing €; < € and e, € sufficiently

small.
Boundedness of f can be concluded from

= e wlgrg = sup / (—Au + cuyvdx

\U\H1<1

= | lTUP 1 <||“||H1(Q)||U||H1(Q) +CH0'—>L6CH(,'—>L3 ||C||L2(Q)”u”Hl(Q)“vHHl(Q)>
Vg1 =
Ho

< Cllellp2eellull g1 gy -

Moreover, by the triangle inequality: |lcll;2iq) = ||c0||Lz(Q) + |lc —

CO“LZ(Q) < |10 12() + P, semi-coercivity of f is satisfied with the constants
Co. C1 now depending only on the point ¢®. This hence gives us uniform
boundedness of S on the ball Bff ().

(R3) Continuous dependence on data of the solution to the linearized problem with
zero initial data:
We use the duality argument mentioned in Remark 6. To do so, we need
to prove existence of the adjoint state p € L?(0, T; W) and the associated
estimate 6.
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Initially, by the transformation v = ¢~* p and putting 7 = T — ¢, the
adjoint problem (60)—(61) is equivalent to

0(t) — Av(t) + (A +)v(t) =e Mp(t)  te(0,T)
(70)
v(0) = 0. (71)
We note that this problem with ¢ = ¢ € L°°(2), . +¢ > —Cpp, the constant
in the Poincaré-Friedrichs inequality, ¢ € L>(0, T; L*(2)), 3Q € C2, admits
a unique solution in L%, T; H*(2) N HOl (2)) [9, Section 7.1.3, Theorem
51 and the operator 4 — A + (A + &) : L*(0, T; HX(Q) N H}(Q) —

L%(0, T; L*(Q)) x HY(Q), p — (¢, po) is boundedly invertible.
Suppose u solves (70)—(71), by the identity

i—Au+OQ+du=e*p & n—Au+QO+du=eMp+(—cu

-1
u= <% — A+ (A +8)> [e”"d)—i— ¢ - c)u]

=: Tu,

we observe that T : L2(0, T; H2(Q) N HO1 () — LZ(O, T; H2(Q) N
H_} () is a contraction

T (e — U)||L2(0,T;H20H0‘)
d A+ (40 B
_— = C
dt

<Cle—clirrllu —vl 2p_
L2(0,T;LP~2(Q))

= (¢ —c)(u— VIl 20.7:22(2)

L2(0,T;L2(R))— L2(0,T; H2NH)

< Cellu — v||L2(O,T;H2ﬂH(;)’ (72)

where Ce < 1 if we assume ¢ = ¢ € L®() and p is sufficiently small.
In some case, smallness of p can be omitted (discussed at the end of (R3)).
Estimate (72) holds provided
2 | 2 2p
W =H"(Q)NHy(Q)— Lr2(Q)ie, p=> =7
p—
(73)

3Where smoothness of the domain can be slightly relaxed to C!! as assumed here, see, e.g., [12].
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Thus, for ¢ € L2(0,T;L%*(2)) there exists a unique solution v €
L2(0,T; HX(Q) N H}(Q)) to the problem (70)=(71), which implies
p=e"ve L0, T; HX(Q) N HO1 (£2)) is the solution to the adjoint problem
(60)—(61).
Observing that p solves
p(t) = Ap(t) +cpt) = —opt) +¢@) 1€ (0,T)

p0) =0,

employing again [9, Section 7.1.3 , Theorem 5] and smallness of p yields

||P||L2(0,T;W) < C(|l(¢c - C)P||L2(0,T;L2(gz)) + ||¢||L2(0,T;L2(gz)))
=< C(2p|lpl|L2(0,T;H20H01) + ||¢||L2(O,T;L2(Q))) (74)

< C||¢||L2(0,T;v*)

with some constant C independent of 6 € B;)Y (c®). This yields (R3-dual) with
qg=2.

Ifd =1,p=2o0ord =2,p>2o0rd =3,p > 1%,thesmallness
condition on p can be omitted. Indeed, ford = 3, p > % testing the adjoint
equation by —Ap yields

f —pAp + (Ap)?dx = / (cp — $)Apdx
Q Q

1d 2 2 ! 2 2 2
1d 1 2
2 2 2 2 Lo+ L
EE”VPH[}(Q) + EHAPHLz(Q) =< ”¢”L2(Q) + ”c“LP(Q) </;2 p[ 201 Zd_x)
5p—12

=< 161320y + 161700 1Pl (e 1100 () 1217

c?
5p—12 Hl 516
<1017, + UCIZ + pP101 (07

2
4e ”VPHLZ(Q)

2 2 2
+ ECH2QH01~>L°° (”APHLZ(Q) + ||VP||L2(Q)> ),

where in the last estimate we apply Young’s inequality. Choosing € suf-

ficiently small allows us to subtract the term involving ||Ap||i2 @ on the

right hand side from the one on the left hand side and get a positive
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coefficient in front. Here, the choice of € depends only on the constants
< p, Q, CH2mH01—>L<><>-

It is also obvious that, if d < 3, in the second line of the above calculation,
we can directly estimate as follow

d=1.p=2:llplaq) = llela g 1P 1Ty = Cppr_ o llelfag) IV P72

d=2,p>2: ||CP||L2(Q) = ”C”LIJ(Q) ||P|| 2p = c? 7p||C||LP(Q) ||VP||L2(Q)
LP=2(Q) Hi—>LpP2
(76)
Employing firstly Gronwall-Bellman inequality with initial data Vp(0) = 0,

then taking the integral on [0, T'], we obtain

||P||L00(0,T;H1(Q)) + ||AP||L2(0,T;L2(Q)) = C||¢||L2(0 T;L2(Q)) 77

with the constant C depending only on ¢, p. This estimate is valid for all
c € B’; (cY). Since the adjoint problem has the same form as the original
problem, applying (77) in (72) we can relax ¢, by means of without fixing
¢ = ¥ but chossing it sufficiently close to ¢ since L®(Q) = LP(R), || < oo
to have Ce < Ce arbitrarily small with constant C as in (77). Therefore the
constraint on smallness of p can be omitted in these cases.
(R4) All-at-once tangential cone condition:
According to (36) and (A.108) with s = 0, ¢t = 2, m = n = 2, this follows if

P d__dp=- d

Corollary 1 Assume ug € L*(Q2), ¢ € L*>(0, T; H~1(Q)), and
DF)=X=LP(Q), Y=LI(Q), V=L*Q), W=H (QNH ()

p=2, qe[g,z], d=<3 (78)

with ¢ = max ,  min {Z—QE—M} )
P p—1 gell,00] 2 rq
Then F defined by F(c) = u solving (4)—(6) satisfies the tangential cone
condition (52) with a uniformly bounded operator F'(c) defined by (59), see also

[15] for the static case.

Remark 7 This allows a full Hilbert space setting of X and Y by choosing p =g =
2aslongasd < 3.
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3.2 Identification of a Diffusion Coefficient

We pose this problem in the function spaces

X=W'rQ), v=L1(Q), V=L%Q), W=H*QNHQ) p>d
(719

so that X — L°°(2) and define the domain of F by
DF)={aeX:a>a>0ae. onQ}. (80)

Now we examine the conditions (R1)—(R3).

(R1) Local Lipschitz continuity of f:
| — v(aw) v (aVu) -

= sup /(&Vﬁ—aVu)dex
Q

lwliw=1

= sup / @V —u)+ (a—a)Vi)Vwdx
Q

lwllw=<1

= sup / (@ —u)(VaVw + aAw) + u(V(a — a)Vw + (a — a)Aw)dx
lwllw=<1J/€

< sup /(Ilﬁ—M||L2IIVa||LP+IIﬁllellv(a—a)IILv)IIVwII 2p_
lwllw=1J% Lr=2

+ (la —ull2llalize + Nl 2lla — all L) | Awll 2dx

sLD(lu —ully + lla —allx)

with M = (C L2+ CX—>L°°> (lully +ll@lv +licllx+ Il x), subject
W—W p2
to the constraint

2 25
W=HXQ)NH(Q) — L (Qie. p> _—pz.
Fpe

81)

(R2) Well-definedness and boundedness of the parameter-to-state map:
A straightforward verification of boundedness and coercivity gives unique
existence of the solution u € W(0,T) C U for a € D(F) C
X L®(Q), ¢ € L>0,T; H'(Q)), up € L*(Q).

Similarly to the c-problem, the fact that the coercivity property of f holds
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(~f s a,) 1 gy = [ =V @ = @l

with the coefficient a being independent of a shows uniform boundedness of
S.
Continuous dependence on data of the solution to the linearized problem with
zero initial data:
We employ the result in [9, Section 7.1.3, Theorem 5] with noting that
the actual smoothness condition needed for the coefficient is that, a is
differentiable a.e on  and a € W1 (Q) rather than ¢ € C(Q). From the
observation a € D(F) = WP (Q), p > d is differentiable a.e and the fact
that W1°°(Q) is dense in W17 (), it enables us to imitate the contraction
scenario and the dual argument as in the c-problem.

Taking u, v solving (7)—(9), we see

T : L?(0, T; H*(Q) N Hy () — L*(0, T; H*(2) N HY(Q))

T = (% _v. (av))l v. ((a —&)v)

is a contraction

”’H‘(u - v)“Lz(O,T;HZﬂHOl)
d . -1
< ' (E—v.<av)>

= c ”& - a”X”u - v”LZ(O,T;HzﬂHd)

IV (@ = V@ = 0)l20.7;120)
L2(0,T;L2(Q))—~L2(0,T: H2NH})

= CGHM_UHLZ(O,T;HZOHOI)’ (82)

where Ce < 1 if we assume @ = a° € W°°(Q) and p is sufficiently small.
If the index p is large enough, smallness of p can be omitted (discussed at
the end of (R3)). Therefore, given ¢ € L2(0, T; L*()), the adjoint state
p € L2(0, T: H>N H&) uniquely exists.

We also have the estimate

122070 = €IV - (@ = DY) 20,7220 + 19120752200

= C(2P||p||L2(0’T;H2mH01) + ||¢||L2(0,T;L2(§2)))

=< C||¢||L2(0,T;v*),
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which proves continuous dependence of p on ¢ € L*(0,T; V*), conse-
quently, continuous dependence of the solution z € LZ(O, T; V) on the data
b e L%(0, T; W*) in (49) and (50). Here smallness of p is assumed.

If p > 4, smallness of p is not required. To verify this, we test the adjoint
equation by —Ap

/ —pAp + a(Ap)dx = / (=VaVp — ¢p)Apdx
Q Q

1

l 1

where the last term on the right hand side can be estimated as in (69) of
the c-problem with (Va)? in place of ¢, Vp in place of u and the assumption
X — wWh4Q)

1 2
; ”Vavp ”LZ(Q)

< B G gy (e 1912 + (5 +e) 1vpl2
=" a 1@ \Teee, ' P12 T (G Hy@

—T(" G+ %) ( faee VPN + (G2 +€) 180172 ) -
(84)

Choosing €1 < €, and €1, € sufficiently small such that we can move the term
involving ||Ap||L2(Q) from the right hand side to the left hand side of (83).

Note that, this choice of €, € is just subject to a® and 0.
Proceeding similarly to the c-problem, meaning applying Gronwall-
Bellman inequality then taking the integral on [0, T'], we obtain

||P||L00(0,T;H1(Q)) + ||AP||L2(0,T;L2(Q)) = C||¢||Lz(0 T:12(Q)) (85)

with a constant C depending only on a®, p.

Observing the similarity in the form of the adjoint problem and the original
problem, invoking the uniform bound (85) w.r.t parameter a and the fact
Wlee(Q) = WP (Q) one can eliminate the need of smallness of p.

(R4) All-at-once tangential cone condition:
According to (36) and (A.110) with s =0, t = 2, m = n = 2, we require

d dip—1
qufézzandl___ M

d d
and — - > d+——1
p—1 2 p q 2
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Corollary 2 Assume uy € L*(Q2), ¢ € L>(0, T; H~1()), and
X =whr(Q), Y = L9(Q), vV = LX(Q), W = H*(Q) N HH(RQ)

p =2, qe[c_l,2], d < p,
(86)

— P i _dy _dp=) 4y d ,\ _d- _ d _
whereg_max pil,qen[lll’r;o]{l 5= > +q/\ 3= d—i—p 1}}

Then F defined by F(a) = u solving (7)-(9) satisfies the tangential cone
condition (52) with a uniformly bounded operator F'(a) defined by (59).

Remark 8 This yields the possibility of a full Hilbert space setting p = g = 2 of X
and Y in case d = 1, see also [14] and, for the static case, [15].

3.3 An Inverse Source Problem with a Quadratic First Order
Nonlinearity

By the transformation U := ", the initial-value problem (10)—(12) can be converted
into an inverse potential problem as considered in Sect. 3.1

U—-AU+60U =0 (t,x) € (0,T) x Q (87)
Upa =1 te(0,T) (88)
U(0) = U x € (89)

with Up = €. Thus, in principle it is covered by the analysis from the previous
section, as long as additionally positivity of U can be established. So the purpose
of this section is to investigate whether we can allow for different function spaces
X, Y by directly considering (10)—(12) instead of (87)—(89).

We show that f verifies the hypothesis proposed for the tangential cone condition
in the reduced setting on the function spaces

X = LV (), Y = L1(Q), V=W=HQNH(Q. (90

(R1) Local Lipschitz continuity of f:

| = IVil> +|Vul> =6 + 0w+ = sup /Q(V(u—ﬁ).w”ﬁ)—éw)wdx

lwliw=1

=Cworp (II(V(M—IZ)-V(M+11)II 5+ 166l ﬁ)
L L

p—1 p—1
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(R2)

<Cw_pi (IIV(M—L?)II 2 IV @+ ) 2 + 16 - 8| L)
Lp-1 Lp-1 Lp-1

= Cyorp (€2 oy lu—illvlutilly +C 5 10 =dlx ).
Vow P X—L -1

We canchose L(M)=Cy_, s (C2 25 (lullv + llallv) + C b )—i—
VoW -1 X—Lpr-1
1, under the conditions

2 d  dj—1
V=H@QNH®@ > W (@ie, 1- 5= —%

; P o
-1

X=LP(Q) < L7 (Qie, p>

Well-definedness and boundedness of parameter-to-state map:
We argue unique existence of the solution to (10)—(12) via the transformed
problem (87)—(89) for U = €.

To begin, by a similar argument to (72) with the elliptic operator A =
—A 4+ 0,0 € LP(RQ2) in place of the parabolic operator, we show that the
corresponding elliptic problem admits a unique solution in H*(Q) N H} ()
if the index p satisfies (73). Employing next the semigroup theory in [9,
Section 7.4.3, Theorem 5] or [37, Chapter 7, Corollary 2.6] with assuming
that Uy € D(A) = H*(Q) N HO1 (£2) implies unique existence of a solution
U e C0,T; H () to (87)~(89).

Let U, U respectively solve (87)—(89) associated with the coefﬁ01ents
0eX,be L*°(2) with the same boundary and initial data, then v = U — U
solves

V() — Av() +6vt) = O —0)U(t) 1€ 0,T)
v(0) = 0.

Owing to the regularity from [9, Section 7.1.3, Theorem 5] and estimating
similarly to (72), we obtain

||U — U”LOO(O’T;HZ(Q)) = C ”(9 Q)U”Hl(() T;L2(RQ))
<Cllf — ONXNU I g0, 1; 12 (92)) 92)

with positive U since § € L°°() and the constant C depending only on
69, p. Here we assume 0 =00¢ L*>(2) and p is sufficiently small such
that the right hand side is sufficiently small. Then U € L*°(0, T; H 2(Q)) €
L*®((0,T) x ) is close to U and therefore positive as well. This assertion
isvalidif 0 < Uy = €0 € HX(Q) N H(} (), 0 < Ulsq, which is chosen as
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Ulsq = 1 in this case (such that log(U|sq) = 0) and

2p
HX Q) — L72(Q)ie, p>

p=2 (93)
V =H*Q) — L®(Q)ie, d<3.

This leads to unique existence of the solution u := log(U) to the problem
(10)=(12), moreover 0 < ¢ < U € C!(0, T; H*(R)) allows u = log(U) €
C(0, T; H*(Q) N HY ().

Ifd =1, p > 2, no assumption on smallness of p is required since

U = Ullpeor:m @y < €O =0Tl 20.7:120)

< CIO = 0lxN Ul 200.7: 252y ©4)

due to the estimates (75)—(77) in Sect. 3.1. Here the constant C depends only
on 0, p as claimed in (77). This and the fact L>°(2) = LP(2) allow us to
chose 6 € L% (Q2) being sufficiently close to & € L”(2) to make the right
hand side of (94) arbitrarily small without the need of smallness of p.

We have observed that, with the same positive boundary and initial data,
the solution U = U (#) to (87)—(89) is bounded away from zero for all 6 €
B’; (8%). Besides, S : @ +— U is a bounded operator as proven in (R2) of
Sect. 3.1. Consequently, u = log(U) with Au = _IVUL2I2 + % is uniformly
bounded in L2(0, T; H*(2) N H} () for all 6 € BX(0°), thus S : 6 > u is

a bounded operator on B;,\’ (90).

Moreover, we can derive a uniform bound for U in H'(0, T; H2(R2)) with
respect to 6. From

U —0)— AU -0+ O -0 (U - 0) = - —0) — 0 — H)D,

by taking the time derivative of both sides then test them with —A(U — U)
we have

d . X . X
VO = Dlfaq) + 180 = Dl

N =

< Cppep 6 = 0l 20) |AU = D)2
F 1012 @ 10 = Ull 2 IAU = )l 12

+ Cppes 1 oll0 = 01l 2 1 AU 2 1AW — D)l 120
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(R3)

1d . B . X
571V - D2 + (1 = pChrcs g~ — OIAU = D)l }2q,

1 /A .o R
=5 (IIGIIim@)IIU —Ull} 2 + cﬁ,zgmpﬂmuuiz(m) ,

where || AU l22(g) is attained by estimating with the same technique for (87)-

(89) with the coefficient 6 € L*>(2). Since ¢ is arbitrarily small, if p is
sufficiently small and the following condition holds

X=LP(Q) — L*(Q)ie, p=>2, (95)
applying Gronwall’s inequality then integrating on [0, T'] yields
U = Ullgio.7: 12 < CIO = O1xIU g1 0.7 1252 (96)
for fixed U = S(9) = S(0°). So, S(B;( (09)) is bounded in H'(0, T; H*(2))
and its diameter can be controlled by p. In case d = 1, smallness of p can be
omitted if one uses the estimate (94).

Continuity of the inverse of the linearized model:
Now we consider the linearized problem

z(t) — Az(t) +2Vu(t) - Vz(t) = r (1) te(0,7T)

o7
z(0) =0, (98)
whose adjoint problem after transforming t = 7' — t is
p() = Ap(t) =2V - (Vu@)p()) = ¢(1) 1 €(0,T)
99)
p0) =0. (100)

Since u € CY(0,T; HX(Q) N HOl (€2)) as proven in (R2), this equation
with the coefficients m := —2Vu e CY0,T; H'(Q)),n = —2Au €
CY0, T; L%()) is feasible to attain the estimate (R3) by the contraction
argument.

Indeed, let us take p solving (99)—(100), then

p—Ap+m-Vp+iap=¢+ @@ —m)-Vp+ @ —n)p
d —1
p=<E—A+m-v+ﬁ) [¢ + (G —m) - Vp+ (A —n)p]

=:Tp
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with some m € L*°((0,T) x Q) and some n € L*®((0,T) x Q) approx-
imating m and n. Then for d < 3, T : L*0,T; H*(Q) N H}(Q)) —
L?(0, T; H*(Q) N H} () is a contraction

ITCP = Dl 20, 7: 1201}

d -1
(——A~I—ﬁ1-V+ﬁ)
dt

=

L2(0,T;L2(Q))—~L2(0,T; H2NH})
NG =m) -V (p = D lr20.1:1200)) + 100 = 1) (P = D120 7:12(2))

0( A
<C (llm —mll g7 m @) IV — Dl 20,7: 1 ()

1A = nllpe ;2@ lP — ‘“'Lz(‘)’T?Lw(Q”)

= CE”IJ_q”LZ(O’T;HZﬂH(})a (101)

where H(Q) < L%Q), H*(Q) N H}(Q) — L®(Q) for d < 3.
Above, we apply from [9, Section 7.1.3 , Theorem 5] the continuity of
(L —A+m-V+ ﬁ)fl with noting that, although the theorem is stated
for time-independent coefficients, the proof reveals it is still applicable for
m = m(t, x), n = n(t, x) being bounded in time and space.

The above constant Cé, which depends on m € V - S(B;}’(@O)) N
L0, T: L®(Q)), A € AS(BX(©°) N L0, T; L>(R)) can be bounded
by some constant C depending only on S(6°) and the diameter of S(Bff ©%)
similarly to Sects. 3.1 and 3.2 if choosing 6 = 6°. In order to make Ce less
than one, we require |/ — mll o 1. 11 (q)) and 17 — 1L 7:12()) 1O
be sufficiently small. Those conditions turn out to be uniform boundedness
of |U — Ullpooo,1:H2()) (or the diameter of S(B;f(@o)), which can be
seen as smallness of p as in (96) since H'(0,T) < L%(0,T). From
that, existence of the dual state p € L2(0, T; H*(2) N H& (2)) for given
¢ € L%(0, T; L%(Q)) is shown.

Then (R3-dual) follows without adding further constraints on p

IPllz20,7; H2(2))

< C(lm —m) - Vplpao 1.2 + 1 —m)pll20. 7022 + 18120 7:02(2))

= Clloll20,7:22(2)

with constant C depending only on some fixed 71, 71 and the assumption on
smallness of p. Here with the L?-norm on the right hand side, the maximum
q is limited by g = 2.
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Observing that the problem (99)—(100) has the form of the a-problem
written in (83), with @ = 1,Va = —2Vu(r) € L°(Q) and the additional
term in the last line of the right hand side, namely,

L inp s o = 18upI2s e, < 18U o 1512
2 Pl = Plip2q) = L2 1PllLe(@)
< ci,olwo||Au||iz(m||Vp||iz(m (102)

if the dimension d = 1.
The solution # = S(8) also lies in some ball in C! (0, T HZ(Q) N HO1 (2))
forall 0 € Bff (89), as in (R2) we have shown boundedness of the operator S.
It allows us to evaluate analogously to (83)—(84) with taking into account
the additional term (102) to eventually get

2
”APHLz(O,T;LZ(Q)) S C||¢||L2(0,T;L2(Q))

with the constant C depending only on 6°, p. Hence, if d = 1, p is not
required to be small.
(R4) All-at-once tangential cone condition:
According to (36) and (A.124) withs =t =2,m=n =2,y =0,p =2
this follows if
2—gz1—i+£and
2 q* R

R d d d
l<—andg<gand2— - >max{——=, 1 — —,
q* 2 q R

where the latter conditions come from the requirements V. = H?(Q) N
HI(Q) — WIE(Q).

Corollary 3 Assume ug € V and
D(F) =X = LP(Q), Y=L9(Q), V=W=HQnNHQ

p=2, qehg} d<3
(103)

mmq=mmp—g51—d+4+4Aq31+7L}
= q 9 P p—1

Then F defined by F(0) = u solving (10)-(12) satisfies the tangential cone
condition (52) with a uniformly bounded operator F'(0) defined by (59).

Remark 9 To achieve a Hilbert space setting for X and Y, one can choose p = g =
2if d < 3, see also [34].
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3.4 An Inverse Source Problem with a Cubic Zero Order
Nonlinearity

We investigate this problem in the function spaces
X=L"Q), Y = LY(R), V=W=H Q).

In the following we examine the conditions required for deriving the tangential
cone condition and boundedness of the derivative of the forward operator.

(R1) Local Lipschitz continuity of f:
> —u® +6 —0|lw«= sup / (i —w) @ + i+ u?)w + 6 — O)wdx

lwilw =1
= )

= Cyorr (n(a —wG@ i) s +10-61 s
P— P

A

20l — ull s (lil* 55 + lul® 55 )+ 116 =6l L)
LP2 LP2

=Cy_1s

<Cyrp <2CV~>LPC 2 i — wlly Qlaly, + lul$) + 16 - 9||2<C ) ) :
VL 72 — L7

We chose L(M)=Cy_, .5 <2CV_)L13C 22 I3, + ||M||V)+C a )
V—LP2 -
+1, subject to the conditions

V=W=H}(Q) < L’ (Qie, 1——=>—

N
AT

2p
V=H(Q)— L2 (Qie, d<4

p
—1

L

X=LP(Q)— L7 —

(Q)ie., p>
(104)
(R2) Well-definedness and boundedness of the parameter-to-state map:

Verifying the conditions (S1)-(S3) with the Gelfand triple HO1 (Q) —
L*(Q) — HY(Q) shows that the problem (13)—(15) admits a unique
solution in the space W (0, T'). Subsequently, [38, Theorem 8.16] strengthens
the solution to belong to L°°(0, T'; V). To validate this regularity result, the
following additional assumptions are made

X=LP(Q) — L*(Q)ie, p=>2, (105)

the initial data ug € V and the known source term ¢ € L%(0, T; LZ(Q)).
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From [34, Proposition 4.2, Section 6.1], we have

1 1
IS@)lLeeo,1;v) =N (”9 +olzor2@) + \/L §|V'40|2 + 4uédx)

1 1
<N (Jﬂueoum) +0) +lell20.7:020) + \//S_2 5 Vuol® + 4uédx)

for some N depending only on cg =cy = % This thus implies uniform

boundedness of S on Bz( (09).

(R3) Continuous dependence on data of the solution to the linearized problem with
zero initial data:
For this purpose, semi-coercivity of the linearized forward operator is obvious

(—fat.6,0),0)y. , = / (—Av + 3u’v)vdx
’ Q
> IVol32q, = V-

(R4) All-at-once tangential cone condition:
According to (36) and (A.123), withs =t =1, m=n=2,y =k =1,r =
g = p this follows if

p d d 2d d d
25ﬁandl——i———i—fandqsﬁandl——z——_,
q* 2 q* p 2 p

where the latter condition comes from the requirement V = H(}(Q) >

LP ().
Corollary 4 Assume ug € Hy(Q), ¢ € L*(0, T; L*(Q)), and

D(F)=X=LP(Q), Y = L1(Q), V=W=H}(Q)

Pp=2, qEMJI d <4,
(106)

where q :min{l -4
= q

|
Y
|
ISW
+
R
+
ﬁllg
>
(N
%
+
\'|
[3e]
—_——
<
=

2d
d=1and q = oo, d=2andq < o0, d23andq_:d—2. (107)

Then F defined by F(0) = u solving (13)—(15) satisfies the tangential cone
condition (52) with a uniformly bounded operator F'(0) defined by (59).

Remark 10 Here X and Y can be chosen as Hilbert spaces with p = ¢ = 2 and
d <3.



154 B. Kaltenbacher et al.
Appendix

Notation

* Fora, b € R, the notation a > b means: a > b with strict inequality if b = 0.

e For normed spaces A, B, the notation A < B means: A is continuously
embedded in B.

* For a normed space A, an element @ € A and p > 0, we denote by Bé (a) the
closed ball of radius p around a in A.

* For vectors a, b € R”, a - b denotes the Euclidean inner product. Likewise, V - v
denotes the divergence of the vector field v.

* (C denotes a generic constant that may take different values whenever it appears.

* For p € [1, oc], we denote by p* = % the dual index.

¢ The norm of some embedding H*(2) — L”(2) will be denoted by C I?,S_> Lp 4
Proof of Proposition 1

On (41) for some p € [1, co], we can estimate by applying Holder’s inequality, once
with exponent p and once with exponent % (where p* = % is the dual index)

I(BO(DDllws= sup / cowdx < [lellLp D] La sup lwll p#q_
weW, |wlw=<1JQ weW, |wlw<=<l La—P
*
where we need to impose ¢ > p* and in case of equality formally set qp_ Z* = 00.

*

'
In order to guarantee continuity of the embedding W < L 4-r* (2) as needed here,
we therefore, together with (36), require the conditions

d d d dig — p*
s——z—Tandc}ZqZp*andt——z—@. (A.108)
m q n pPq
Proof of Proposition 2

With X as in (43), in order to guarantee the required boundedness of the embeddings

P*

X L'(Q), W Whirr (@), We Wi ().,

for some r € [1, oo] such that r* < g

4Note that the assumed C!+! smoothness of €2 suffices for all embeddings used here, see, e.g., [30].
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we impose, additionally to (36), the conditions

d  dig-p*
(@) G > q > max{p*, r*} and br—1-4- 4=r) 4
n

d d(g —r* d d
@r—2-9> 44" g @w1-9x ¢
n r*q )4 r

for some r € [1, oo]. To eliminate r, observe that the requirement (c), i.e., t—Z—% >

—% + ;—1 gets weakest when r* is chosen minimal, which, subject to requirement
(d) is

=ooifp>d =1ifp>d
ri<ooifp=d Jie, r*i>1lifp=d . (A.109)
—dplfp<d =dpd+p1fp<d

Inserting this into (c) and taking into account (36), we end up with the following
requirements on s, ¢, p, g, m, n (using the fact that g > p* implies g > dpf—5+p):

d A *
§s——>—<andg >¢g > p*and
m q

. ., . . = —d+%ifp>d
t—l——z—@andt—Z—— >—d+‘—landq>lifp:d
" Pq " dp—d'+
> — pp dp—dtp 4 d gifp<d.
(A.110)
Proof of Proposition 3

Here we have
(fO.0 = @@~ £160. 0@ =) = f0.00 =)

1
= fo (¥ @) + 0 @) = u() - &' @) do @) - u@)

1
+:/ (w%Vua)+o(Vﬁu)—-vMa»-—w%vMa»)daVuﬁu)—uayy
0

This shows that the only condition which has to be taken into account when choosing
the space X is that B(¢t) € L(X, W*). Again we assume C(¢) to be the embedding
operator V < Y.
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As opposed to Sect. 2.1, where we could do the estimates pointwise in time, we
will now also have to use Holder estimates with respect to time. To this end, we
dispose over the following continuous embeddings

U L*0,T; W™ (Q))
U — L=, T; H*(Q)) provided W* 5" (Q) < W'T5"(Q),

where the first holds just by definition of ¢ and the second follows from [38, Lemma
7.3]° with W = W57 (Q), using the fact that

ue L*0,T; W& ) N HY O, T; (W ()

& D'ue L*0,T; W5 Q) n H' 0, T; (W (@Q)*),

where DSv = 3", s D*v.

We first consider the case of an affinely linear (or just vanishing) function W,
which still comprises, e.g., models with linear drift and diffusion, so that Cy» can
be set to zero. We can then estimate

1@ u) = F@.a) — f10. 1) — ) — f36.u)E = B 20,7 )

T 172
< Cgqr (./o ( sup /Q(l +u@®) + @O li) — u@)| T wdx)Zdt) ,

weW, wllw=1

where, using Holder’s inequality three times (P = ¢, P

_ _ ytx
: B q*(;+/<)’ P= Y ) and
continuity of the embedding H*(2) — L"(2) provided § — %1 > —%l

T 1/2
2
(/“ ( sup /mluunV|ﬁU)—-uU)H*“zudx) dz)
0 Q

weW, [wlw=1

= i = ull 20,70 sup |l 1 — ulw
L=(0,T;L4(S2)) weW , Jwlw=<l LN(OyT;LII*(Q))
1
~ - = ||YtK
< i — ully || (ul” |&@ —ul) " sup  fwll g
Y L0, T; L7 (R Pt et
O.T:L7ED) wew , wllwsl  L7—a" 00 (Q)
~ )/ ~
<lu- MllyllullLoo(o,T;Lr(Q)) lla — u”’I(‘OO(O,T;L’(Q)) sup lwl rg*
weW, wllw=1 Lr=4*(r+6) (Q)
Q Y +K 14 ~ K
< ~ - —_ -
= )" 0 oo 0,7 115 @) 18 = ¥l 0,7 15 02
i —ully sup lwll g
weW, |wllw=<l LT=a"(r+6) (Q)

(A.111)

50200, T; W) N HY(0, T; W*) — L®(0, T; L2(Q)).
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(and likewise for the term containing | (¢)|?) for some r € [1, co] with qL* >y +k.

In order to get finiteness of the L>(0, T; H*(2)) norms appearing here by means
of [38, Lemma 7.3], we assume the embedding W*=5"(Q) — W!T5"(Q) to be
continuous, which leads to the condition

. d . d - -
s—§——>t+5§——ands —S5>r+5.
m n

*

rq
Moreover, in order to guarantee continuity of the embedding W < Lr-4*0+0) ()
and for the above Holder estimate to make sense we impose

_dr—q*(y + )
rq*

d
y+K§L*andt——z
q

for some r € [1, co]. Summarizing, we have the following conditions

. d d . d . d - -
s——>——ands—§5s— —>t+5——ands—5 >t + 5 and
2 r m n
d d(r *(y +«)) d d(y +«) (A-112)
r _
y+x<—andt—— > — a1 =——+y—,
* n rq* q* r
which imply
d d -2
sl pg- L gyt s
m q* r

This lower bound on s gets weakest for maximal r, if y + « > 2 and for minimal r
if y + k < 2. We therefore make the following case distinction.
Ify4+«x>2o0ry+k =2andg = 1 we set r = 0o, which leads to 5 > d

2’
hence, according to (A.112), we can choose
casey +k >2or(y +« =2andg = 1):
, d d <2
>n q*’ =9 (A.113)
d d) d d
s>maxt+d+max3{0, — ——¢, — — —=¢.
m n] m ¢

Ify+x <2ory+«k =2andg > 1 we set r = max{l,g*(y + )} < oo,

s := max{0, % — ;‘—l} and, according to (A.112), can therefore choose
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casey +k <2or(y+k =2andgq > 1):
d ) d N
t>—+mn 0, ——+dy+c)t, g=4g,
n q*

2d d d
s >max ¢t +max{0,d — - —=1.
max{l, g*(y + «)}

(A.114)

) Z P

Now we consider the situation of nonvanishing gradient nonlinearities Cyy» > 0
where we additionally need to estimate terms of the form

12
T . . 2
/ ( sup /|Vu(t)|"|Vﬂ(t)—Vu(t)|1+"wdx> ar|
0 weW , |w|lw=<1JQ

which, in order to end up with an estimate in terms of || — u|[ 129 7. 14 (g)) TEquires

us to move the gradient by means of integration by parts. Assuming for simplicity
that £ = 1 we get

T R 5 1/2
(/ ( sup / \Vu(r)|? |Vi(t) —Vu(t)|2wdx) dt)
0 Q

weW, lwlw=l

r , A\ 12
— (f ( sup f(ﬁ(t) —u(t) g (1) dx) dt)
0 weW, |wllw=<lJQ

< lu— M||L2(0,T;Lq(g)) sup ||gw||Loc>(o,T;Lq*(Q))’
weW, [wlw=1

where

g0 = V- (IVul V() - uw)w)
= PIVu@) "2 (Viu) Vu(t)) - V(@) — ut)) w

+ IVu®|” A — u(®)) w+ [Vu@®)|” V@) — u@)) - Vw
=:g1(t) + g2(t) + g3(1),

where V? denotes the Hessian. For the last term we proceed analogously to above
(basically replacing u by Vu and w by Vw) to obtain

1831l Loo0,7: 9% 2y = |l [Vu@®)|” V(@) —u)) - Vwll poo(o,7:L4% ()

IVull? V@ —wll V] (A1
< ull; . U—u)ljoo IR su w *
L®(0,T;LR () eomit@y LS8 LT (g
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and use [38, Lemma 7.3] with Vu € L2(0, T; WS~ (Q)) N HY(0, T; (W't1n
(22))*), which under the conditions

d d(R—qg*(y +1
4 AR—g G+ 1)
n Rqg*
. d . d - . . d d
s—1-5s——>t+14+45——,s—1—5s>t+1+4+5,5— - >——
m n 2 R
(A.116)

Ra*

yields Vu € L®(0, T; H*()) € L°°(0, T; LR(Q)) and W — Wl Fr G Q).
The other two terms can be bounded by
10 + 8201 = (PIV2u@O]Vu @~ V@) — u@)]
+ V2@ () = )] [Vu®]) fw]

(note that here | - | denotes the Frobenius norm of a matrix) so that it suffices to find
an estimate on expressions of the form

11922 [Vol? = V] wlll oo, 7: 1202

for z,v,y € U, w € W. To this end, we will again employ [38, Lemma 7.3],
making use of the fact that for any o, R € [1, 00), due to Holder’s inequality with

P =2 and with P = 22 the estimate
QY

V22 Vol 1Yyl w2

1
2 p—1 7
< 1192l el (1997~ 191) el 2o o

L
SCQG CQ; v V22|l s (Vv 71y )V v w 2R
i re Chip) NV 2l sy IV IVYT) s )l ”LR(a—zf—zw @
(A.117)
holds. To make sense of these Holder estimates and to guarantee continuity of the

2Ro
embedding W < L Re-2-27 (2) we impose

207 d d(R(o —2) — 207 d d dy
oV qr_ 4, _dRe—-2) QV):__+_+_V

o0>2and R > >
o—2 n 2Ro 2 o R

(A.118)
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1
Taking into account the fact that here V?z contains second and <|Vv|’?’1 |Vy|) g
first derivatives of elements of U, we therefore aim at continuity of the embeddings

L0, T; Ws=2m (@) N HY(0, T; W'T21(Q)) — L®(0, T; H*(Q)) = L®(0, T; L2(Q))

L20, T; Ws=bm@) n HY(0, T; W't (Q)) — L®(0, T; H* (Q)) — L®, T; LR(Q)),

which can be achieved by means of [38, Lemma 7.3] under the conditions

d d d d
s—2—§——>t+2+5——ands—2—s5>t+2+sand§ — — > ——
m n 2 0
. d . d . . . d d
s—l—-s——>t+14+s——ands—1—-—s>¢r+1+sands — — > ——.
m n 2 R
(A.119)

For instance, we may set ¢ = 2, R = 00 to obtain, inserting into (A.116), (A.118)
and (A.119), that § > 0,5 > 4 hence

d d d
t>—,t——>1——, s >t+2+max{2,d}
n n q*
d d
4+ ———, s >t+2+max{2,d}, (A.120)
m n
d d .
S__i_qufq'
m q

In order to avoid the use of too high values of s and ¢, we can alternatively skip
the use of [38, Lemma 7.3] and instead set

U={ueL>®0,T;L(QD)NL*O0,T;V):uecL*0,T; W)} (A.121)

in case Cy» = 0, or

U=1{uel®0,T; L' (QNW-R@Q)nw2e@)nL20,T; V) : i e L20, T; W*)}
(A.122)

otherwise. This can also be embedded in a Hilbert space setting by replacing
L*°(0, T) with H° (0, T') for some o > % Going back to estimate (A.111) in case
Co» = 0 we end up with the conditions

d d d
yre<Zandr— 2y 4 4T (A123)
q n q r
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cf. (A.112), and in case Cy» > 0, considering estimates (A.115) and (A.117)
otherwise, we require

d d dy+1 d d dy
t — — > max 1——+M,——+—+—y and
n q* R 2 o R
R R 5 (A.124)
?—i—lf—andgzZand?gM,
q* 20

cf. (A.116) and (A.118), and in both cases we additionally need to impose (36).

Acknowledgments BK is supported by the Austrian Science Fund (FWF) with project P30054
(Solving Inverse Problems without Forward Operators). OS is supported by the Austrian Science
Fund (FWF) with project F6807-N36 (Tomography with Uncertainties) and with project 13661-
N27 (Novel Error Measures and Source Conditions of Regularization Methods for Inverse
Problems).

BK and OS acknowledge the support of BIRS for a stay at the Banff center, Canada, where the
paper has been finished.

This article was written during Tram Nguyen’s employment at Alpen-Adria-Universitit
Klagenfurt.

References

1. S.M. Allen, J.W. Cahn, Ground state structures in ordered binary alloys with second neighbor
interactions. Acta Met. 20, 423 (1972)
2. A.B. Bakushinsky, M.Y. Kokurin, Iterative Methods for Approximate Solution of Inverse
Problems. Mathematics and Its Applications (Springer, Dordrecht, 2004)
3. H.T. Banks, K. Kunisch, Estimation Techniques for Distributed Parameter Systems
(Birkhéuser, Boston, 1989)
4. L. Bronsard, B. Stoth, The Ginzburg-Landau equations of superconductivity and the one-phase
Stefan problem. Ann. Inst. Henri Poincaré 15(3), 371-397 (1998)
5. M. Burger, W. Miihlhuber, Iterative regularization of parameter identification problems by
sequential quadratic programming methods. Inverse Probl. 18, 943-969 (2002)
6. M. Burger, W. Miihlhuber, Numerical approximation of an SQP-type method for parameter
identification. SIAM J. Numer. Anal. 40, 1775-1797 (2002)
7. G. Chavent, K. Kunisch, On weakly nonlinear inverse problems. SIAM J. Appl. Math. 56, 542—
572 (1996)
8. F. Dunker, T. Hohage, On parameter identification in stochastic differential equations by
penalized maximum likelihood. Inverse Probl. 30, 095001 (2014)
9. L.C. Evans, Partial Differential Equations. Graduate Studies in Mathematics (AMS, Provi-
dence, 1998)
10. W.H. Fleming, H.M. Soner, Controlled Markov Processes and Viscosity Solutions (Springer,
Berlin, 2006)
11. B.H. Gilding, R. Kersner, Travelling Waves in Nonlinear Diffusion-Convection Reaction
(Springer Basel AG, Switzerland, 2004)
12. P. Grisvard, Elliptic Problems in Nonsmooth Domains (Pitman Advanced Publication Program
Boston, Boston, 1985)
13. E. Haber, U.M. Ascher, Preconditioned all-at-once methods for large, sparse parameter
estimation problems. Inverse Probl. 17, 1847 (2001)



162

14.

15.

16.

17.

18.

19.

20.

21.

22.

23.

24.

25.

26.

27.

28.

29.

30.

31.
32.

33.
34.

35.

36.
37.

38.

39.

40.

B. Kaltenbacher et al.

M. Hanke, A regularizing Levenberg-Marquardt scheme, with applications to inverse ground-
water filtration problems. Inverse Probl. 13, 79-95 (1997)

M. Hanke, A. Neubauer, O. Scherzer, A convergence analysis of the Landweber iteration for
nonlinear ill-posed problems. Numer. Math. 72, 21-37 (1995)

B. Hofmann, On the degree of ill-posedness for nonlinear problems. J. Inverse I11-Posed Prob.
2, 61-76 (1994)

S. Hubmer, E. Sherina, A. Neubauer, O. Scherzer, Lamé parameter estimation from static
displacement field measurements in the framework of nonlinear inverse problems. SIAM J.
Imaging Sci. 11, 1268-1293 (2018)

B. Kaltenbacher, Regularization based on all-at-once formulations for inverse problems. SIAM
J. Numer. Analy. 54, 2594-2618 (2016)

B. Kaltenbacher, All-at-once versus reduced iterative methods for time dependent inverse
problems. Inverse Probl. 33, 064002 (2017)

B. Kaltenbacher, M.L. Previatti de Souza, Convergence and adaptive discretization of the
IRGNM Tikhonov and the IRGNM Ivanov method under a tangential cone condition in Banach
space. Numer. Math. 140, 449-478 (2018)

B. Kaltenbacher, A. Neubauer, O. Scherzer, Iferative Regularization Methods for Nonlinear
Problems. Radon Series on Computational and Applied Mathematics (de Gruyter, Berlin,
2008)

B. Kaltenbacher, A. Kirchner, B. Vexler, Goal oriented adaptivity in the IRGNM for parameter
identification in PDEs II: all-at once formulations. Inverse Probl. 30, 045002 (2014)

S. Kindermann, Convergence of the gradient method for ill-posed problems. Inverse Probl.
Imaging 11, 703-720 (2017)

K. Kunisch, E.W. Sachs, Reduced SQP methods for parameter identification problems. SIAM
J. Numer. Analy. 29, 1793-1820 (1992)

F. Kupfer, E. Sachs, Numerical solution of a nonlinear parabolic control problem by a reduced
SQP method. Comput. Optim. Appl. 1, 113-135 (1992)

0O.A. Ladyzhenskaya, V. Solonnikov, N.N. Ural’tseva, Linear and Quasilinear Equations of
Parabolic Type (I1zd. Nauka, Moscow, 1967). (Engl. Transl.: AMS, Providence, 1968)

0O.A. Ladyzhenskaya, N.N. Ural’tseva, Linear and Quasilinear Equations of Elliptic Type (1zd.
Nauka, Moscow, 1964). (Engl. Transl.: Academic, New York, 1968)

A. Lechleiter, A. Rieder, Newton regularizations for impedance tomography: convergence by
local injectivity. Inverse Probl. 24, 065009 (2008)

F. Leibfritz, E.W. Sachs, Inexact SQP interior point methods and large scale optimal control
problems. SIAM J. Control Optim. 38, 272-293 (1999)

G. Leoni, A First Course in Sobolev Spaces. Graduate Studies in Mathematics (American
Mathematical Society, Providence, 2009)

T. Malthus, An Essay on the Principles of Population (J. Johnson, London, 1798)

J. Nagumo, S. Yoshizawa, S. Arinomoto, Bistable transmission lines. IEEE Trans. Circuit
Theory CT-12(3), 400412 (1965)

A.A. Nepomnyashchy, Coarsening versus pattern formation. C. R. Phys. 16, 1-14 (2016)
T.T.N. Nguyen, Landweber-Kaczmarz for parameter identification in time-dependent inverse
problems: all-at-once versus reduced version. Inverse Probl. 35, 035009 (2019)

C.E. Orozco, O.N. Ghattas, A reduced SAND method for optimal design of non-linear
structures. Int. J. Numer. Methods Eng. 40, 2759-2774 (1997)

C.V. Pao, Nonlinear Parabolic and Elliptic Equations (Plenum Press, New York, 1992)

A. Pazy, Semigroups of Linear Operators and Applications to Partial Differential Equations
(Springer, New York, 1983)

T. Roubicek, Nonlinear Partial Differential Equations with Applications. International Series
of Numerical Mathematics (Springer, Berlin, 2013)

O. Scherzer, Convergence criteria of iterative methods based on Landweber iteration for
nonlinear problems. J. Math. Anal. Appl. 194, 911-933 (1995)

A.R. Shenoy, M. Heinkenschloss, E.M. Cliff, Airfoil design by an all-at-once method. Int. J.
Comput. Fluid Mech. 11, 3-25 (1998)



The Tangential Cone Condition for Parabolic Inverse Problems 163

41. S. Ta’asan, “One shot” methods for optimal control of distributed parameter systems I: finite
dimensional control, Technical Report, Institute for Computer Applications in Science and
Engineering: NASA Langley Research Center, 1991

42. F. Troltzsch, Optimal Control of Partial Differential Equations Theory, Methods and Applica-
tions. Graduate Studies in Mathematics (American Mathematical Society, Providence, 2010)

43. T. van Leeuwen, F.J. Herrmann, A penalty method for PDE-constrained optimization in inverse
problems. Inverse Probl. 32, 015007 (2016)



Sequential Subspace Optimization for )
Recovering Stored Energy Functions in G
Hyperelastic Materials from

Time-Dependent Data

Rebecca Klein, Thomas Schuster, and Anne Wald

Abstract Monitoring structures of elastic materials for defect detection by means
of ultrasound waves (Structural Health Monitoring, SHM) demands for an efficient
computation of parameters which characterize their mechanical behavior. Hyper-
elasticity describes a nonlinear elastic behavior where the second Piola-Kirchhoff
stress tensor is given as a derivative of a scalar function representing the stored
(strain) energy. Since the stored energy encodes all mechanical properties of the
underlying material, the inverse problem of computing this energy from measure-
ments of the displacement field is very important regarding SHM. The mathematical
model is represented by a high-dimensional parameter identification problem for
a nonlinear, hyperbolic system with given initial and boundary values. Iterative
methods for solving this problem, such as the Landweber iteration, are very time-
consuming. The reason is the fact that such methods demand for several numerical
solutions of the hyperbolic system in each iteration step. In this contribution we
present an iterative method based on sequential subspace optimization (SESOP)
which in general uses more than only one search direction per iteration and explicitly
determines the step size. This leads to a significant acceleration compared to the
Landweber method, even with only one search direction and an optimized step size.
This is demonstrated by means of several numerical tests.

1 Introduction

Monitoring structures consisting of materials like fiber-reinforced plastics or metal
laminates is of utmost importance regarding the early detection of defects such as
cracks and delaminations or to estimate the structure’s lifetime. Such materials
play an important role in the construction of wind power stations, aircrafts and
automobiles. A Structural Health Monitoring (SHM) system consists of a number of
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actuators and sensors that are applied to the structure. We refer to the seminal book
of Giurgiutiu [9] for a comprehensive outline of piezoelectric sensor based SHM
systems and their mechanics. A comprehensive monograph on Lamb wave based
SHM in polymer composites is given by Gabbert et al. [7]. The mechanical waves
that are generated by the actuators propagate through the structure, interact with a
possible damage and are measured at the sensors. The inverse problem then consists
in recovering the damage from the given sensor measurements. The mathematical
model of wave propagation in solids is represented by Cauchy’s equation of motion

pii —V.-P=f,

where p denotes the mass density, P the first Piola-Kirchhoff stress tensor, f
an external volume force vector, u is the displacement field of the wave and
ii the acceleration vector. Materials such as fiber-reinforced plastics or metal
laminates are elastic and, depending on the respective response function for P,
we obtain a corresponding system of hyperbolic partial differential equations for
the displacement field u. The response function for P in turn encodes macroscopic
mechanical properties of the material, such as, e.g., the Poisson number or Young’s
modulus, yielding pointers to hidden damages. There is a vast amount of literature
concerning inverse problems connected to Cauchy’s equation of motion in elasticity
and we refer here only to recent works that have a close relation to the topic
of this contribution. Inverse problems in linear elasticity are, e.g., considered
in [2, 4, 13, 16]. A nice overview on inverse problems in elasticity is [3]. An
important material class in elasticity is given by hyperelastic materials, which are
characterized by the fact that the stress tensor is given as a derivative of a scalar
function with respect to the strain tensor. This scalar function is the stored (strain)
energy function and its integral equals the total strain energy which is necessary
to deform the body. Since all relevant material properties can be deduced from the
stored energy function, its computation should reveal valuable pointers to damages
in the structure. The corresponding Cauchy equation then is nonlinear. In [21]
the authors investigate higher harmonics of Lamb waves in hyperelastic isotropic
materials. Inverse problems in nonlinear elasticity are, e.g., considered in [6, 25, 27—
29]. Nonlinear elastic inversion especially in seismics is considered in [8, 30, 31]. In
the present contribution we consider the nonlinear inverse problem of reconstructing
the stored energy function from the knowledge of the full displacement field u. The
stable solution of nonlinear, dynamic inverse problems is currently counted among
the most demanding mathematical challenges.

Nonlinear inverse problems are usually solved by iterative regularization tech-
niques. Standard methods such as the Landweber iteration scheme prove to be
tremendously slow when applied to such a high-dimensional nonlinear inverse prob-
lem. To increase numerical efficiency Sequential Subspace Optimization (SESOP)
techniques have been developed and analyzed for various settings, see [19, 23, 24,
33, 35]. The general idea is to reduce the number of iterations until the stopping
criterion is fulfilled. To this end, the classical Landweber method is extended by
two features. First, a finite number of search directions is used in each iteration.
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Second, the length of each search direction is explicitly calculated. This is done
in such a way that the method admits a very intuitive interpretation: The iterate
is sequentially projected onto subsets that contain the solution set of the inverse
problem. These subsets are intersections of stripes that correspond to the respective
search directions. The calculation of the projection yields a regulation of the step
widths.

This technique has been successfully applied, for example in parameter identi-
fication [26, 34, 35], demonstrating a significant increase in efficiency. In addition,
they have been used and analyzed in combination with, e.g., sparsity constraints,
total variation or Nesterov methods [10, 17, 32].

This contribution delivers a proof-of-concept by demonstrating that RESESOP
applied to a high-dimensional nonlinear and dynamic inverse problem leads to a
significantly faster convergence as well as less computation time with at the same
time higher accuracy compared to Landweber’s method.

Outline In Sect. 2 we briefly summarize essential concepts of continuum mechanics
for elastic solids and deduce the exact mathematical setting for identifying the stored
energy function of a hyperelastic material from measurements of the displacement
field. In order to guarantee that the reconstructed energy is physically meaningful
we use a dictionary of finitely many elements. The inverse problem subsequently
reduces to the computation of the corresponding coefficients with respect to the
given dictionary. Section 3 outlines the introduction and analysis of the Landweber
method and RESESOP. In Sect. 4 we finally present several numerical experiments
using three different damage scenarios for a structure consisting of a Neo-Hookean
material showing the superiority of RESESOP compared to the Landweber method.

2 Hyperelastic Materials

In this chapter we briefly discuss some basic facts from continuum mechanics and
especially on Cauchy’s equation of motion and hyperelastic constitutive equations.
For deeper insights we refer to the standard literature [5, 12, 18].

The considered elastic structure is described by a bounded, open, connected
subset @ C R? with a sufficiently smooth boundary. We start with the mathematical
definition of a deformation of 2.

Definition 1 A deformation of a body 2 is an invertible, continuously differen-
tiable mapping ¢ : [0, T] x 2 — R3, which is orientation-preserving such that

det(Vo(t,x)) >0 V(t,x) €[0, T] x 2,

where
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Ap;
Vo(t, x) = [ ——(, x) = (ijgoi(t,x))i’j:l’zj e R,
ax; i.j=1,2,3

Definition 1 implies that the body will not be torn apart or penetrate itself during
the deformation. Since Vg is invertible, any two points in €2 can be separated at any
time ¢t € [0, T]. If Q undergoes a deformation, then a fixed point x is shifted to a
point ¢(¢, x). Their difference defines the displacement field.

Definition 2 Let ¢ : [0, T] x  — R3 be a deformation. Then the displacement
field u : [0, T] x  — R3 is given by

u(t,x) =@, x) —x.

The set 2 is also called the reference configuration whereas Q2 (t) := ¢(t, Q) C
R3 is called the deformed configuration and represents the body after deformation
at time ¢. A guided wave that is generated by actuators and propagates through the
structure €2 will cause a displacement field # which subsequently can be measured
by applied sensors. This is the key idea of an SHM system (c.f. [9]).

Definition 3 Let ¢ : [0, T]x Q — R? be a deformation and  be the corresponding
displacement field. The displacement gradient is given by

Vu(t,x) =Ve(t,x)—1

with the identity matrix / € R3*3. The gradient V refers to the spatial coordinates.

The propagation of ultrasound waves in 2 is mathematically described by
Cauchy’s equation of motion, which follows from the stress principle of Euler and
Cauchy and the axioms of force and moment balance. For all (¢, x) € [0, T] x Q
we have

p(xX)ii(t, x) =V - P(t,x) = f(z,x). ey

Here p : Q@ — R™ denotes the mass density, f : [0, T] x Q — R3 the external
body force and P : [0, T] x @ — R3*3 the first Piola-Kirchhoff stress tensor.
This is a differential equation for the unknowns « and P and obviously not uniquely
solvable in its present form. But by now we did not include the phenomenon of
elasticity to €2 and Eq. (1). Elasticity means that there is a stress-strain relation which
is implied by the existence of a so called response function for the Cauchy stress
tensor. To be short: a deformation of the body €2 causes strain which again causes
stress. Postulating the existence of a response function will furthermore reduce the
degrees of freedom in (1).

Before we formulate the principle of elasticity we introduce by o : [0, T] x
Q) — R¥*3 the Cauchy stress tensor. This is a continuously differentiable,
symmetric tensor field whose existence follows from Cauchy’s theorem. In some
sense this is the counterpart to the first Piola-Kirchhoff stress tensor P: The Cauchy
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stress tensor o is defined on the deformed configuration €2(#) whereas P is defined
on the reference configuration 2. Of course, each of these can be transformed into
the respective other one, and the specific relation between o and P is given by

Eq. (3).

Definition 4 A material is called elastic, if a mapping
&:Q x GL;+(3) - Sym(3), x,Y)~>o(x,Y)
exists, such that the Cauchy stress tensor satisfies
o(t,¢(t,x)) =0 (x, Vo(t, x)) )
for every deformation ¢, where
GL.(3) := {Y € R*3|det(¥) > 0}

denotes the set of 3 x 3 matrices with a positive determinant and Sym(3) is the set
of symmetric 3 x 3 matrices. The function & is called the response function for o.
Equation (2) is called a constitutive equation of the material.

The first Piola-Kirchhoff stress tensor can be computed from ¢ by applying the
Piola transform

P(t,x) = det(V(p(t,x))a(t,x)V(p(t,x)_T. 3)

So, if there exists a response function ¢ for o, then we easily obtain a response
function P for P from (3) via

P(x,Y):=detY6(x,Y)Y |, xeQ, Y eGL,(3).

Remark 1 The Cauchy-Green strain tensor B is defined as B = Vg Vg and we
have B = [ if and only if the deformation is rigid. Thus, B measures the ‘deviation’
between a deformation ¢ and a rigid motion. It is quite obvious from (2), that the
existence of a response function & implies the existence of a function 6 with

o(t,x) =o6(x,p(t,x)) =6 (x, B, x)).

In this way (2) can be interpreted as a relation between stress and strain which is the
reason why (2) is also called stress-strain relation. Hence, elasticity in fact means
that a material replies to strain with stress.

A large class of physically very important elastic materials is represented by the
hyperelastic materials. For this class the response functions have a very specific
form.
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Definition 5 An elastic body is called hyperelastic if the response function of the
first Piola-Kirchhoff stress tensor is given by

P(x,Y)=VyC(x,Y), xeQ, YeM,

and a scalar function C : Q x GL4(3) — R. This function C is called stored (strain)
energy function.

The derivative Vy used in Definition 5 is to be understood as

Vyg(x,Y) = [y, 8(x, Y)]lsi’j53 e R, x€Q, Y eGLL(),

for a differentiable function g : @ x M — Rand M C R3*3.
Remark 2

(a) If ¢ is a deformation and the body 2 consists of a hyperelastic material, then
the integral

E() :/ C(x, Vo(t, x)) dx
Q

denotes the strain energy E(t) which is necessary to perform the deformation
at time ¢. This explains the term stored (strain) energy function for C.
(b) The fourth order elasticity tensor C can directly be computed from C by

C(x) = VyVyCi(x, I), x € Q.

It plays a crucial role in linear elasticity and its entries are important functions
describing material properties such as Young’s modulus and the Poisson
number. In this sense C encodes all important material properties and yields
pointers for defects in hyperelastic structures.

(c) We consider hyperelastic materials since on the one hand linear elastic models
do often not accurately enough describe the stress-strain behavior of the consid-
ered structure and on the other hand the derived methodology is appropriate for
a broader range of applications (composites, rubber, biological tissues).

Let €2 be hyperelastic. Then Cauchy’s equation of motion reads
p()ii(t, x) = V- VyC(x, Vu(t, x)) = f(t,x), (t,x) €0, TIxQ. (4

Note that in (4) we silently used the identity Vu = V¢ — [ to write, in
slight misuse of notation, ¢ (x, Vu(t, x)). This means that, by assuming €2 to be
hyperelastic and C to be known explicitly, Cauchy’s equation of motion is no longer
underdetermined since we have three equations and three unknowns, i.e., the three
components of the displacement vector u. To ensure uniqueness one furthermore
has to postulate initial and boundary values for u (c.f. [36]).
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The inverse problem which is numerically solved in this contribution consists in
computing the stored energy function C from measurements of the displacement
field u. To specify this we follow the idea of computing C as a conical combination
with respect to a given dictionary consisting of physically reasonable stored energy
functions Cx, K = 1,...,N., cf. [14,25]. Let {Cx : Q@ x R¥>3 > R: K =
1, ..., N} be such a dictionary. Then we write

N
Cx.¥)=) axCg(x.Y), x€Q, Y eR¥,
K=1

for certain coefficients ax > 0. Equipped with appropriate initial and boundary
values we obtain Cauchy’s equation of motion in its final form: The balance equation
reads

N
pii(t, x) = Y agV - VyCk(x, Vu(t,x) = f(t,x),  (t,x) €[0,T]x Q.
K=1
&)
We furthermore assume initial values
u(0,) = up € H*(Q,R?), 6)
(0,) =uy € H'(Q,R?) ()
as well as homogeneous boundary values
u(t,£) =0, & eodQ. ®)

The respective inverse problem is formulated as follows:

(IP) Given (f, ug, u1) and the displacement field u(¢, x) fort € [0, T] and x €
2, determine the coefficients « = (ay,...,ay) € Rﬁ , such that u satisfies the
initial boundary value problem (5)—(8).

If we define by F : D(F) C Rﬁ — X the forward operator which maps, for
fixed given (f, uo, u1), a vector o € Rﬁ to the unique solution u € X, then the
inverse problem demands for solving the nonlinear operator equation

F(a) =u.

Here D(F) denotes the domain of F consisting of those o € Rﬁ admitting a unique
solution and X = L?(0, T; Hy (@, R¥)) N H'(0, T; L*(Q, R?)) denotes the image
space of F containing all admissible solutions. For more details regarding existence
and uniqueness of solutions for the IBVP (5)—(8) we refer the reader to [27, 36].

In Sect. 4 we will see that a convenient approach to define the dictionary elements
Ck 1is to use tensor products
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Cx(x,Y)=vg(x)C(¥), K=1,...,N,

with B-splines vk that are also used for the Finite Element solution of (5) and
physically reasonable stored energy functions C depending only on Y. This idea
is taken from [28].

3 Sequential Subspace Optimization

In this contribution we present numerical results that are obtained with both
the attenuated Landweber as well as the RESESOP method as a solver for the
inverse problem (IP). In [28] some results using the attenuated Landweber method,
implemented in C++ together with the finite element library deal.ITI [1], have
already been presented. For the reader’s convenience, we will introduce some
notation and briefly summarize the attenuated Landweber method.

Consider a (nonlinear) problem

Fx)y=y, F:DF)CX—>Y,

with Hilbert spaces X and Y. Then the respective attenuated Landweber iteration
reads

o =xp A oF )00 - F(x), k=0,1,... )
where the parameter @ > 0 is called a relaxation or damping parameter. Since
is fixed, there is no strategy to adapt the step width in each individual iteration. It

is assumed that we only have disturbed data y® with ||y? — y|| < & and noise level
8 > 0 at our disposal. The convergence of the Landweber method is guaranteed by

selecting
€ (0 ! )
w =2
G

Cp = sup{|[F'(x)|l : x € B,(x0)}.

with the constant

In case of noisy data, the iteration is stopped by the discrepancy principle, which
turns it into a regularization method [11, 15, 22].

However, the Landweber method is known to be very slowly converging, and it
often takes a lot of iterations to obtain a suitable regularized solution. Particularly
in view of an application in parameter identification, where the calculation of each
gradient involves the numerical evaluation of the forward operator as well as the
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adjoint of its linearization, a reconstruction via the Landweber method is too time-
consuming and hardly practicable, see, e.g., [28, 34].

In contrast to the attenuated Landweber method, the SESOP method not only
involves a regulation of the step width, it also potentially uses multiple search
directions per iteration. This of course requires additional (but numerically cheap)
calculations in each iteration step, such that a SESOP step will take slightly longer.
However, we anticipate that the SESOP and RESESOP methods will need far less
iterations and thus lead to a faster convergence of the iteration.

In this section we will give a short introduction to sequential subspace optimiza-
tion (SESOP) and regularizing sequential subspace optimization (RESESOP). From
the RESESOP method we derive the algorithm which we will use for our later
experiments, where we solve (IP) numerically from simulated noisy data.

The idea behind the SESOP method and its regularizing version RESESOP is to
reduce the number of iteration steps by sequentially projecting the current iterate
onto suitable subsets of the source space X that are hyperplanes or stripes in X and
contain the solution set of the respective inverse problem F(x) = y. This approach
is inspired by the fact that in the case of linear problems, the solution set itself is
an affine subspace. More detailed information about the SESOP method for linear
problems can be found in [19, 23, 24]. Results concerning the SESOP method as a
solution technique for nonlinear problems are presented in [10, 32, 33, 35].

3.1 Basics

We will first state some basics for the RESESOP method, in particular the definitions
of hyperplanes, half-spaces and stripes, as well as the metric projection.

Definition 6 (Hyperplanes, Half-Spaces and Stripes) Letu € X\ {0} and«, & €
R, & > 0. For these parameters, we define the hyperplane

Hu,o):={xeX : (u,x) =a},
the half-space
Hc(u,o) :={x e X : (u,x) <o},
and the stripe
Hu,o,8):={xeX : |(u,x) —a| <E&}.
The half-spaces H> (u, ), H< (1, @) and H- (u, o) are defined analogously. We see
that the half space H-(u, ) is simply the space beneath the hyperplane H (u, o).

The stripe H (u, , &) emerges from the hyperplane H (4, @) by admitting a width
that is determined by &. Hyperplanes, half-spaces as well as stripes are convex, non-
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empty sets according to their definition. In addition, the sets H (u, o), H<(u, @),
H>(u,a) and H(u, a, &) are closed.

The solution set Mg,—y of a linear operator equation F'x = y can be described
by

Mpi—y ={x € X : Fx =y} =x0+ N(F)

for some xg € N(F)= .
Another tool that plays an important role is the metric projection.

Definition 7 The metric projection of x € X onto a non-empty closed convex set
C C X is the unique element Pc(x) € C, such that

2 . 2
[x — Pc(x)||” = min|x — z||*.
zeC

The metric projection Pc onto a convex set fulfills the descent property of the
form

lz — Pc)I? < llz — xII* — | Pc(x) — x]|? (10)

forall z € C.

Since hyperplanes and stripes are, by definition, closed and convex non-empty
sets, the metric projection of x € X onto these specific subsets is well-defined. For
example, if C := H (u, ) is a hyperplane of X, then the metric projection of x € X
onto C corresponds to the orthogonal projection, i.e., we have

(u, x) —a

llae]l (b

Pru,e(x) =x —

and (10) turns into an equation, see, e.g., [24, 26].

By the following theorem we want to provide some tools that will later be
essential to define the sequential subspace optimization techniques we use to obtain
faster reconstructions of the stored energy function. Essentially, these techniques
consist of sequential metric projections onto (intersections of) hyperplanes or
stripes. By Definition 7 we already know that a metric projection onto a non-empty,
closed convex set can be formulated as a minimization problem. The special case of
metric projections onto intersections of hyperplanes is summarized in the following
theorem. A proof can be found in [26] for the more general setting of Bregman
projections in (convex and uniformly smooth) Banach spaces X and Y.

Theorem 1

(a) Let H(u;, o) be hyperplanes fori =1, ..., N with non-empty intersection
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(b)

(c)

N
H =) H @i e).
i=1

The projection of x onto H is given by
N
Pu(x) =x— ) fui,
i=1

where t 1= (fl, el fN) € RN minimizes the convex function

1 N ) N
h(t):zux—;tiui +X1:tiot,‘, t:(tl,...,tN)ERN.
i= i=

The partial derivatives of the function h(t) are given by

N
aitjh(t)z—(uj,x—;tiui)+aj. (12)

If the vectors u;, i = 1,..., N, are linearly independent, h is strictly convex
and t is unique.

Let H; := H<(u;,;), i = 1,2, be two half-spaces with linear independent
vectors uy and us. Then X is the projection of x onto Hy N Hy if X satisfies the
Karush-Kuhn-Tucker conditions for

min |z — x|
zeHINH,

The Karush-Kuhn-Tucker conditions are given by

X =x—Huy — huy forany ty, ty > 0,
a; > (ui, x), i=1,2,
OZli(ai_(uisf)% l=172

For x € H- (u, a) the projection of x onto H<(u, o) is given by
PH_(u,a0)(*) = PHu,a(x) =x —t1u

with

(u,x) — o
Jlae]|?

ty =
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(d) The projection of x € X onto the stripe H(u, a, ) is given by

PHS(u,ot+$)(x) ifx € Ho(u, o +§),
PH 06 (X) = | x, ifx € H(u,a, £),
PHZ(u,afé)(x) ifx e Ho(u,o0 —§).

Part (a) of Theorem 1 allows us to use tools from optimization (see also, e.g.,
[20]) to determine the parameters ¢t = (¢1, ..., fy). The fact that the minimization
of the function h(¢) corresponds to the projection onto the intersection of the
hyperplanes H (u;, «;) fori = 1,..., N can be seen by taking a look at the partial
derivatives (12) of i (¢). Let us assume that the parameters 7 = (71, . . ., 7y ) represent
the local minimum of the function /(¢). Then,

d

N
8tjh(f) = —<uj,x —;fiui>+aj =0.

Since by definition we have

N
Pu(x) =x— ) fui,

i=1

we obtain

(uj, Pr(x)) = o;

N
forall j = 1,...N, which shows that Py (x) = x — Y_ fu; is an element of each
i=1
hyperplane H (u;, «;),i = 1, ..., N and, as a direct consequence, we have
PH (x) € H.

Remark 3 1f F is a linear operator and the given data y° are noisy with noise level
0 < |ly® = y|| < &, then the solution set M Fx=y Of the linear operator equation
Fx = y is contained in the stripes H (u, o, §), where

u:=F*w
Q= <w,y5)
& = d|wl

with arbitrary w € Y, since for each x € Mp,—, we have
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Hu, x) —a| = |(F*w,x) — (w, y8)|

= |{w, Fx —y°)] = |(w, y = ¥°)|
< Sllw| =¢.

This observation is the basis to derive an iteration of the form
xs_H = Py (x,‘z), n e N,

where H! = ;. I ud, al, %) is the intersection of stripes containing the
solutions of Fx = y. For each solution x, a reasonable choice of the parameters
that define the stripes yields the descent property
s |2 5|12 s 5|12
e e | B L s
This property is used to show convergence and regularization properties of the
method, see [26].

3.2 RESESOP for Nonlinear Problems

We turn to the regularizing sequential subspace optimization (RESESOP) technique
for nonlinear inverse problems

Fx)=y, F:DF)CX—>Y. (13)

in Hilbert spaces X, Y and noisy data y® with known noise level § > 0. The
respective SESOP method that is applicable to unperturbed data can easily be
derived by setting § = 0, see also [33].

In order to adapt the methods for linear operators to the nonlinear case, we must
ensure that we project sequentially onto subsets of X that contain the solution set

Mry=y =={x €e D(F) : F(x) = y}

of the operator equation (13). In contrast to linear problems, we have to take into
account the local character of nonlinear operators, i.e., we have to incorporate
information on the local nonlinear behaviour of the forward operator into the
definition of the stripes onto which we project in each iteration. To do this
appropriately, we need the following assumptions on the operator F.

Let F : D(F) C X — Y be continuous and Fréchet differentiable in an open
ball

By(x0) :=={x € X : [lx —xoll < p} C D(F)
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around the starting value xo € D(F) with radius p > 0 and let the mapping
B,(x0) 3 x > F'(x)

from B, (xo) into the space L(X, Y) of linear and continuous mappings be continu-
ous.

We assume there exists a solution xT € X of (13) that satisfies x* € B, (xp).
This ensures that we start the iteration close to a solution, which is a mandatory
requirement for nonlinear problems.

Furthermore, we assume that the forward operator F satisfies the tangential cone
condition

|F@) = FG) = F'()@ = D < el F@) = F@)| (14)
with a positive constant
0<ce <1
and the estimate (continuity of the Fréchet derivative)
|7 <er

with cp > 0 forall x, X € B,(xp).

We also assume that the operator F is weakly sequentially closed. That is, for a
weakly convergent sequence {x;},en With x, — x and F(x,) — y holds

x € PDF) and F(x)=y.

If all these properties are fulfilled, we can formulate the RESESOP method as
proposed in [33] and obtain a regularization technique.

Remark 4 The goal of general SESOP methods is to use multiple search directions

ui ;» 1 € Iy, [IN] < 00, in each step n € N of the iteration in combination with a
regulation of the step width. We have Mg )=y C H(uft i afl i E,‘f ;) if we set
s . ) §
up = F'(xp) wy,
s . ) ) ) 1) ) §
a, ;= (wn’i, F(x})—y > — (F’(xi ) wy, ;. xl-)
s . B )
= llwyll (ce (IR +8) + ),

see also [33].
These definitions show that each hyperplane is related to the properties of F
close to the respective iterate. In particular, the noise level § and the constant ¢
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Htn, @, E0)

Fig. 1 Illustration of a nonlinear function F with stripe H (u,, o, &,)

from (14) determine the width of the stripe: the higher the noise level and the larger
the opening angle of the cone, the larger we have to choose the width of the stripe.

Figure 1 illustrates the tangential cone condition (14) and its relevance for the
choice of the stripes in the case I,, := {n} for a function F in two dimensions and
exact data y. The graph of F is plotted in red and for the point x,, the linearization
F’(x,) of F in x, is represented by the red dotted line. The graph is contained
in the cone, determined by the tangential cone condition, highlighted in gray. The
size of ¢ directly corresponds to the opening angle of the cone: The better F is
approximated by its linearization, the smaller is ¢ and thus also the opening angle
of the grey cone. Figure 1 also shows that the cone condition can be used to define a
stripe H (un, o, &,) (marked in blue), such that the graph of F is locally contained
in H(u,, oy, &), i.e., in a neighborhood of x;,.

In the following we formulate the regularizing SESOP iteration for the special
case of a single search direction per iteration, i.e., we set I, := {n} foralln € N.
Furthermore, we define the n-th search direction as

ty = ()" (F(xy) = '),

such that we essentially obtain a Landweber-type method with an adaptation of
the step size. In comparison to the attenuated Landweber method, we thus have a
dynamic relaxation parameter that adapts to the projection in each iteration step.
Together with the discrepancy principle, we obtain a regularization method for
which several convergence results could be shown (see [33]).

Algorithm (RESESOP with One Search Direction) We choose a starting value xg =
xo € D(F). For all n > 0 we select the search direction uﬁ such that
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g
S o = o
I

=

I

e
=

e

\<°')

We define the stripe H? by
S . S b S
HY = HWS, o, &)
with
al =l x%) — IR,
£ = RN (8 + cre (1RSI +8)) -

As tolerance parameter for the discrepancy principle we choose

I+ cie

— Cic

> 1.

T >

As long as || Rﬁ H > 1§ is valid, we have
x,f S H>(uz, (xﬁ + E,f)

and we calculate the new iterate x°

n+1 by

) . 8 )
X1 = PHg.ag.0) On) = Prug.ag+£8) )

) § § )
8 (un,x”)—(an—i—én) S
—.xn— 512 Mn.
[lug |
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5)

(16)

A7)

(18)

Remark 5 Note that due to (16), the iterate x) lies above the stripe H? and,
according to Theorem 1 (d), we obtain the identity (17). This projection is explicitly

formulated in (18).

The choice of  in (15) depends strongly on the constant ¢ of the cone condition.
The smaller ¢, the better the approximation of F by its linearization. However, if
cic 1s large, this also means that t is large and the algorithm is usually stopped for

larger residuals || R,‘z Il

Remark 6 We want to state some observations for the RESESOP method in
comparison to the Landweber iteration from previous research [23, 24, 34, 35].

(a) For RESESOP, good estimates of the noise level § and the constant c
are required. This is because both of these constants directly influence the
calculation of the optimization parameters f, ;, whereas in the Landweber
iteration they only influence the parameter 7 in the discrepancy principle.
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Hence, Landweber is more robust to errors in these constants than RESESOP.
This is, however, a small price to pay in order to obtain a faster regularization
method.

(b) Previous research has shown that the use of multiple search directions per
iteration yields faster convergence. However, if the noise level § is high or if
the forward operator is not well approximated by its linearization, i.e., ¢ is
not close to 0, the stripes have to be chosen with a large width £(§, ¢(). In this
case, the RESESOP algorithm often automatically skips using multiple search
directions since the projection of the current iterate onto the first stripe is often
already contained in the other stripes due to their large width.

This is precisely what we observed for the parameter identification problem
that is addressed in this work, which is why we put the emphasis on RESESOP
with a single search direction.

For an analysis and a detailed discussion of general SESOP methods with
multiple search directions in Hilbert and Banach space settings, we refer to the
literature [23, 24, 26, 33, 35].

4 Numerical Results

In this section we present some numerical results to solve the inverse problem
(IP) from Sect. 2. In all tests we use data that are simulated by solving the initial
boundary value problem (5)—(8) using the 8-method with respect to time and the
Finite Element method in space. The resulting system of nonlinear equations is then
solved by Newton’s method. A detailed outline of the numerical forward solver for
(5) is contained in [28].

The experimental setup for the numerical tests consists of a plate with measures
1 mx 1 m and a thickness of 6.7 mm. These measures can be numerically transferred
to values of = [—0.1, 0.1] x [—15, 15]%. The plate is discretized using 5 x 31 x 31
knots with respect to x and trilinear Finite Elements that are given by tensor
products of linear B-splines. The time interval is given by [0 ws, 133 ws], which
we numerically represent as [0, T] = [0, 4], and is discretized by t; = jAf,
j=0,...,15, and step size Ar = 0.25. We assume that the plate is at restat r = 0
yielding up = u; = 0. The excitation signal f(z, x) is compactly supported with
respect to ¢ and hence not band limited. It is emitted at the center of the plate acting
in x3-direction. The reason for using a broad band signal is the fact that different
defects are sensitive to different frequencies. In this way we avoid a frequency
dependent selectivity of the defect-wave interaction. The chosen sampling in ¢
corresponds to a sampling frequency of 120 kHz. We refer to [2, 28] for more details.
Actuators and sensors of SHM systems in real world applications generate signals
that have an essential frequency range in 100-600 kHz, see [7, Ch. 17].

As already mentioned in Sect. 2 the dictionary of stored energy functions {Ck :
K =1,..., N}is defined as tensor products
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Ck(x,Y) = vg (x)C(Y).

For our simulations we use the stored energy of a Neo-Hookean material model

CY) =c(ly —3) + %(D—” — 1),

where I} = ||Vgl|%, D = det(V¢) and the constants are given by g = 3"6_112“ >0
and ¢ = % > 0 with specific values v = 68.6 GPa and u© = 26.32 GPa taken
from [21]. The functions vk are exactly the linear tensor product B-splines that are
used for the Finite Element discretization of the forward solver. Since linear tensor

product B-splines have small compact support and represent a partition of unity, i.e.

N
ZvK(x)= 1, xeQ, (19)
K=1

any defects can be appropriately modeled by coefficients ax # 1 whereas for the
undamaged plate we setaxy =1, K =1,..., N.

If we denote by b;, b; the linear B-splines corresponding to the given discretiza-
tions in the (x», x3)-plane, then we can simulate a delamination at the upper surface
of the plate by defining the stored energy as

30 30
Cx.Y) =YY abi(x)bj(x3)C(¥)  atx; = 0.05 (20)
i=0 j=0
and setting «;; # 1 for locations of the delamination. Due to (19), o;; = 1

corresponds to regions of the (x2, x3)-plane that are unaffected by the damage.
Setting o;; = 1 forall i, j yields C(x,Y) = é‘(Y) for all x € 2 and thus models a
homogeneous material. Note, that in (20) we use double indices in «;; according to
the tensor product structure of the Finite Elements b; ® b;, i.e., we have ag = a;;
with K =31-i 4+ j.

An implementation of the RESESOP method needs the adjoint of the Fréchet
derivative F'(a)* : X* — RY. For completeness we state the representation, a
deduction is found in [27]. For @ € Rﬁ_’ we have

T
[F’(ot)*w][( = — // VyCk (x, Vu(t,x)) : Vp(r, x) dx dt, K=1,...,N,
o Q
where p € L?(0, T; L*(2, R%)) is the weak solution of the hyperbolic backward

IBVP

pp(t,x) =V - [VyVyCq(x, Vu(t, x)) : Vp(t,x)] = w(t, x)
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p(T,x)=p(T,x)=0, xeQ
p(t, &) =0, (t,€) €[0,T] x 992

with A : B = Zij AijBij and

N
Cax.Y) = ) akCx(x,Y).
K=l

Remark 7 1t should be mentioned that we use simulated noise-free data in our
experiments. However, we assume a small noise level, which is necessary for
applying the discrepancy principle, for both methods in order to guarantee the
robustness of the algorithms and thus convergence. In addition, the noise level in
the RESESOP method determines the width of the stripes. Using a noise level for
simulated exact data is justified by disturbances in the data due to discretization and
potential inaccuracies in the model. The appropriate value was determined by trial
and error.

The first series of experiments examines a plate with a delamination whose center
is located at (x2, x3) = (—1.5, —1.5), see Fig. 2. The corresponding coefficients «;;,
i,j €{0,...,30}in (20) are given by

13,13 =2, a13,14 =3, og13=4 o414 =2,

and «; ; = 1 elsewhere (Experiment 1). This setting for «;; in fact corresponds
to the damage in Fig. 2 (left picture), which is emphasized in the right picture of
Fig. 2 where the coefficient matrix a = (a;,;);, j=0,...30 is plotted. There as well as
in all reconstruction plots we apply linear interpolation to « to obtain a picture of

X3 X3
-15 -10 -5 0 5 10 15 -15-10 -5 0 5 10 15
-15 -15
-10 -10
-5 -5
x2 0 " x20
5 5
10 10
15 15

Fig. 2 Left picture: plate with damage at (—1.5, —1.5) (Experiment 1). Right picture: exact
coefficient matrix o for experiment 1
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X3 X3
415-10 55 0 5 10 15 415 -10 -5 0 5 10 15

15 1.08 -15 1.08
1.07
-10 1.07 -10 106
5 1.06 -5 1.05
1.04
20 los 20 1.03
1.02

5 5
1.04 1.01
10 10 1
1.03 0.99
15 15 0.98

Fig. 3 Result of experiment 1 after 200 iterations with the Landweber method (left) and after 9
iterations with the RESESOP method (right)

higher resolution. The inverse problem consists of computing the coefficient matrix
o € R33! from full field data u(t;, x,) where the discrete points x,, correspond
to the knots of the Finite Element solver.

In the tests we compare different solution methods regarding the residual, the
number of necessary iteration steps and computation time. We implemented the
Landweber iteration (9) as well as RESESOP (18) with the Landweber descent as
single search direction and optimized step size in each iteration. Figure 3 illustrates
the results that are obtained after 9 iterations of RESESOP and 200 iterations of
Landweber’s method. The RESESOP iteration was stopped by the discrepancy
principle, whereas the Landweber iteration was stopped before the discrepancy
principle was fulfilled. In both cases the defect is detected at the correct location, but
the coefficients «;; are underestimated. We conclude that the same reconstruction
quality is achieved with both methods but that RESESOP needs a significantly
smaller number of iterations compared to the Landweber scheme. That means that
RESESOP with only one search direction and optimized step size converges much
faster than Landweber’s method.

Next we compare the computing time that is needed for each iteration. One
Landweber iteration needs 2.8 h, resulting in a total computation time of 23 days
until the discrepancy principle is fulfilled. A RESESOP iteration takes 3 h and thus
a bit more than a Landweber step. But, since only 9 iterations are necessary to satisfy
the discrepancy principle, the entire reconstruction process only needs 27 h in total.
This means an acceleration by a factor of ~51. We emphasize that (IP) is a high-
dimensional parameter identification problem for a nonlinear hyperbolic system in
time and space and thus belongs to the currently most challenging class of inverse
problems at all.

Figure 4 compares the residuals of the RESESOP technique and the Landweber
method for Experiment 1. The red curve shows a typical behavior of the Landweber
method. We see a strong decrease in the residual || R,‘z || until iteration 15, followed by
a very slow decrease afterwards. This phenomenon is the reason why Landweber’s
method needs so much time until the discrepancy criterion is fulfilled. We note also
that the residual || Rfl || is not monotonically decreasing for RESESOP, in contrast to
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Fig. 4 Behavior of the respective residuals ||Rfl|| (left) and errors ||x — xﬁ || of the RESESOP
method (right)
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Fig. 5 Plate with damages A (—1.5, —10.5) and B (5.5, 5.5) (Experiment 2)

the Landweber iteration. The reason is that RESESOP is constructed such that the
sequence ||x — x,f || is monotonically decreasing, but not the sequence of residuals
I Rﬁ I, where x denotes the exact solution of the underlying inverse problem and xﬁ
the n-th iterate for noisy data. This is also shown in the right-hand plot of Fig. 4 and
is in accordance with the analysis of the method outlined in [33].

In the second experiment we consider a setting consisting of two damages that
are not located at the plate’s center. Note that the center is also the region of wave
excitation by f (¢, x). We assume that the damage which is closer to the center is
the first to interact with the wave and thus is more pronounced in the reconstruction.
The experimental setup is illustrated in Fig. 5 (Experiment 2).

Figure 6 depicts the reconstruction from 50 iterations of the Landweber pro-
cedure (left picture). Then we terminated the iteration process because of its
outrageous computation time. The values of the coefficient matrix « are contained in
the very small interval [1.0072, 1.0088]. The situation is different for the RESESOP
technique. RESESOP stopped after iteration 17 according to the discrepancy
principle. The result is visualized in Fig. 6 (right picture). The entries «; ; of
the coefficient matrix are contained in [0.94, 1.12] making it easier to distinguish
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Fig. 6 Result of Experiment 2 after 50 iterations using the Landweber method (left) and after 17
iterations with the RESESOP method (right)
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Fig. 7 Residuals ||Rfl|| from the RESESOP and Landweber method from Experiment 2 (left
picture) and a re-scaling of the y-axis (right picture)

defects from undamaged parts of the structure. As expected the damage which is
located closer to the center is more pronounced due to the excitation in the middle
of the plate in both reconstructions.

In Fig. 7 we compare the residuals ||Rﬁ || of the two methods applied to
Experiment 2. The RESESOP iteration stops after iteration 17 according to the
discrepancy principle, whereas the residual for the Landweber method seems to
be almost constant. The right-hand plot in Fig. 7 shows a re-scaling to emphasize
the oscillations of ||R2|| for RESESOP in the first few iterations as well as the
monotonic decrease of ||R2 | for Landweber’s method. Furthermore both figures
demonstrate again a faster convergence of RESESOP compared to the Landweber
procedure.

We consider a further numerical experiment where damage A is moved closer
to the center of the plate compared to Experiment 2 and damage B remains fixed
(Experiment 3). This scenario is illustrated in Fig. 8. The corresponding coefficient
matrix o remains unchanged, only the locations of the entries «; ; are adjusted to
the damages A and B.
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Fig. 8 Plate with damages A (—1.5, —4.5) and B (5.5, 5.5) (Experiment 3)
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Fig. 9 Result of experiment 3 using the Landweber method after 50 iterations (left) and the
RESESOP method after 14 iterations (right)

Figure 9 shows the reconstructed coefficient matrix o using Landweber and
RESESOP. In both cases the locations of the defects are accurately detected, while
again the damage that is located closer to the center is highlighted stronger. The
Landweber iteration has been stopped after 50 iterations (yielding 140 h com-
putation time) without having fulfilled the discrepancy principle. The RESESOP
method, however, satisfied the discrepancy principle after 14 iterations (42 h
computation time) only, showing that it is significantly more efficient in spite of
the additional computation time due to the step size optimization in each iteration.

The RESESOP technique outperforms the Landweber method in other respects
as well. Considering the reconstructed values «;, j, we observe that the contrast in
the Landweber reconstructions is very low, whereas an application of RESESOP
results in larger differences of the absolute values.

Figure 10 shows the residuals of the two methods when applied to Experiment
3. Similarly to Experiment 2, the figures clearly demonstrate the superiority of
RESESOP compared to Landweber.
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Fig. 10 Residuals in experiment 3 of the Landweber and the RESESOP method (left) and adapted
scaling of the y-axis (right)

5 Conclusion

We presented the performance of two different iterative regularization methods
when applied to a high-dimensional inverse problem from the class of parameter
identification problems that is based on a system of nonlinear, hyperbolic differential
equations equipped with initial and boundary values. The system describes the
propagation of elastic waves in a three-dimensional structure whose constitutive
law is appropriately represented by a hyperelastic material model, i.e. where
the first Piola-Kirchhoff stress tensor is given as the derivative of the stored
energy with respect to strain. The nonlinearity allows also for large deformations.
The considered inverse problem is the computation of the stored energy from
measurements of the full displacement field depending on space and time. Since
the stored strain energy encodes virtually all essential mechanical properties of the
structure on a macro-scale, it might yield useful pointers for possible damages and
thus might be important for simulations in the area of Structural Health Monitoring
(SHM). Moreover, since hyperelasticity describes the elastic behavior accurately
for a large class of materials such as composites, rubber or biological tissues, the
concepts that have been developed in this chapter are appropriate for a broad range
of applications and not only for SHM systems.

To solve this inverse problem we implemented the well-known Landweber
method and Regularized Sequential Subspace Optimization (RESESOP) technique.
The latter consists of iterative metric projections on hyperplanes that are determined
by the used search directions, the nonlinearity of the forward mapping (via the
constant in the tangential cone condition) and the noise level. RESESOP uses
in each iteration step a finite number of search directions where the Landweber
direction, i.e. the negative gradient of the current residual, is included. Using only
one search direction, RESESOP coincides with Landweber where the step size is
optimized to minimize the norm-distance of the current iterate to a (locally unique)
exact solution. Both numerical methods have been evaluated by means of three
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different damage scenarios for a Neo-Hookean material model and the usage of
simulated measurement data. In all three cases RESESOP outperforms Landweber
with respect to a faster convergence, a significant decrease of computation time and
higher contrasts.

Future research could include model reduction techniques or the application of
methods from Machine Learning. Both concepts could help to achieve a further
significant improvement with respect to computation time that is necessary for an
implementation of the method in real-world SHM scenarios.
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Abstract We propose a variational method for joint motion estimation and source
identification in one-dimensional image sequences. The problem is motivated by
fluorescence microscopy data of laser nanoablations of cell membranes in live
Drosophila embryos, which can be conveniently—and without loss of significant
information—represented in space-time plots, so called kymographs. Based on
mechanical models of tissue formation, we propose a variational formulation that
is based on the nonhomogenous continuity equation and investigate the solution of
this ill-posed inverse problem using convective regularisation. We show existence
of a minimiser of the minimisation problem, derive the associated Euler-Lagrange
equations, and numerically solve them using a finite element discretisation together
with Newton’s method. Based on synthetic data, we demonstrate that source
estimation can be crucial whenever signal variations can not be explained by
advection alone. Furthermore, we perform an extensive evaluation and comparison
of various models, including standard optical flow, based on manually annotated
kymographs that measure velocities of visible features. Finally, we present results
for data generated by a mechanical model of tissue formation and demonstrate that
our approach reliably estimates both a velocity and a source.
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1 Introduction

1.1 Motivation

Motion estimation is a ubiquitous and fundamental problem in image analysis, see
e.g. [5]. It is concerned with the efficient and accurate estimation of displacement
fields in spatio-temporal data and has a wide range of applications, not necessarily
limited to natural images. Optical flow [30] is one popular example of motion esti-
mation, which designates the apparent motion of brightness patterns in a sequence of
images and is based on the assumption of constant brightness. Recently, optical flow
methods have been used for the quantitative analysis of biological image sequences
on cellular and subcellular level. See, for instance, [2, 9, 10, 21, 31, 34, 39, 44, 50].
While the concept is in practice well-suited for natural scenes, the use of the less
restrictive continuity equation, which arises from mass conservation, can be more
favourable in certain scenarios. For instance, in [15, 16] it is used for fluid flow
estimation.

In developmental biology, the study of the morphogenesis of model organisms
is specifically calling for image analysis methods that are able to extract time-
dependent deformations and flow velocities from microscopy image sequences.
Morphogenesis is the process that leads to an organism developing its shape as a
result of the implementation of a genetic programme [28] and includes, among other
mechanisms, tissue deformations. These deformations can be observed through
video microscopy by fluorescently labelling molecules that are associated with
compounds of mechanical relevance within an embryo [32].

In many cases, these molecules are organised spatially in discrete structures,
such as cell membranes. To compute deformations on the level of these molecular
structures, segmentation or detection, and subsequent tracking are the methods of
choice [22]. As a result, detailed knowledge of the mechanics of morphogenetic
processes can be gained [7]. In case the recorded tissue lacks structure, particle
image velocimetry (PIV) is generally used to compute (sparse) displacement fields
in image sequences. See, for example, [37, 47].

One difficulty in abovementioned approaches is that the observed structures
often have a short life time and are being degraded during the observation, while
new structures of the same type are being created [47]. Indeed, these molecular
structures, and thus their fluorescent signal response, can be described by an
advection—-reaction equation rather than pure advection [42]. The signal variations
due to reaction are a source of error in the estimation of motion that we propose to
address in this paper.

Beyond the need of measurements of dense velocities of moving fluorescently-
labelled molecular structures that prove robust with respect to the reaction term, it is
of general interest to quantify the reaction term itself [42], and of general interest to
extract information about all the physical quantities and processes, such as diffusion,
that govern the observed tissue flow. For this, an accurate estimation of the velocity
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Fig. 1 Depicted are frames no. 4, 6, 10, 20, 40, 60, 80, and 90 (left to right, top to bottom)
of a 2D image sequence of fluorescently labelled cell membranes of Drosophila during a laser
nanoablation. The entire sequence contains 100 frames recorded over roughly 6.5 s, and the imaged
section spans approximately 42.2 x 42.2 um?. The laser ablation is applied at frame number five,
i.e. between the first and the second image shown. Its location is indicated with a magenta arrow.
Observe the instantaneous recoiling and tissue loss of the cut membrane, and the subsequent growth
of tissue in the cut region. Moreover, note the changes in contrast over time and the line artefacts

field corresponding to the time evolution of the distribution of fluorescent molecules
is crucial [42, 47].

In this article, we argue that utilising variational motion estimation can help to
identify physical quantities by estimating velocities in real data. For simplicity,
we choose to demonstrate this method in a case where the biophysical data can
be reduced to one space dimension. This allows to create convenient space-time
representations, so-called kymographs.

One-dimensional data are indeed relevant in tissue dynamics when the cell-
cell junctions are found to be aligned along a straight line called a supracellular
actomyosin cable [8, 40]. A common experiment to investigate the function of these
cables is to cut them locally using intense laser illumination [25] and to observe
the dynamics that follow. Figure 1 illustrates a prototypical two-dimensional (time-
lapse) fluorescence microscopy image sequence where a cable is being severed by
such a laser ablation.

Most of the relevant dynamics occur along the cable itself, thus projecting
the recorded signal in a narrow stripe of less than two micrometers along its
average direction preserves most of the information. See Fig.2 for an example
of a kymograph obtained from the image sequence shown in Fig. 1. Variations in
fluorescence intensity are clearly visible and displacements of features can easily be
measured, e.g. with existing (tracking) tools [12, 13, 38, 41]. See also Fig. 8 for an
example of manually created tracks.

Analysing such data is challenging for many reasons. First, simultaneous estima-
tion of velocity and decay or increase of the signal renders the problem ill-posed, as
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Fig. 2 The left image shows one frame of the image sequence in Fig. 1. A supracellular cable is
indicated with a magenta rectangle. To reduce the problem to one dimension, the data is summed
along the transverse direction within the rectangular zone. The right image depicts the kymograph
obtained from this dimension reduction. Time runs from top to bottom and the horizontal black
line at frame five indicates the time of the laser ablation, during which the signal acquisition was
paused

we will illustrate below, and suitable (qualitative) assumptions on favoured solutions
are required. Second, the obtained kymographs are very noisy, contain artefacts due
to the acquisition technique, and sometimes suffer from off-plane motion of the
cables. Third, the velocity field potentially contains discontinuities at the time of the
laser ablation. Fourth, data is missing during the application of the laser cut and only
a limited field of view is available due to the nature of the kymograph. Moreover,
bleaching of tissue leads to a decrease in contrast when being exposed over long
periods of time. See Figs. 1 and 2 for illustration of these issues. In this work we
address mainly issues one and two.

Motivated by the laser nanoablation problem we restrict ourselves to the one-
dimensional case and denote by 2 C R the spatial domain. For T > 0, we model
the actomyosin concentration as a function f: (0, T') x 2 — R that is proportional
to the observed fluorescence response. In the following, we assume that it solves the
Cauchy problem for the non-homogeneous continuity equation, i.e. the right-hand
side is a source (or sink), in one dimension:

orf +0x(fvy=k in(0,T)x Q,
f@O,) = fy in<.

)

Here, v: (0,7) x Q — R is a given velocity field, k: (0, T) x 2 — R a given
source, and fy: € — R a given initial condition.

Solution theory for problem (1) is closely related to solutions of the initial value
problem

9 (1, x0) = v(t, ¢(1, x0)), in(0,T),

) 2
¢ (0, xo) = xo, in Q,
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via the method of characteristics, see e.g. [24, Chap. 3.2]. Here, the map ¢ : [0, T') x
2 —  denotes a so-called flow of v. Existence and uniqueness of problem (1) can
be established by application of the Picard—Lindel6f theorem to (2), provided that
both v and k are sufficiently regular. In particular, it can be shown that (2) has a
unique (global) solution and, moreover, that this solution is a diffeomorphism. For
an introduction and for details we refer, for instance, to [18, 60].

In this work we are concerned with the solution of the inverse problem associated
with (1), which is to estimate a pair (v, k)" from (potentially noisy) observations f.
Its ill-posedness is immediate because the problem is underdetermined and, given
a solution (v, k1) T, the pair (va, k1 — 8, (fv1) + 9x(fv2)) " for differentiable
vy denotes a solution as well. In addition, it is easy to see that—without further
assumptions on v and on k—the pair (0, 9, f) | is always a solution, albeit not a
desired one.

In view of this ill-posedness and this ambiguity we consider the variational form

min_ [, f + 35 (fv) — k7, + aR(v, k), 3)
T

where the data term is the squared L? norm of the first equation in (1), R(v, k)
a suitable regularisation functional, and ¢ > 0 is a regularisation parameter. In
this article we consider different choices of R. While source identification has been
treated before in the literature, e.g. in [4], the main goal of this article is to recover
a source (or sink) k which is constant along characteristics of the flow (2). In other
words, we are interested in utilising the convective derivative

d
Ek(t,fb(t,)m)), “)

for regularisation. Here, the flow ¢ is a solution to (2).

Its use is inspired by the work in [33], where the convective derivative of the
velocity along itself was used. From a physical perspective this choice seems natural
as, in comparison to using, for instance, the L? norm or the H! seminorm for
regularisation of k, it is consistent with the movement of the tracked cell tissue,
which can be assumed to be the main origin of changes in the observed fluorescence
intensity. However, from a numerical point of view this choice comes at the expense
of having to solve nonlinear optimality conditions.

1.2  Contributions

The main contributions of this article are as follows. First, we propose a variational
model based on the non-homogeneous continuity equation for joint motion esti-
mation and source identification in kymographs. Second, we study the variational
properties of utilising the convective derivative (4) for regularisation. Following
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[33], we establish existence of minimisers of the nonconvex functional. Third, for
the numerical solution of the corresponding nonlinear Euler—Lagrange equations
we propose to use Newton’s method and a finite element discretisation. Fourth, we
present numerical results based on kymographs of laser nanoablation experiments
conducted in live Drosophila embryos. Moreover, we provide an extensive experi-
mental evaluation of different data fidelity and regularisation functionals based on
manually created tracks, and evaluate our approach using synthetic data generated
by solving a mechanical model of tissue formation.

1.3 Related Work

In [30], Horn and Schunck were the first to pursue a variational approach for dense
motion estimation between a pair of images. They considered a quadratic Tikhonov-
type functional that relies on conservation of brightness and used (squared) H'
Sobolev seminorm regularisation. This isotropic regularisation incorporates a pref-
erence for spatially regular vector fields. Well-posedness of the functional was
proved in [51] and the problem was solved numerically with a finite element method.
For a general introduction to variational optical flow see, for instance, [5].

In [56], the problem was treated on the space-time domain and extended to
incorporate both spatial as well as temporal isotropic regularisation. In [55], a
unifying framework for a family of convex functionals was established, and both
isotropic and anisotropic variants were considered. We refer to [54] for more details
on nonlinear diffusion filtering, and to [57] for an overview of numerous optical
flow models and a taxonomy of isotropic and anisotropic regularisation functionals.

The convective derivative has already been used in several works. For instance,
in [14] for simultaneous image inpainting and motion estimation. In [43], an optical
flow term was incorporated in a Mumford—Shah-type functional for joint image
denoising and edge detection in image sequences. Moreover, in [11] it was used
for joint motion estimation and image reconstruction in a more general inverse
problems setting. In [33] the convective acceleration was used for regularisation
together with a contrast invariant Horn—Schunck-type functional. The correspond-
ing nonlinear Euler-Lagrange equations were solved using a finite element method
and alternating minimisation.

According to [15], the article [52] is credited for being the first to propose the
use of the less restrictive continuity equation for motion estimation. Later it was
used, for instance, to find 3D deformations in medical images [20, 53], to analyse
meteorological satellite images [6, 15, 61], and to estimate fluid [16, 59] and blood
flow [3] in image sequences. For a general survey on variational methods for fluid
flow estimation see [29].

Whenever mass conservation is not satisfied exactly, e.g. due to illumination
changes, it can be beneficial to account for these violations. For instance, in [27] they
incorporated physical models. In [4] they simultaneously estimated image intensity,
flux, and a potential source. In contrast to our work, only L? integrability of the
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source was assumed and the constraint was enforced exactly, leading to an optimal
control formulation, which was solved with a finite element method.

2 Problem Formulation

2.1 Preliminaries
2.1.1 Notation

For T > 0 and Q2 C R a bounded, connected, and open set we denote by
E = (0, T) x 2 the spatio-temporal domain and by 9 E its boundary. For a smooth
function f: E — R we denote by 9; f, respectively, dy f the partial derivatives
with respect to time and with respect to space, and by V f = (3, f, 8, f) | its spatio-
temporal gradient. The space-time Laplacian of f is denoted by Af. Analogously,
for a smooth vector field w: E — R? with w = (wl, wz)T, its gradient is
denoted by Vw = (Vw!, Vw?)T and its spatio-temporal divergence is given by
V.w = dw' + d,w?. Moreover, we will write A < B whenever there exists a
constant ¢ > 0 such that A < ¢B holds. Finally, by the Cauchy—Schwarz inequality
and application of Young’s inequality, we have

la+ 513, < llall?, + 11613, (5)

Here, and in the following, we use ||-|| 2 instead of ||-||,2(g gy and [|-[| 2z r2) for
simplicity.

2.1.2 Convective Derivative

Let ¢: E —  be a flow through the domain €2, i.e. for every ¢ € (0, T') the map
¢(t,): 2 — Qis a diffeomorphism and, for a fixed starting point xo € €2, the
trajectory ¢ (-, xp) is smooth.

With every trajectory ¢ (-, xo) that originates at xo € €2 we can associate a
velocity at every time ¢t € (0, T) via (2). Thus, a flow ¢ gives rise to a scalar
(velocity) field v: E — R by means of

v(t, x) = 0,9 (2, x0) (6)

xo=¢~1(t,x)

where ¢! (z, x) denotes the inverse of ¢ (z, -) at x € 2, which is the starting point
of the curve that passes through x at time .

For a scalar quantity k: E — R, we define the convective derivative of k along
a flow ¢, denoted by Dk, as
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d
Dyk(t, x) == Ek(t’ P (t, x0))

xo=¢~1(t,x)
= 0/k(t, x) + 0ck(t, x)v(t, x).
For convenience we adopt the notation v = (1, v)T. Clearly, Dyk = Vk - v
vanishes for pairs (v, k) " such that ¥ L Vk in R?. Moreover, from a straightforward

calculation we obtain

|Dyk|? = Vk o0 Vk, (7

EET:<1 ”).
VvV Vv

As noted in [33], the action of Dyk becomes more clear by writing (7) as

- \2 2
Vi

1Dk = 52 (VK- —) = VK2 (5 — ) .
V] VK|

The first identity states that, for fixed v, minimisation of the functional

where 99 ' is the matrix

F: (v, k)" > | Dykl|3, (8)

promotes functions k that vary little in the direction of v. In addition, the weighting
factor gives importance to regions of large v. On the other hand, the second identity
states that, for fixed k, minimisation of (8) favours functions v that are tangent to
the level lines of k. This time, importance is given to regions where Vk is large. See
Fig. 3 for illustration.

Fig. 3 Illustration of a pair X0 x
w, kT minimising (8) where >
the velocity v is constant

Vk

@ xp)
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The connection to anisotropic diffusion [54] is immediate when considering the
Euler-Lagrange equations associated with (8). They read

dxkDyk =0,

)
V. (90 Vk) = 0.

Note that the system (9) is nonlinear.

2.2 Variational Model and Existence of a Minimiser

In this section we formulate the joint motion estimation and source identification
problem and study the use of (8) as regularisation functional. For simplicity, we
will denote a velocity-source pair by w = (v, k). In the following, we intend to
minimise a variational formulation of the form

Ew) = 1|0 f + 0 (fv) — k72 + aR(w), (10)

where R is yet to be defined and & > 0 is a regularisation parameter.

In order to fix a concrete choice of R let us discuss two issues. First, it should be
selected such that the functional is well-defined for an appropriate function space.
In particular, we require the weak derivative of v in the data term in (10) to exist and
to be bounded with respect to an appropriate norm. Second, 9, (fv) and k need to
differ qualitatively in order to obtain a meaningful decomposition of the signal o; f .

Before we state the model, let us follow the ideas in [33, Chap. 5.2.2] and discuss
some issues arising with the choice

aR(w) = || Dokl[7 .-

To ensure well-definedness of the functional (10) we derive, by application of (5)
and Holder’s inequality, the estimates

19, f + 0 (fv) = kl72 SN0 f 172 4 1 17 10x01172 + N0x flI T 10172 + K12,
and

1Dkl 2 S 18kl 2 + vl Zoo 136K o
As a consequence, minimisation over the space

X ={(w, k) :veL®E),dvelL*E) ke H(E) (11)
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seems appropriate for data f € W1 *°(E) in the space of functions with essentially
bounded weak derivatives up to first order.

However, in order to show existence of minimisers of (10) by application of the
direct method [19], one requires a coercivity estimate of the form

lwlik —b < Ew), (12)
where b > 0 is some constant and the norm of the space X is defined via
lwllk = IvliZe + 130172 + 1K]3,-

Without further restriction of the data f, the above functional is not coercive with
respect to this space as the following example shows.

Example

Let f = ax for some 0 < a < +o00 and, consequently, we have that 9, f = a.
Let {w,} be the sequence with w, = (n, an) T, for n € N, and observe that
lw,|lx — o0 asn — 400, while the value of the functional & stays bounded.
In fact, &(w,) = 0, since all non-zero terms in the data fidelity functional
cancel and all terms in the regularisation functional vanish.

Moreover, it is clear that, for pairs w = (0, k)T, the inequality (12) cannot hold
in general. As a remedy, we consider minimising over all pairs w = (v, k) | arising
from the Sobolev space H L(E, R?). Its norm is defined via

2 2 2
lwliZ, = lwi?, + 1Vwl?,.

In further consequence, our goal is to find a minimiser w € H L(E, R?) of the
functional & in (10) with

aRer(w) = al|Vwl|7, + Bl Dokl
and regularisation parameters «, 8 > 0. Our final model thus reads
Ew) = 13 f + 9 (fv) — k7, + al Vwll7, + Bl Dukll7 . (13)
Let us establish the existence of a minimiser to the problem min,, ¢ i1 (g g2y E(w).

The following lemma will be used to show coercivity of & and is along the lines of
[S1, p. 29].

Lemmal Let w € L%(E,R?) be constant. Then, for V_1 f = (0x f, 17 with
dx f 5 const. the inequality
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lwll3, SIV_rf-wl?, (14)

holds.

Proof First, observe that, by the Cauchy-Schwarz inequality, the assumption
dy f = const. is equivalent to

[0x f, D 2l < |E9x £l 25 15)

where | E| denotes the measure of E. Here, the assumption dy f 5% const. is required
to obtain a strict inequality.

Next, suppose to the contrary that there is no C > 0 such that (14) holds. Then,
for all n € N there exists w,, € L2(E, R?) such that

\v4 2 1 2
o f - w A2
191 f - wallj < ~lwnll}

Let i, := w,/||wy |2 with ®, = (,, k,) " and obtain | V_ f - Wpll7, < 1/n. But
then,

1 ~ 2
— > Vo f @l
n
- / Oy fTn — F)? dE
E
=/(axf2ﬁ3+125—2axfﬁ,,/2n) dE
E

z/(axfzﬁ,%wé,%) dE — /(3 [, ) 2]
E

(B f Tns kn) 12
185 £ Tl L2 Nl 2

(0 f s Kn) 2] )

- f 00 f2052 + 1) dE — 200, fonll 2 1l 2
E

> (||axfﬁn||iz+ Ill?nlliz) (1 10 S Tull 2l 2
xJ Un n

implies that v,,, l;,, — Oasn — 400, since (15) allows us to conclude that
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This contradicts the assumption and, therefore, (14) holds. O

In particular, Lemma 1 holds for the (componentwise) average wg of w, defined as
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1
wgz—/wdE.
|E| JE

The following proposition is a straightforward adaptation of [33, Prop. 1] and
utilises the direct method in the calculus of variations [19].

Proposition 1 For f e WU(E) satisfying (15), the functional & admits a
minimiser in H' (E, R?).

Proof The functional is proper and bounded from below since all terms are
nonnegative and, for w identically zero,

Ew) =0 flI72 S 19, 7 < +oo,

since f € WH(E).
Next, we show coercivity of (13) with respect to H L(E, R?). Observe that

lwl?> S llwells + lw — well3,
SIVoif wells + Vw3,
SHVorf w2 + IV-rf - w —wp) |2, + Vw3,
Sllvde f — k72 + Vw7,
SN (fo) —kl2, + Vw3,

SEwW) + 19, £ 17,

The chain of inequalities follows from (5) and (14), the Poincaré—Wirtinger
inequality [24, Chap. 5.8],

lw—wegliz2 S IIVwle,

and the assumption f € W1 (E). Coercivity of & with respect to H'(E, R?) then
follows since | Vwl|7, < Ew).

Next, we discuss sequential weak lower-semicontinuity of &. Let {w,} C
H'(E,R?) such that w, — @ in H'(E, R?). In particular, we have that Vw, —
Vi in L>(E,R*). For 1 < p < 2, the compact embedding H!(E,R?) C
WLP(E,R?) cc L2(E,R?) holds, see [24, Chap. 5.7]. As a consequence, there
exists a subsequence, also denoted by w,,, such that w, — @ in L?>(E, R?). Then,
weak lower-semicontinuity of & follows by application of [19, Thm. 3.23] since,
for fixed w, we have that all terms are convex in Vw. In particular, |D k| is a
quadratic form and therefore convex in Vw, since ' in (7) is symmetric positive
semidefinite.

Finally, by application of [19, Thm. 3.30], the functional & admits a minimiser.

|
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Let us add, however, that the convective regularisation functional ¥ is nonconvex,
as the following example shows. We pick w; = (0,x)" and wy = (1,0)7, and
obtain

_ _ _|E]
0=F(wi) = Flwr) < Fl(w1 +w2)/2) = T6
Therefore, & is nonconvex in general and several minima might exist. However, for
B = 0 a unique minimiser exists.

3 Numerical Solution

In this section we derive necessary conditions for minimisers of (13) and discuss the
numerical solution of a weak formulation by means of Newton’s method.

3.1 Euler-Lagrange Equations

For convenience let us abbreviate F' := 9; f + 0x(fv) — k. The Euler-Lagrange
equations [17, Chap. IV] associated with minimisation of the functional & in (13)
then read

foxF +aAv — BockDyk = 0,
(16)
F+V - ((ald+ o5 )Vk) =0,

where Id denotes the identity matrix of size two. Recall from Sect. 2.1 that A and V
are spatio-temporal operators. Moreover, the natural boundary conditions at 0 E are

given by
0
: +aVv ) =0,
" ((fF> * U) (17)

n - ((ald + oo )Vk) =0,

where n € R? is the outward unit normal to the space-time domain E.

Let us highlight two aspects of (16). First, note that the system is nonlinear in
the unknown w = (v, k)" due to the convective regularisation. Second, as already
mentioned in Sect.2.1, there is a connection of the second set of equations in
(16) with anisotropic diffusion with the diffusion tensor given by «lId + Bvv .
The investigation of existence and regularity of solutions of (16) is left for future
research.
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3.2 Weak Formulation and Newton’s Method

We minimise & by applying Newton’s method to the weak formulation associated
with (16) together with boundary conditions (17). It is derived as follows.

Multiplying with a test function ¢ = (¢!, ¢*)T € H'(E, R?), integrating by
parts under consideration of (17), and adding both equations leads to the following
variational problem: Find w € H L(E, R?) such that

Gw; ¢) = (G +G)(w; 9) =0, Vo € H'(E,R?), (18)
with
Gi(w: ¢) = —/ Fou(fo') dx — a/ Vo V! dx - /3/ d.kDykg dx,
E E E

Go(w; @) =/ F? dx—a/ Vk - Vg? dx —ﬁ/({)ﬁTVk)~V<p2 dx.
E E E

The Giteaux derivative DG(w; Sw, ¢) of G at w € H'(E, R?) in the direction
of Sw = (§v, 8k) T € H'(E, R?) is given by (DG, + DG>»)(w; 8w, ¢) with

DG (w; dw, ¢) = —/ (0x(fdv) — k) Bx(fq)l) dx — a/ Vév - V(pl dx
E E
- ,3/ (aka,,ak + (3,:0)%80 + 8x8vak) o' dx,
E
DG (w; 8w, @) =f (0 (f8v) — 8k) ¢* dx—a/ Vk - Vo2 dx
E E

- ﬁf (VVk + 00" V8k) - Vg? dx.
E

(19)
Here, V is the Giteaux derivative of 59 at v in the direction v and reads

0 dv
V= .
<8v 206 v)
We solve the nonlinear problem (18) with Newton’s method, which proceeds as

follows. Starting from an initial solution w® := (0,0)" we update the solution
according to the rule

w D = ™ 4 sy, (20)

where dw is the update and n € Ny. Computing §w in each step requires to solve a
linear variational problem: Find sw € H'(E, R?) such that
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a(dw, 9) = L(p), Ve e H'(E,RY), 1)
with
a(dw, 9) = DGwW™; sw, ¢),

Up) = —Gw™; ¢).

Note that the dependence on the current iterate w™ is through G and DG, defined
in (18) and (19), respectively. In our experiments we observed that (20) typically
converges within only a few iterations.

3.3 Discretisation

We have implemented the weak formulation in FEniCS [1], which can also handle
Newton’s method automatically. The formulation (18) was discretised using multi-
linear finite elements and the linear variational problem (21) was solved accordingly
using FEniCS. Since kymographs serve as input data we have discretised the
rectangular space-time domain E with a triangular mesh based on the regular grid
so that every vertex of the mesh corresponds to one pixel of the image f and to one
pair of values of the unknown w.

Moreover, in the implementation we penalise weak derivatives differently in

space and time. This results in four regularisation parameters Ot;, withi € {v, k}

and j € {t, x}, for the H I seminorm in (13) and one additional parameter 8 for the
convective regularisation. Due to the equivalence of norms the existence result in
Prop. 1 still holds true.

Integrals are computed exactly with an appropriate Gauss quadrature, which is
automatically selected by FEniCS. Similarly, since the image f is represented by a
piecewise multilinear function, products of partial derivatives of f that appear on
the right-hand side of (21) are automatically projected onto the correct space.

As termination criterion for Newton’s method we used the default criteria of
FEniCS with both the absolute and the relative residual of (18) set to 1010, The
maximum number of iterations was set to 15. Convergence was typically achieved
within only a few iterations, which usually amounted to just a few seconds of
computing time on a standard consumer laptop. It needs to be mentioned that, in
our experiments we found that, the method fails to converge when the parameters
ok and o are chosen too small in comparison to . This is, however, in line with
the theoretical results in Sect. 2.2, which require H' regularity of k.
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Both the source code! of our Python implementation and the microscopy data”
used in the experiments are available online.

4 Experimental Results

In this section we present numerical results. In the first part, we demonstrate the
importance of estimating a source based on synthetic data. Then, in the second
part we show results for nonsynthetic microscopy data. After briefly discussing the
data, we investigate the effects of varying the regularisation parameter 8, which
controls the amount of convective regularisation. We then qualitatively compare
the (standard) 1D variational optical flow model with our continuity equation-
based formulation for several choices of the regularisation functional R in (10).
In addition, we present a quantitative evaluation of the considered models based on
recoil velocities obtained from manual tracking of features in kymographs. Finally,
in the last part, we evaluate our approach based on data coming from the solution of
a mechanical model of tissue formation.

In all results, the computed velocity fields are presented visually with the help
of streamlines, see e.g. [58]. These are integral curves computed by numerically
solving the ordinary differential equation (2) for the estimated velocity v and
a selected number of initial points. The resulting curves are then colour coded
according to their velocities and shown superimposed with the kymograph data.
This representation is more comprehensible and allows to visually check whether
the estimated velocities are approximately correct.

4.1 Analytical Example

In order to demonstrate the necessity of estimating a source when the changes in the
signal cannot be explained using mass conservation we conducted experiments for
synthetic data. To this end, we generated a signal f, given as

— vot
ft,x)= e*% cos (%) ,

on a periodic domain €2 = (0, 1) and for the time interval [0, 1]. The parameters
were setto T = 1 and to A = 1/(4s). This signal shifts to the right with constant
velocity vgp = 0.1 and decays exponentially over time in its magnitude. It can easily
be verified that the source is given by k(¢, x) = — f (¢, x) /7.

Uhttps://doi.org/10.5281/zenodo.3740696.
Zhttps://doi.org/10.528 1/zenodo.3257654.
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Fig. 4 In this example, we demonstrate the necessity of source estimation for decaying data.
Here, we have generated a signal that shifts to the right with constant velocity vg = 0.1 and
simultaneously decays exponentially (in magnitude). Shown are the signal f and streamlines
computed from the estimated velocities using the homogenous (left) and the non-homogenous
(right) continuity equation

We then solved the variational problem using in one case the homogenous, i.e.
k = 0, and in one case the non-homogenous continuity equation. Periodic boundary
conditions in space were enforced, and regularisation parameters were set to oz}’ =
1073, a’j‘. = 1074, for jef{t,x},andto B = 1073, Since k is not constant along
characteristics in this example we haven chosen 8 quite small.

Figure 4 illustrates the results of this experiment. It can clearly be seen that not
accounting for the decay of the signal leads to a velocity that is significantly different
to vo in this example, whereas using the non-homogenous continuity equation
estimates both the velocity and the source (not shown) very well.

4.2 Microscopy Data and Acquisition of Kymographs

The data at hand are 2D image sequences of living Drosophila embryos recorded
with two-photon laser-scanning microscopy. We refer to [48] for the used
microscopy technique and for the preparation of flies, as well as for the details
of the laser ablation method. For this study we recorded 15 image sequences, all of
which feature cell membranes that have been fluorescently labelled with Myosin II-
GFP, see [48]. The image sequences feature a square region of approximately
42.2 x 42.2um? at a spatial resolution of 250 x 250 pixels. A typical sequence
contains between 60 and 100 frames that were recorded at a temporal interval of
727.67 ms, and the recorded image intensities f 2D+T 4re in the range {0, ..., 255}.

Each of the sequence shows a single plasma-induced laser nanoablation, which
led to the controlled destruction of tissue in a linear region of 2 um length that is
approximately orthogonal to the cable. This ablation is expected to have a width
of the order of the size of one pixel. Recall that in Fig. 1 we show such a typical
dataset.

In order to obtain a kymograph from each microscopy sequence, we first labelled
the location of the intersection between the ablation line and the actomyosin cable
with a point ¢ € R2. Then, we visually determined an approximate orientation,
given by a unit vector e € R?, of the selected cable by defining a straight line of
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length 2L + 1 pixels which passes through c. Typically, L = 100 pixels is sufficient
for the considered datasets.

To create a one-dimensional image sequence we used standard nearest neighbour
sampling along the abovementioned line. A nearest neighbour in terms of the pixel
locations P of f?P*T is given by

N&x)e{xp e P:lx—xpl < Ix —xq4l, VP #q}.

Then, the sampling points that are separated by distance one and lie along the
abovementioned straight line are given by p; = c+ie,fori = —L, ..., L. A nearest
neighbour interpolation of f2P+T along this line is given by f2P+T(¢, N(p;)).

However, due to noise, the spatial extent, and minor displacements of the cable
in orthogonal direction, we also considered sampling points that lie on the parallel
line of distance j = —Hh, ..., h. These points are given by

Di,j =c+ie+jej‘.
Then,ati =1,...,2L + 1, we define the intensity of a kymograph f‘S (t,1) as

fan=Y O NCe+GE—L—De+ jeb)).
j=—h,...h

In other words, the intensity at i is given as the sum of nearest neighbour
interpolations at points that lie on an orthogonal straight line. The superscript §
indicates noise in the created kymograph. We found that 7 = 5 pixels generates
satisfactory kymographs.

For this process, we used the reslice tool in Fiji [49] with a slice count of 2/ and
no interpolation selected, after manually placing a straight segment along a selected
actomyosin cable, see Fig. 2 for illustration. Subsequently, a projection with the SUM
option selected creates the final kymograph.

Since the image acquisition is paused during the laser ablation, see Fig.2, we
simply replaced the missing frame with the previous one. Moreover, we applied
a Gaussian filter to the kymograph f°® to guarantee the requirements specified in
Sect. 2.2 and scaled the image intensities to the interval [0, 1]. The kernel size of the
Gaussian filter was chosen as 10 x 10 pixels and the standard deviation set to o = 1.
The filtered and normalised kymograph is denoted in the following by f.

4.3 Qualitative Comparison

In the first experiment, we investigated the effect of the convective regularisation
for one chosen kymograph. To this end, we solved the necessary conditions (16)
as outlined in Sect.3 for varying regularisation parameter . Figure 5 shows
streamlines for the estimated velocities together with the computed sources. Since
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Fig. 5 Visualisation of the effect of the convective regularisation. Shown in Fig.5a—c are
kymographs f% (left) with streamlines superimposed and the estimated source k (right) for
increasing regularisation parameter § (from top to bottom). The other parameters were fixed and
settoal =5 - 103 and o = 1074, for j € {r,x}. (@) B = 10~*. (b) B = 1073. (¢) B = 1072
(d) Shown is a magnified view of the cut region of the above results (ordered left to right)

we did not find any significant difference between the results for = 10~ and for
B = 0, we simply omit the latter.

The two main findings of this experiment are as follows. First, for the chosen
dataset, the convective regularisation can help to estimate more accurate velocities
shortly after the ablation was applied. As can be seen in Fig. 5c (left) and 5d (right),
this leads to a more accurate estimation of the recoil velocities at the cut ends. In
Fig. 5d we display a magnified view of the results in the cut region.

Second, as expected, with increasing B the estimated source gets more regular in
the direction of the flow, see Fig. Sa—c (right). In particular, the oscillations in space
and time in the estimated source, which can be most likely attributed to noise and
to artefacts created during the acquisition, decrease significantly. This certainly can
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lead to better interpretability and help to get a better understanding of the estimated
reaction term k. Observe also the decrease in the magnitude of k as § increases. This
is made apparent by the colour coding.

In the next experiment, we qualitatively compare the standard variational optical
flow model with H' seminorm regularisation and the continuity equation-based
model in (10) paired with different regularisation functionals. The first model we
consider is based on the optical flow equation [30] in one space dimension, which
reads

0 f +dx fu =0, (22)

and assumes that f is constant along characteristics of the flow (2). Even though
no source k is estimated in this model, the main motivation for its inclusion in the
evaluation is that it can serve as a baseline method. The quantitative evaluation in
Sect. 4.4 is based on manually created tracks that follow highly visible features in
the kymographs and, in many cases, roughly preserve their intensity as the tissue
deforms. See Fig. 8 for illustration.

We highlight that, given d, f # 0, Eq.(22) admits a unique solution, namely
v = —0d; f/0x f. However, due to noise degradation and aforementioned artefacts
it is beneficial to solve (22) in a variational framework. Therefore, we consider
minimising the functional

19, f + B full72 + ol Vo2, (23)

analogously to the solution method outlined in Sect. 3. In contrast to the functional
(13), the corresponding Euler—Lagrange equations are linear and the weak formula-
tion can be solved directly.

All other functionals we investigate are based on (10) and read

19, f 4 92 (fv) = Kl172 + &R (w).
Here, aR; represent different choices in the regularisation and, consequentially, also
in the function space we minimise over. Since the above functional doesn’t require
any Sobolev regularity of the source k, we investigate the setting where v € H'!(E)
and k € Lz(E), that is
aRp1_p2(w) = || Vull7, + v [k]3 . (24)

with y > 0. Moreover, we also consider the choice v € H'(E) and k € H'(E).
The regularisation functional then reads

aRp1 (w) = ol Vwl|3,. (25)
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Finally, we will present results for the setting v € H'(E) and k € H'(E) together
with the convective regularisation. This is the main model investigated in Sect. 2.2
and is given by

aRer(w) = al| Vw7, + Bl Dokl (26)

In Fig. 6 we show minimising functions for models (23)—(26) and in Fig.7 we
display a magnified view of the cut region. For all models, the regularisation param-
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Fig. 6 Qualitative comparison of different models based on one chosen dataset. Regularisation
parameters were chosen manually so that the recovered streamlines best matched the cut ends.
(a) Streamline representation of the velocity obtained by solving the variational optical flow
problem (23) with spatio-temporal H' seminorm regularisation. Parameters were set to a;? =

5-1073, for j € {r, x}. (b) Result obtained using aRpyi_p2 with parameters set to a}? =35-10"3 and
y = 1071, (¢) Result obtained using Ry with parameters set to a}’ =5.10"3 and a§ =10"*.(@d)

Result obtained using «Rcr with parameters set to ozj? =5.1073, a;? =10"%and f =2.5-1073
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eters were chosen manually so that the streamlines obtained from the computed
velocities best matched the cut ends which resulted from the laser ablation. For
comparison, we also refer the reader to Fig. 8, which shows manually tracked cut
ends. The four main observations from this experiment were as follows.

First, in Fig. 6a, which shows a minimising function of the optical flow model
(23), it is clearly visible that many characteristics follow paths of constant fluores-
cence intensity. See also the two outermost markers in Fig. 7 (top, left). However,
this model underestimate the recoil velocity shortly after the cut and may lead to
wrong characteristics, see the middle marker in Fig. 7 (top, left).

Second, in Fig.6b we illustrate a minimising pair (v,k)" of the continuity
equation-based model using aRy1_;2. It is apparent that k captures both noise
and artefacts, and leads to an undesirable underestimation of the velocities in the
cut region. See also Fig.7 (top, right). While this model unsurprisingly results in
the smallest residual error (in norm) of the non-homogenous continuity equation,
cf. also Table 1, it is insufficient for a meaningful quantification of tissue loss and
growth.

Third, in Fig.6c we depict a minimising pair for the model using Ry as
regularisation functional. Less noise is picked up by the source k and the recovered

Fig. 7 Shown is a magnified
view of the cut region of the
results shown in Fig. 6
(ordered left to right, top to
bottom). In the first image,
the magenta arrows point at
streamlines following paths of
constant intensities. In the last
image, the top-most markers
indicate more accurately
estimated velocities right
after the laser cut
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every datasesand every mode Dutaset |OF _aRpy_p2 Ry |aRey
investigated. For each dataset 1 045 |0.16 0.34 0.34
boldface values show the 2 0.65 0.27 052 1053
smallest residual in L! norm 3 0.44 |0.17 0.36 0.36
that is obtained during the 4 0.36 | 0.13 0.26 0.26
parameter search 5 0.62 | 0.26 049 | 0.49
6 0.49 |0.17 0.36 | 0.37
7 0.56 |0.20 042 1043
8 0.50 |0.16 0.38 0.40
9 0.29 |0.12 024 ]0.25
10 0.43 |0.17 0.33 0.34
11 0.42 |0.16 0.30 |0.31
12 0.32 |0.12 0.23 0.23
13 0.52 10.20 0.37 10.38
14 0.64 |0.26 0.51 0.52
15 0.33 |0.11 0.22 10.23
Average | 0.47 | 0.18 0.36 | 0.36

velocities v are closer to what one would expect in the cut region, see also Fig.7
(bottom, left). However, undesired oscillatory patterns are present in the source k.

Finally, in Fig. 6d we show a minimiser of the model using convective regulari-
sation, that is «Rcr. This particular choice leads to significant visual improvement
both in the recovered velocity and the estimated source. Specifically, as the
streamlines in the cut region right after the laser ablation in Fig.7 (bottom, right)
show (see top two markers), the movement of the tissue is captured very well. In
addition, bright features such as the left cut end, cf. the bottom marker in Fig.7
(bottom, right), are followed accurately. Moreover, the changes in the fluorescence
intensities are indicated nicely in the visualisation of the source k, see Fig. 6d (right).
In particular, the significant increase between the cut ends towards the end of the
sequence, possibly due to wound healing, is indicated adequately.

In summary, it can be said that our variational model based on the non-
homogenous continuity equation together with convective regularisation can lead
to improved results compared to existing models when parameters are selected by
hand and comparison is performed visually.

4.4 Quantitative Comparison Based on Measured Recoil
Velocities

In this section, we compare the models (23)—(26) presented in the previous section
from a quantitative point of view. Our evaluation is based on manually measured
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Fig. 8 Visualisation of manually created tracks of features (left) used for the evaluation superim-
posed with the corresponding kymograph and their corresponding third-order spline representation
(right). Colour in the spline representation indicates velocity

recoil velocities of clearly visible features in the kymographs, and include the cut
ends resulting from the laser nanoablation.

For this comparison, we have annotated 15 kymographs in Fiji [49] to obtain
discrete trajectories to compare to. See Fig. 8 (left) for an example. These tracks
can then be used to compare to either the estimated velocities or to the computed
characteristics that solve (2) numerically. Observe in Fig. 8 that all trajectories start
only after the ablation, which is the main region of interest from a tissue mechanics
point of view.

Before presenting the comparison, let us briefly discuss the methodology and
the used evaluation criteria. Since some created tracks do not feature a coordinate
for each time instant we interpolated each track i with a third-order spline ¢;. As a
result, velocities 9,¢; can be computed conveniently and used for comparison to the
velocities estimated by the variational approach. See Fig. 8 for an example of tracks
(left) and their corresponding spline interpolations (right), which are colour coded
according to their velocities.

In our experiments we found that each kymograph requires the regularisation
parameters to be adjusted individually. Therefore, in the experimental comparison,
we performed a search over all parameter combinations

oy, p€{1077,5-107°,107%,5- 1072, 107"}, withi € {v, k} and j € {z, x},

27
for whichever parameters are applicable to the respective model. In the case of the
most complex model, i.e. the one that includes the convective regularisation (26),
this amounted to probing 5° parameter combinations per dataset. For each of the
criteria listed below, we recorded the best result that was obtained with each model
and for each kymograph during the parameter search.

4.4.1 Error in Residual

In the first comparison, the goal was to see which model best fits the recorded data.
In Table 1 we report the L' norm of the smallest observed residual of the underlying
model equation, that is
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Fig. 9 Plotted is the mean 1.00
error (28) (vertical axis) for

the model R ;1 for each of 0.751
the 15 datasets (in different i
colours) and all probed

parameter combinations 0.501
(horizontal axis). It can be
seen that no single tested 0.251
parameter settings led to a
small error for all datasets

0.00

0 200 400 600
19 f + dxfullpr and 18, f + 0x(fv) =kl 1.

As expected, the model aRy1_;2 results on average and for every single dataset
in the smallest residual. However, as already mentioned in Sect.4.3, due to the
high noise level it is only of limited use for quantifying the reaction term as k
captures a significant amount of noise. The main finding of this experiment is that
the optical flow model is by far not capturing the entire essence of the dataset,
which is indicated by the high residual in comparison to the continuity equation-
based models. Moreover, let us also highlight that the residual is on average not
significantly increased in comparison to the aRy1 model when the convective
regularisation is used in addition.

4.4.2 Error in Velocity

In the second comparison, we looked at the absolute error between the velocity of
each manually created track and the velocities estimated with our models. For a
particular track ¢; of a dataset, we define this error at time ¢ € [0, T;] as

|0: i (1) — v(t, ¢ (1))].

Here, T; > 0 is the length of the track and we have assumed for simplicity that all
trajectories start at = 0. The velocity v needs to be interpolated, since ¢; is a spline
representation.

In further consequence we computed, for each dataset and for each parameter
configuration, the mean squared L> norm of the error in velocity along all its N
tracks. It is given by

N

1 1 2

E) =5 2 i = vC. 00 1, (28)

i=1

In our experiments, in none of the tested models we could find a single parameter

combination that worked well for most datasets in terms of the mean error E (v).

This can be seen, for example, in Fig. 9, where we have plotted exemplary for each
dataset and for each parameter setting in (27) the error £ (v) for the model aRp1.
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Table 2 Tables depict the average error E(v) in the L? norm (left), as in (28), and the maximum
error (right) for every dataset and every model investigated. For each dataset boldface values show
the smallest error that is obtained during the parameter search

Dataset |OF | aRpyi_;2 |aRy | aRer Dataset OF |aRyi_;2 | aRy | aRcer

1 0.33 1045 040 10.38 1 0.20 | 0.25 023 1023
2 0.16 | 0.17 0.17 |0.17 2 0.16 | 0.16 021 |0.21
3 0.30 | 0.35 029 029 3 0.22 | 0.31 022 |0.22
4 0.39 | 0.44 0.44 043 4 0.16 | 0.18 0.17 10.17
5 0.26 | 0.31 025 025 5 0.20 | 0.23 015 |0.15
6 0.41 | 0.50 045 041 6 0.24 | 0.46 041 10.39
7 028 0.34 031 |03l 7 0.19 | 0.29 023 10.22
8 0.29 | 0.33 024 022 8 0.20 | 0.19 0.15 |0.14
9 0.21 | 0.22 018 |0.18 9 0.10 |0.10 0.08 |0.09
10 0.18 | 0.24 018 |0.18 10 0.18 | 0.16 0.09 |0.09
11 0.17 | 0.21 0.19 |0.19 11 0.17 | 0.29 014 |0.14
12 0.25 | 0.31 024 1023 12 0.13 | 0.18 0.14 0.14
13 020 1 0.31 025 025 13 0.19 | 0.27 019 |0.19
14 0.55 | 0.53 049 049 14 0.39 1045 038 0.38
15 0.24 | 0.30 028 0.28 15 0.28 | 0.44 0.30 |0.30
Average | 0.28 | 0.33 0.29 |0.28 Maximum | 0.39 | 0.46 0.41 0.39

As a consequence, we report in Table 2 (left) the best mean error E (v) that we
obtained for each dataset by the grid search. The main findings are as follows.
First, and most importantly, the continuity equation-based model with convective
regularisation performed on average as well as the optical flow-based model when
using E(v) as evaluation criterion, with the advantage of simultaneously yielding
an estimate of the source.

A possible explanation for the comparably good performance of the optical flow-
based model is that the manually created tracks approximately constitute trajectories
of constant intensities rather than the characteristics associated with (1). However,
in combination with the findings presented in Table 1, which show that the average
residual is much smaller when using a continuity equation-based model with H'
seminorm or convective regularisation, we are confident to state that these models
are capable of estimating a meaningful source that can explain significantly more
details of the observed signal.

In addition, we also evaluated (28) with ||~||%2 replaced by |||, see Table 2
(right). Qualitatively, this leads to slightly different results for some datasets but
still supports our main findings.

Let us illustrate the advantage of the convective regularisation on the basis of one
particular dataset. In Fig. 10 we show the best result obtained for dataset number
eight for three models. For this particular dataset, the model «Rcr outperforms all
other models according to Table 2.

Figure 10a (left) shows the best result for the optical flow model and Fig. 10a
(right) the manually created tracks for this kymograph used to evaluate the computed
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Fig. 10 Best results obtained for dataset number eight in terms of the mean error (28) in the
estimated velocity, see Table 2 (left). (a) Streamline representation of the velocity obtained by
solving the variational optical flow problem (23) with spatio-temporal H' seminorm regularisation
with parameters o’ = 10~! and @¥ = 5 - 1072. (b) Result obtained using @R ;1 with parameters
a = 107, ¥ =5.1072, af‘ =101, and 01]; =.10"% (c) Result obtained using aRcr with

v =
parameters o] = 10*1,04;’ =5. 10*2,01;‘ = 1071,0!]; =.10"1, and 8 = 107!

velocities. Notice the inaccurate velocity between the cut ends shortly after the laser
ablation. Moreover, towards the end of the sequence, where the both cut ends meet
again, the characteristics seem inappropriate.

In Fig. 10b we display the result for the model «R 1. As can be seen in Fig. 10b
(left), the estimated velocity is improved significantly in the cut region and in the
problematic region towards the end of the sequence.

In Fig. 10c (left) we show the result for the model including the convective
regularisation. i.e. for «¢Rcr. The estimated velocity appears visually as good
as in the previous model with the additional advantage that it allows a larger
magnitude shortly after the laser ablation. Observe that in both cases the estimated
source is both spatially and temporally very regular, and apart from beta the
same parameters o, were selected. However, in Fig. 10c (right) the effect of the
anisotropic regularisation is clearly visible in the cut region.

Moreover, in Fig. 11 we show the best obtained results for two other datasets. For
comparison, the top row shows the same dataset as in Figs. 5 and 6.
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Fig. 11 Best results obtained for dataset number three and five in terms of the mean error (28) in
the estimated velocity, see Table 2 (left)

Finally, let us mention that, for the model oRcr, which we solve via Newton’s
method, in total only 53 computations did not converge out of the 3125 parameter
combinations tested on 15 different datasets.

4.5 Comparison Based on a Mechanical Model of Tissue
Formation

In Sect. 1 we have motivated the use of the non-homogenous continuity equation
(1) mainly through mechanical models that are known to describe tissue formation,
for example, in Drosophila. In order to see whether our variational formulation can
reliably estimate velocity and source that both stem from such a process, we have
implemented the partial differential equation-based model proposed in [26] to create
synthetic data. In this model, the triplet (i, v, o) solves the system

Oym + 0y (mv) = kon — kofrm, (29)
ayo = &v, (30)
0 =NV + xm, 31

for (¢, x) € (0, T) x (0, 1), subject to the initial and boundary conditions

m(0, x) =mg, 1in (0, 1),
v(0,x) =0, in (0, 1), (32)
v(t,x) =0, in (0, 1) x {0, 1}.

We refer to [45] for a derivation of this model.
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Briefly, (29) is an advection—reaction equation modelling mass conservation
of myosin molecules m, subject to rates of adsorption ko, > O and desorbtion
kotf > 0, which we assume to be constants. The advection is determined by a
mechanical problem, where mechanical balance (30) involves the stress o (¢, x) in
the actin at the cell-cell junction and a friction force £ v exerted by the surrounding
material, which we assume to be proportional to the velocity. Here, £ > 0 is the
coefficient of viscous drag. Finally, a constitutive model (31) of the junctional actin
is proposed following e.g. [23, 26, 35] and involves viscous stresses and a pre-stress
xm generated by myosin molecules. Again, n, x > 0 are constants. In addition,
(32) enforces zero flux at the spatial boundaries, and m is an initial concentration.
In our experiments we set it to

sin(40x + cos(40x))

mo(x) =20 — 5

While such a model captures the essential features of actomyosin behaviour [23,
35, 47], its mean field approach means that away from the perturbation caused by
the laser cut, the concentration m will equilibrate to the trivial solution (m, v, o) =
(kon/ kott, 0, xkon/ koff), which means that these parameters are uniform in space,
and there will be no feature to track for an image analysis technique. This is also in
contradiction with the experimental observations, where some material points along
the cell-cell junctions exhibit accumulations of myosin that persist over time. One
possible biophysical explanation for these accumulations is a locally larger density
of actin binding sites.

This can be incorporated in the above model by introducing an additional variable
p(t, x) and a constant kgff > ( that modulates the off rate of myosin

kott (£, X) = kogep (2, X).
In addition, the density p obeys the conservation equation
9 p + 0x(pv) =0, (33)

and satisfies an initial condition. In our experiments we set the initial p at r = 0 as

1 + sin(40x + cos(40x))

=1
00(x) + 10

(34)

We solve the system (29)—(31) numerically, under additional consideration of
(29), with a standard upwind finite volume discretisation paired with the forward
Euler method. See, for instance, [46, Appx. B] for a brief description. For
completeness, we briefly outline our implementation here.

We discretise the space-time domain [0, 7] x [0, 1] using N; and N, equally
spaced discretisation points in time and in space, respectively. For the discretisation
of the unknowns we make use of a centred and a staggered grid, denoted by G, and
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G, respectively. They are defined as

Ge ={GAL (j—1/DAx):0<i <Ny, 1 = j = Ny},
and as

Gs ={(A1, (j —DAx):0<i <N, 1 =j <N+ 1},

where At = T/N; and Ax = 1/N,. The concentrations and the stress are then
discretised on the centred grid and the velocity on the staggered grid, leading to

(m. p.v.0) € RIG! x RIG:! x RIG:|  RIGI,

In further consequence, the finite volume discretisation, see e.g. [36, Chap. 4], of
(29) reads

d
—mj +

- (Fomlyyy = Foml;_1 ) = kon = KSposm,.

Ax

where F(m)| j+b is the flux at the cell boundaries, that is, at the nodes of the

staggered grid. Assuming that m is constant on each cell and using the upstream

value of m, the flux F(m)(t)|ji% = F;il at time r = i At at the boundaries can be
2

written as
PROBNLING ( @ —i—m(l)) 1|U(i> |<m(.i) _m@)
j+y 2 g VT 2 gy UL

Similarly, we obtain F ® ! and, moreover, (17) results in zero flux at the boundaries.

Then, approximating d /dt with forward finite differences yields

i ; At
@i+1) @ (l) @) (1) ®
m; =m; Ax ( ol F ) + At (kon koff,O ) . 35)

Analogously, an update equation for p is obtained.

The velocity at the current time step (i) is determined as follows. Using (30) to
obtain v = 9,0/& and substituting it into (31) yields the second-order elliptic partial
differential equation

o—To.0=xm, in(,1),
§ (36)

0,0 =0, in {0, 1},

for the stress o. Here, the zero Neumann boundary conditions follow from (32).
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In each time step we solve (36), given the concentration m) from the previous
time instant, with a standard finite-difference scheme using centred differences on
G.. Then, with the help of (30) the velocity at nodes j + 1/2 can be approximated
with

O PR S SN () S ()
W™ gay (=)

where we also use the fact that v is zero outside the spatial domain.
Finally, the concentration m s updated according to (35) and p to its

corresponding equation, and the Il)rocedure is repeated for the next time instant. The
time interval is adjusted in each step so that the Courant—Friedrichs—Lewy condition
is satisfied. This typically leads to intermediate results that are not recorded.

In our experiments we set N; = 300 and N, = 300, and the parameters
controlling the time stepping were set to T = 0.1 and to At = 2.5 - 107°. The
mechanical parameters in (30) and (31) were chosen as n = 1, £ = 0.1, and as
x = 1. The parameters in (31) related to the source were set to ko, = 200 and to
Ko = 10.

In order to evaluate our approach described in Sect.2.2, we conducted two
experiments based on this mechanical model. In the first experiment, we used the
solution method outlined above to generate a concentration m, which was then used
as input to our variational formulation defined in (13). In the second experiment, we
generated a concentration by solving (29) for a set velocity v, effectively removing

the mechanical part of the model.

4.5.1 Unknown Velocities

In this experiment, we solved the mechanical model (29)—(31) together with
(33) numerically as outlined above. In order to simulate a laser ablation, the
concentration mg is set to zero at nodes within the interval [0.495, 0.505]. In this
way, a disruption (or loss) of concentration is simulated. Figure 12 (top) shows the
solution (m, v) and the resulting source k = kon — kgff,om.

We then solved (13) with «Rcr numerically based on the generated concentra-
tion. This is achieved by setting f := m. However, in order to match the boundary
conditions in (32) we also used zero Dirichlet boundary conditions for v in (18) at
x € {0, 1} and at t = 0. In Fig. 12 (bottom), we depict an approximate minimiser.
The parameters were set to a¥ = 10_4, a']‘. =35.1073, and to B = 1079,

Observe that both the velocity and the source are estimated approximately and are
within the correct order of magnitude. However, let us add that the estimated source
appears quite regular in comparison to the simulation, even though the regularisation
parameters a;? were set comparably small.
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Fig. 12 Shown is in the top row the solution (m, v, k) of the extended mechanical model (29)-
(31). For simplicity, p and o are omitted. The bottom images depict an approximate minimiser
w = (v, k)7 obtained using (10) with «Rcgr. The left column shows the myosin concentration m
together with streamlines obtained from the velocities, the middle column depicts the velocity v,
and the right column illustrates the source k

4.5.2 Predefined Velocities

In the next experiment, we removed the mechanical part and solved just (29)
and (33) with a predefined velocity field v that could potentially resemble a laser
nanoablation in cell membranes as pictured, for example, in Fig. 2.

We generated a velocity profile as follows. First, we define a characteristic
¢ : [0, T] — R that is supposed to follow a cut end via the ordinary differential
equation

3 (1) = voe 7,

where the constant vg > 0 is the initial velocity at time zero. Integrating with respect
to time yields the integral curve

@) =co+vor (1l — e_%)

where co > 0 is a constant defining the starting point of the curve. We then define a
velocity field

X
1)

» ifx < (1),
_x=¢®]
e 7

, ifx > ¢(0),

v(t, x) == 0:9 (1)
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Fig. 13 The top row shows functions (m, k) obtained by solving (29) and (33) given a set velocity
v. The bottom images depict an approximate minimiser w = (v, k)| obtained using (10) with
aRcr. The left column shows the myosin concentration m together with streamlines obtained
from the velocities, the middle column depicts the velocity v, and the right column illustrates the
source k

so that v(¢,-) is linear in the interval [0, ¢(f)] and decays exponentially in
(¢(t), +00). Here, t,£ > 0 are constants and control the decay. Finally, we shift
the origin to 1/2, reflect v, and obtain

- 1 . 1
v(t,x—i) 1fx—§ZO,

v(t, x) = _ | ) |
—o(t,—(x —3)) ifx—5 <0.

(37)

In Fig. 13 (top) we illustrate the solution (m, v, k) for this scenario, where v is set
as in (37). The parameter co was set to cg = 0.05 to match the width of the simulated
laser ablation. The other parameters were set to vop = 1, 7 = 0.075, and to £ = 0.05.
All other settings and parameters were kept as in the previous experiment.

Then, we minimised (13) together with convective regularisation numerically
based on the resulting concentration m. Figure 13 (bottom) shows the estimated
velocity and source pair for the synthetic data. A similar behaviour as in the previous
experiment can be observed.

5 Conclusions

In this article, we have investigated a variational model for joint velocity estimation
and source identification in challenging fluorescence microscopy data of live
Drosophila embryos that show the controlled destruction of tissue. We exploited the
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fact that a large proportion of tissue deformation occurs along one space dimension
and allows to create kymographs. Our formulation is grounded on one-dimensional
mechanical models of tissue formation and is based on the non-homogenous
continuity equation. We have discussed the ill-posedness of this problem and
devised a well-posed variational formulation using convective regularisation of the
source. Moreover, we have shown the connection of convective regularisation of
the source to anisotropic diffusion. In a thorough experimental evaluation, we have
demonstrated that motion estimation can benefit from simultaneously estimating
a source and that convective regularisation may help to estimate velocities more
accurately. Our numerical results show that this method could potentially help to
quantify the reaction term in biological models of tissue formation. The extension
of our models to more than one space dimension is left for future research.
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Quantitative OCT Reconstructions for m)
Dispersive Media G

Peter Elbau, Leonidas Mindrinos, and Leopold Veselka

Abstract We consider the problem of reconstructing the position and the time-
dependent optical properties of a linear dispersive medium from OCT measure-
ments. The medium is multi-layered described by a piecewise inhomogeneous
refractive index. The measurement data are from a frequency-domain OCT system
and we address also the phase retrieval problem. The parameter identification
problem can be formulated as an one-dimensional inverse problem. Initially, we
deal with a non-dispersive medium and we derive an iterative scheme that is the
core of the algorithm for the frequency-dependent parameter. The case of absorbing
medium is also addressed.

1 Introduction

Optical Coherence Tomography (OCT) is nowadays considered as a well-
established imaging modality producing high-resolution images of biological
tissues. Since it first appeared in the beginning of the 1990s [11, 17, 30], OCT
has gained increasing acceptance because of its non-invasive nature and the
use of non-harmful radiation. Main applications remain tissue diagnostics and
ophthalmology. It operates at the visible and near-infrared spectrum and the
measurements consist mainly of the backscattered light from the sample. OCT
is analogous to Ultrasound Tomography where acoustic waves are used and differs
from Computed Tomography (where electromagnetic waves are also used) because
of its limited penetration depth (few millimeters) due to the lower energy radiation.
As OCT data we consider the measured intensity of the backscattered light at some
detector area usually far from the medium.

P. Elbau - L. Veselka
Faculty of Mathematics, University of Vienna, Vienna, Austria
e-mail: peter.elbau@univie.ac.at; leopold.veselka@univie.ac.at

L. Mindrinos (P<))
Johann Radon Institute for Computational and Applied Mathematics (RICAM), Linz, Austria
e-mail: leonidas.mindrinos @ricam.oeaw.ac.at

© Springer Nature Switzerland AG 2021 229
B. Kaltenbacher et al. (eds.), Time-dependent Problems in Imaging and Parameter
Identification, https://doi.org/10.1007/978-3-030-57784-1_8


http://crossmark.crossref.org/dialog/?doi=10.1007/978-3-030-57784-1_8&domain=pdf
mailto:peter.elbau@univie.ac.at
mailto:leopold.veselka@univie.ac.at
mailto:leonidas.mindrinos@ricam.oeaw.ac.at
https://doi.org/10.1007/978-3-030-57784-1_8

230 P. Elbau et al.

However, the intensity of light, undergoing few scattering events, is not measured
directly, but the OCT setup is based on low coherence interferometry. The incoming
broadband and continuous wave light passes through a beam-splitter and it is
split into two identical beams. One part travels in a reference path and is totally
back-reflected by a mirror and the second part is incident on the sample. The
backscattered from the sample and the back-reflected light are recombined and
their superposition is then measured at a detector. The maximum observed intensity
refers to constructive interference, and this happens when the two beams travel equal
lengths. For a detailed explanation of the experimental setup we refer to [10, 33] and
to the book [4].

The way the measurements are performed characterizes and differentiates an
OCT system. We summarize here the different setups considered in this work:

Time-domain OCT: The reference mirror is moving and for each position a
measurement is performed. By scanning the reference arm, different depth
information from the sample is obtained.

Frequency-domain OCT: The mirror is placed at a fixed position and the detector
is replaced by a spectrometer, which captures the whole spectrum of the
interference pattern.

State-of-the-art OCT:  The incoming light is focused, through objective lenses,
to a specific region at a certain depth in the sample. The backscattered light is
measured at a point detector.

Standard OCT:  The vector nature of light is ignored and the electromagnetic wave
is treated as a scalar quantity. Then, only the total intensity is measured.

Time- and Frequency-domain OCT provide equivalent measurements that are
connected through a Fourier transform. The advantage of the later is that no
mechanical movement of the mirror is required, improving the acquisition time. The
last two cases simplify the following mathematical analysis since we can consider
scalar quantities and depth-dependent optical parameters. For an overview of the
different mathematical models that can be used in OCT we refer to the book chapter
[5].

We consider Maxwell’s equations to model the light propagation in the sample,
which is assumed to be a linear isotropic dielectric medium. We deal with dispersive
and non-dispersive media. Firstly, using a general representation for the initial
illumination, we present the direct problem of computing the OCT data, given the
optical properties of the sample. Then, we derive reconstruction methods for solving
the inverse problem of recovering the refractive index, real or complex valued.
Motivated by the layer stripping algorithms [28, 31], we present a layer-by-layer
reconstruction method that alternates between time and frequency domain and holds
for dispersive media.

Without loss of generality, the OCT system can be simplified by placing the
beam-splitter and the detector at the same position. The medium is contained in a
bounded domain  C R3, such that suppyx (¢, ) C 2, forall t € R, where y is the
electric susceptibility, a scalar quantity describing the optical properties of a linear
dielectric medium. We set x to zero for negative times. Also, the medium for# < 0
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is assumed to be in a stationary state with zero stationary fields. Then, the electric
field E € C®°(R x R?; R?) and the magnetic field H € C®(R x R3; R3), in the
absence of charges and currents, satisfy the Maxwell’s equations

10H 19D
VXE(lt,x)+-—(@,x)=0, VxH(@{x)——-——(@,x)=0, (1
c ot c ot
where c is the speed of light and D is the electric displacement, given by
D(t,x) = E(t,X) +4n/ x(t,X)E(t — 7,x)dr. 2)
R

This relation models a linear dielectric, dispersive medium with inhomogeneous,
isotropic and non-stationary parameter.

The two identical laser pulses, one incident on the sample and the other on the
mirror, are described initially, before the time + = 0, as vacuum solutions of the
Maxwell’s equations, meaning (1) for D = E, defined by Ey, Hy € C*(R x
R3; R3). In practice, the medium is illuminated by a Gaussian light, however at the
scale of the sample the laser pulse can be approximated by a linearly polarized plane
wave [9]. We assume that the incident wave does not interact with the medium until
t = 0, resulting in the condition

E(t,x) = Eo(t,x), H(t,x) = Ho(t,x), t<0,xeR>. (3)

The mirror is modeled as a medium with (infinitely) large constant electric
susceptibility, with surface given by the hyperplane placed at distance r € R from
the source. Given the form of the incident wave, the reference field (back-reflected
field), denoted by E,, can be explicitly calculated.

The sample wave (backscattered wave) is given as a solution of the system (1)—
(3). Then, the two backward traveling waves are recombined at the beam splitter,
assumed to be at the detector position. In time-domain OCT, the sum of these two
fields, integrated over all times, is measured at each point of the two-dimensional
detector array D C IR?. Thus, as observed quantity we consider

/ I(E — Eo)(t,X) + (E, — Eo)(t,x)|*dt, reR,xeD. “)
R

Under some assumptions on the incident field [5], we may recover from the above
measurements, the quantity

(E — Ep)(w,%x), weR, xeD, (5)

where f = F(f) denotes the Fourier transform of f with respect to time
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F) @) = fR Fe@ dr,

In frequency-domain OCT, the detecting scheme is different. The mirror is
not moving (» is fixed) and the detector is replaced by a spectrometer. Then, the
intensity of the sum of the Fourier transformed fields at every available frequency
(corresponding to different pixels at the CCD camera) is measured

m(w,x) = |(E — Eo)(w,x) + (E, — Eo)(@,x)]>, ®eR, xeD. (6)

In practice, we obtain data only for few frequencies restricted by the limited
bandwidth of the spectrometer. The OCT system allows also for measurements of
the intensities of the two fields independently, by blocking one arm at a time. Thus,
we assume that the quantity

is(w, x) = [(E — Ep)(@, %), weR, xeD, (7

is also available. The main difference between the two setups is that (5) provides us
with the full information of the backscattered field, amplitude and phase, which is
not the case in (7), where we get phase-less data. We address later the problem of
phase retrieval, meaning how to obtain (5) from (7).

Up to now, what we have modeled is known as full-field OCT where the whole
sample is illuminated by an extended field. The main problem is that we want to
reconstruct a (1+3)-dimensional function x from OCT data, either (4) or (6), which
are (1+2)-dimensional. Thus, we have to impose additional assumptions in order to
compensate for the lack of dimension. To solve this problem, we consider a medium
which admits a multi-layer structure. This assumption is not far from reality since
OCT is mainly used in ophthalmology (imaging the retina) and human skin imaging.
In both cases the imaging object consists of multiple layers with varying properties
and thicknesses [14, 20].

If the medium is non-dispersive, meaning that the optical parameter is stationary,
the function x can be modeled as a §—distribution in time, so that its Fourier
transform (temporal) does not depend on frequency. Then, even if we have enough
information (theoretically), in OCT, as in any tomographic imaging technique, we
deal with the problem of inverting partial and limited-angle data. This is the result of
measuring only the back-scattered light for a limited frequency spectrum. In OCT,
a narrow beam is used, resulting to an almost monochromatic illumination centered
around a frequency.

In the following, we focus on data provided from a state-of-the-art and standard
OCT system, where point-like illumination is used. In this case, only a small region
inside the object is illuminated so that the function x can be assumed depth-
dependent and constant in the other two directions. Again we assume that locally
the illumination is still properly described by a plane wave.

Let x = (x, y, z), where the z-direction denotes the depth direction. We model
the light as a transverse electric polarized electromagnetic wave of the form
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0 v(t, 2)
E(t,x)=|u(t,z)|, H(E,Xx)= 0
0 0

Then, the Maxwell’s equations (1) together with (2) are simplified to

2

Au(t,z) — =—5
u(t, 2) c2 912

/ e(t, Du(t — 1, z)dt =0, (8)
R

for the scalar valued function u, where A = 92 / 9z2. Here, we define the time-
dependent electric permittivity € (¢, z) = 6(¢) + 4w x (¢, z), which varies also with
respect to depth. The condition (3) is replaced by

u(t,z) =uo(t,z), t<0,zeR. 9)

The medium admits a multi-layered structure with N layers orthogonal to the
z—direction, having spatial-independent but frequency-dependent refractive index
A =+/é, and varying lengths. We define L = U?’zlL j and we set

no, zeR\L,

R (10)
nj(a)), Z € Lj.

n(w,z) = {

This setup is commonly used for modeling the problem of parameter identifica-
tion from OCT data. The volumetric OCT data consist of multiple A-scans, which
are one-dimensional cross-sections of the medium across the z-direction. Under the
assumption of a layered medium, the multiple A-scans are averaged over the x- and
y-directions producing a profile of the measured intensity with respect to frequency
or depth (post-processed image).

In Fig. 1, we see the experimental data for a three-layer medium with total length
0.7 mm, having two layers (top and bottom) filled with Noa6l (n; = n3 ~ 1.55)
and a middle one filled with DragonSkin (n, ~ 1.405). The spectrometer uses a
grating with central wavelength 840 nm, going from 700 to 960 nm. On top right,
we see an A-scan of the “raw” data (depth information), meaning the intensity of
the combined sample and reference fields at a given point on the surface plane.
The left picture is the post-processed B-scan (two-dimensional cross-sectional of
the volumetric data). The bottom right picture presents the averaged (over lateral
dimension) post-processed version of the data on the left. We could say that the post-
processed data correspond to the time-domain data and are of interest since there we
can see that the form of the intensity pattern is related to the interference happening
because of the reflections at the different layer interfaces. The n-th “peak” appears
at the position of the n-th interface. We will address later the nature and importance
of the other “peaks”. All x-axes are in pixel units.
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Fig. 1 Experimental data obtained from a frequency-domain OCT system of a three-layer medium
with piecewise constant refractive index. Courtesy of Ryan Sentosa and Lisa Krainz, Medical
University of Vienna

We refer to [2, 25, 32, 34] for recent works using similar setup and assumptions.
Our work differs from previous methods in that we consider a dispersive medium.
We deal also with absorbing media, a property that is usually neglected. We address
three different cases for the layered medium:

e Aj(w)=nj, j=1,...,N (non-dispersive),
e fj(weR, j=1,...,N (dispersive),
* fj(w)eC, j=1,..., N (dispersive with absorption).

The paper is organized as follows. In Sect.2 we present the forward problem,
meaning given the medium (location and properties) find the measurement data. We
derive formulas that are also needed for the corresponding inverse problem, which
we address in Sect. 3. Iterative schemes are presented for dispersive media and a
mathematical model is given for the case of absorbing media. In Sect.4 we give
numerical results for simulated data, and we show that the parameter identification
problem can be solved under few assumptions.
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2 The Forward Problem

We derive mathematical models for the direct problem in OCT for multi-layer
media with piecewise inhomogeneous refractive index. We start with a single-layer
medium and then we generalize to more layers. The multiple reflections are also
taken into account. Most of the formulas presented in this section, like the solutions
of the initial value problems or the reflection and transmission operators (analogue
to the Fresnel equations) can be found in classic books on partial differential
equations [8, 29] and optics [1, 3, 13], respectively. However, we summarize them
here, on one hand because we want to derive a rigorous mathematical model in
both time and frequency domains and on the other hand because they are needed
for the corresponding inverse problems. The easier but essential time-independent
case is treated first. Then, we consider the time-dependent case by moving to the
frequency-domain for real and complex valued parameters.

2.1 Non-dispersive Medium

Here, we simplify (10), and we consider the following form for the refractive index

no, ZEIR\Z,
nj, ZELj,

n(z) =

(1)

for j = 1,..., N. We describe the light propagation using (8) together with (9).
Under the above assumption, we obtain

duu(t,2) = $-Au(t,2), tE€R, z€R, (12)
the one-dimensional wave equation. In the following, we use ¢; = c¢/nj, j =
0, ..., N. Let us assume that the initial field is given by

uo(t, z) = folz — cot), (13)

together with the assumption that suppfo C (—o0, z1), where z; represents the
surface (first boundary point) of the medium L. This assumption on the support
of the function reflects the condition that the laser beam does not interact with the
probe until time ¢ = 0.

We model the single-layer medium as L = (z1, z2), for z; < z3, but initially we
consider the case

N no, < s
A =1"0 T (14)
ny, I>11.
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Fig. 2 Wave propagation. The reflection and transmission operators for the sub-problem (15) (left)
and the sub-problem (18) (right)

Then, we obtain the system

Opu(t,z) = Au(t,z), teR, zeR,

<
n2
u(t,z) = folz — cot), t <0, zeR.
The above system of equations describes a wave traveling from the left incident

on the interface at z; € R, see the left picture of Fig.2. It is easy to derive the
solution, which is given by

u_(t,z) = fo(z —cot) + go(z +cot), t>0,z <z,
u(t,z) = (16)
uy(t,z) = fi(z —cit), t>0,z>z.

Here, the function go and f; describes the reflected and transmitted field, respec-
tively. Given the continuity condition at z = 71, meaning

limu_(t,z) = limuy(t,z), limadu_(¢,z) = limduy(t,2),
21z zdz1 z1z1 zlz1

we find a representation of gg and f7 via operators. We denote the reflection operator
by R and the transmission operator by 7', defined by

C1

R: for> g0, RUfol(z +cot) = _ngo<2m—(z+cor>), (17)

1+

and

2cy co
T: for fi, Tlfol(z—cit) = @ fo <z1 + a((z —cit) — 21)) .

cr+

The fact that supp fo C (—oo, z1) implies that for every ¢ < 0, R[ fol(z + cot) =
0, in (=00, z1), and T[ fol(z — c1t) = 0, in (z1, 00). This is true, since neither the
reflected nor the transmitted wave exists before the interaction of the initial wave
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with the boundary. Finally, we define the operator U; : fo — u, mapping the initial
function fy to the solution u, given by (16), of the problem (15).
Now we consider the following problem

duu(t,2) = F$=Au(t,2), tE€R, z€R, "

u(t,z) = g1(z +ci11), t <0, zeR,

for an initial wave g1 with suppg1 C (z1, 0o), for 71 as in (14).

This problem refers to the case of a wave incident from the right on the boundary
Z = 71, see the right picture in Fig. 2. Again, we obtain a reflected and a transmitted
part of the wave. The solution of this problem is given by

u_(t,z) = go(z + cot), t>0, z <z,
u(t,z) =
uy(t,z2) = fi—cat)+giz+car), t=0,z>z.

As previously, we find a representation of the reflected and transmitted waves using
operators acting on the initial wave. Here, we denote the reflection operator by R_
and the transmission operator by 7_, having the forms

co— C1
R_:g1~ fi, R_[gilz—c1t) = g1 (2z1 — (z—c1t),
c1+co

and

c
T_ : g1+~ go, T-[g1l(z+cot) = 81 (m + 5(& + cot) — zl)> .

€0
c1+co

We define the solution operator U; : g1 + u, mapping the initial g; to the solution
of the problem (18).

It is trivial to model an operator Uz : f; +— u, where fi satisfies suppf; C
(—00, 72), for an interface at z = z;, with a(z) = ny, for z > z5. This setup models
how a transmitted, from the boundary at z = z|, wave propagates for r > 0. We
know that on (—o0, z2), U3[ f1] is of the form

Us[f1l(t, 2) = fi(z — c1t) + g1(z + c11).
We define in addition the operator Ry : fi + gji. These three different cases are
combined to produce the following result.

Proposition 1 Let L = (z1, 22) be a single-layer medium, and let the refractive
index be given by
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no, z <z,
() = \{ni, ze€(z1,2),
ny, 2Z>22.

If the initial wave fy, given by (13), satisfies suppfo C (—00, 21), then for a fixed
y € (z1, z2) the solution of (12), together withu(t < 0, z) = fo, is given by

u(t,2) = Lo (@ | UrLfole, 2 + Y Ua [(ReRO ReTfo | (1,2)

=0 (19)

+ 100 @) Y Us[(R-RD T | 2), 120,
j=0

with Uy, U,, and U3 defined as before.

Proof The function u, given by (19), is by construction a solution to the wave
equation problem in both (—oo, y) and (y, 0o). Thus, we have only to check if
both parts coincide in the interval (z1, z2). To do so, we recall the definitions

Uil f1t. 2) = T[f1(z — c11),
Ua[g](t, z) = R_[gl(z — c11) + g(z + c11),
Uslf1(1,2) = f(z — 1) + Ry [ f1(z + c1n),

fort > 0, and z € (z1, z2). By plugging these formulas in (19) we get for (—oo, y)
the term

oo oo
Tl =1+ Y R-[(Re R RLTfo| = ean) + Y (Ry R RAT [fola +e1n),
j=0 j=0

and for (y, 0o) the term

SR-RDIT [fole = i) + 3 R [(R-RI TS| + ern).

j=0 j=0

Since all involved operators are bounded, both series converge and we see that the
two terms coincide. The last thing to show is that (19) also satisfies the initial
condition u(t,z) = fo(z — cot), for all t < 0 and z € R. This can be seen
by considering the supports of the operators Uy, U, and Us, as they are defined
previously. O
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Fig. 3 A graphic representation of (19) for j = 0. The fields described by the operator U; are in
black, the fields in blue are involved in U3 for f; = T[fp], and in red we see the fields of U,,
where g1 = R T[ fol

The formula (19) consists of three terms and accounts also for the multiple
reflections occurring in the single-layer medium. Each term neglects either the
boundary at z1, or the one at z. The operator U; maps the initial wave fj to the
solution u, in the real line. Then, the transmitted wave T'[ fo] is traveling back and
forth between z; and z, describing the multiple reflections, given by the field

(R-R+) T [fol. (20)

The operator U now uses for every j € IN the reflection of (20) at zo as initial
and gives back a solution of the sub-problem (18). The last term models the wave
interacting with the boundary at z = z5, by application of U3z, which uses (20) as
an initial function. In Fig. 3 we see the fields described by each operator in different
colors for j = 0.

In the following example, we present the forms of the single- and double-
reflected wave from the boundary at z = z5, measured in (—o0, z1).

Example I We know already that the reflected wave from the boundary z = z1, is
given by (17). We present now the reflected waves g,,, n, = 1,2 in the interval
(—o00, z1), where 7, counts for the numbers of the undergoing reflections, meaning

01(t.2) = T-RyT[fol, and 02(1,2) = TRy R_RL T fol.
For n, = 1, using the definition of the operator T applied to fy we get

261
c1+co

o1(t,2) = T_Ry fo <Zl+z_?((Z—C1t)—Zl)>-
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The argument of fj is now a function of z — ¢;¢, and we can apply R, resulting in

c—c1 2c
cat+crcr+co

o1(t,2) = T_fo <Z1 +E—?(222—(Z+le)—21))~

Thus, we have

Ry T[fol(z — cot) = g(z + cit),

a function of z + ¢, where the operator 7_ can be to applied to give

2co ¢ —c1 2cy

01(t,2) = fo <21 +C£(2(zz—z1)—ﬂ((z+cot)—z1)))-
c1 co

cl1+cycp+cpcptce

Following the same procedure for 1, = 2 now, we end up with the following form

2co0 co—c1 (¢ —cy 2 2cq
c1t+cocr+co \c2+c1/) c1+co

02(t,2) =
co cl

x fo (Zl + —(4(z2 —z1) — —((z +cot) — Zl))) .
Cl co

Now, we move to the case of a multi-layer medium. The solution will be derived
using the above formulas and consider the problem layer-by-layer. We define L; =

(zj, zj+1), for j =1, ..., N. The refractive index is given by (11) and we define
~ ng, 7 <121, ~ ni, <22,
n_(z) = , ny(2) = 1% (21)
ny, z>721, n+(z), z> z2.

The parameter ﬁ+ represents the refractive index in the remaining N — 1 layers.
Next we want to find a solution of (12) for

i) = {n_(z), <y,

it (z), z>y,

and y € (z1, z2). The first case is exactly the same as the problem already
discussed for the single-layer case, meaning that the application of the operators
U; and Uj is still valid. For the later case, we consider an initial wave f with
suppf C (—o0, z2) and by Us[ f] we denote the solution of this sub-problem. We
know that in (—o0, z2), U3[ f] gives

u(t,z) = f(z—cit) + gz +ci1).

We define an operator R with R, [f] = g, corresponding to the multi-reflected
light from the boundaries z7, ..., zy+1, if we illuminate by f. Then, we get the
following result.
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Proposition 2 Let i be defined by (11), and ii_, iiy as in (21). Thenfory € (z1, 22)
the solution of (12), together with u(t < 0, z) = fo, is given by

o
w(t,2) = 1 (o) (2) (Ul[fo](t, D+ Y Us[(ReROTRLT R, z))

=0
(22)
w .
+1(00@ Y. Us [(R_R+)J Tfo](z, 2, 1=0.
=0

Remark 1 The formula (22) is analogous to (19), see also Fig.3. The main and
most important difference from the single-layer case is that now we cannot have an
explicit representation of the operator Us.

‘We know that the solution of (12) in (—00, z1) admits the form
u(t,z) = fo(z — cot) + g(z + cot),

and we define an operator R, through R[ fol=g.

Proposition 3 Let the operators R, R_ and T be defined as previously and R[ fy)
be given. We define 1] fol(t, x) = fo(z — cot). Then, the following holds

Ri(f1=3. (23)
where
f=T+RU R-U+D)fol. and §=Uy"(R-Ui+Dlfo]l. (4
Proof From Proposition 2 we know that
oo .
u(t.2) = UiLfol(.2) + Y. U [ (Re RV ReTh|4.2). 12 0.2 <21,
j=0
describes a solution. It also holds that
u(t,z) = fo(z —cot) + RLfol(z +cot), t>0,2<zi.

Then, using the definition of I[ fj], we get
Uy (R = Ui + DI fol = (1 = ReRO)™'RL T fol,
which admits the equivalent form
U; (R = Ui+ DUfol = R«R_U; (R = Ut + DU fol = R+ TLfo).

This results in (23) for f and g, as in (24). |
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Remark 2 The function g describes the total amount of light which travels back
from the remaining N — 1 layers, meaning it considers all multiple reflections.

Lemma 1 Let L be a multi-layer medium consisting of N € N layers, and let the
refractive index be given by (11). Then, the solution of (12), together with u(t <
0, z) = fo, can be computed layer-by-layer.

Proof Starting with the first layer, we use 7 defined in (11) and (21) and we apply
Proposition 2. We thus obtain f and g, presented in Proposition 3. Then, the
function f is the initial wave for the corresponding problem with parameter now
given by

ni,  z<22,
niz) ={n2, z€(22,23),

(@), z> z3,

where 7 represents the refractive index of the next N — 2 layers. Repeating the
same argument, we use (22), with fy replaced by f, for the updated operators. We
continue this procedure for the new parameters and operators and we end up with
the solution for 71 given by (11). O

After some lengthy but straightforward calculations, we can generalize the
formulas of Example 1 for the k-th layer of the medium and 1, € IN, resulting
in the field

- q-1 a k4l e
on (¢ Z)_Z<Ck—l—ck) (Ck+l_ck> l—[ Cj—1Cj
L Ck + Ck—1 Ck+1 + Ck i (cj+cj-1)?

g=1

k—1
Cj 1 Cl—1
2,-1-’ = 222—1—
;m ]"[ 22— (2+2(g-1) )1‘[61
+Zk+lz_0(2+2(q_1))_(Z+C0t)>, t>0, z <z,
k

(25)
valid for an initial function fp, with supp fo C (—00, z1).

2.2 Dispersive Medium

In this section, we consider the form (10) for the refractive index and we set 7p(w) =
no > 0. We assume N{i(w)} > 0, and I{7i(w)} > 0, for all ® € R. Unfortunately,
an explicit solution, as in Sect. 2.1, cannot be derived here for a time dependent
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parameter. However, applying the Fourier transform, with respect to time, to (8), we
get the Helmholtz equation

2
Ai(,2) + S i@, Dil@,2) =0, weR, zeR, (26)
c

together with an appropriate radiation condition (equivalent to the initial condition
in the time domain) that guarantees uniqueness. For y € (z1, z2), we define

n_(w,2), z<y,

nw,z) =1 .
ny(w,z), z>y,
with
R no, <21, . i(w), z<za,
n_(w,z) = AO ! and ny(w,z) = ~1( ) 2
ni(w), z>zi, n(w,z), z> 2.

The refractive index 7 accounts for the parameter of the remaining N — 1 layers,
meaning 71 — 71 is compactly supported.
Initially, we consider the problem of a right-going incident wave of the form

2]

fig(w, z) = ag(w)e! 107, 27)

incident at the interface z = z7. Then, the corresponding problem reads

2
A, 2) + SR (@i, ) =0, weR, zeR,
C

N DA n
i —i—nm(@i=0, welR, z=2z],
c

for an artificial boundary point zf > z1. The boundary radiation condition is such
that there is no left-going wave at the region (z1, +00).
The solution admits the form

n —i%npz
uo + Rlagl(w)e™ "%,z < zy,
wlw,z) =

Tlagl(w)e’ <@, z> 21,

where we define the reflection and transmission operators R and 7', respectively, by
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R : ap(w) — Mao(w)e

2i 2ipz)
g + 1 (w)

(28)

~

T : ay(w) — #ao(w)ei%(ﬁofﬁl(w»zl.
no +ni(w)

The solution operator is then given by V| : iig +> . The next sub-problem is
described by

2
Ad(w,2) + S (@i@,2) =0, weR, zeR,
C

P PN —
du+i—not =0, welR, z=7z.
c

for an incident left-going wave of the form iig(w, z) = Bi (w)e 1€M@ and an
artificial boundary point at z; < z;. The boundary radiation condition is that the
left-going wave in (—o0, z1) is zero. The solution now is given by

A T_[Bil(w)e™ <oz, z <z,
(w,z) =

o+ R_[Bil(w)e! M@ 7 5 7y,

where R_ and 7_ are defined by

R_: Bi(w) — Mﬁl(w)eﬁ%ﬁl(w)m,
ni(w) + no

T_: Bi1(w) — Azﬁl—(w)Aﬁl(a))ei%(ﬁO*fll)(w)m.
ni(w) + ng

Let again V; : iig — u denote the corresponding solution operator.

The final sub-problem deals with the scattering of a right-going wave of the form
no(w,z) = ozl(a))e"%;”(“’)Z by a medium supported in (z2, +00) with refractive
index 7. The governing equations are

2
A, 2) + SA(@i@,2) =0, weR, zeR,
Cc

z—>+00

lim <3Z12 - ifﬁoﬁ) —0, weR.
C

The radiation condition now ensures that at infinity exist only right-going waves.
The solution is given by

i, 2) = aj()e' M@ L g (w)e eM@i 7 < 7.
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We define R : a1 (w) — B1(w) and the relevant operator V3 : iig > & mapping the
incident field to the solution of this specific problem. We remark that the operator
R cannot be computed explicitly because it contains also the information from the
remaining N — 1 layers.

Proposition 4 Let the incident wave be of the form (27). We define
i) _(0,2) = [(Ry R_)T Ry Tag)(@)e £ @),
i, (@.2) = [(R-Ry) Tagl(@)e €71~

Then, the field

(@, 2) = Lo @) [ Vilido] + Y Valit _1 | (@.2)
j=0

+ 100 @ | Vil 1] @.2), (29)
j=0

for fixed y € (z1,22), is the solution of the Helmholtz equation (26), for the
refractive index defined as above, and satisfies the radiation condition.

Proof By construction, # fulfills (26) in (—oo, y) and (y, 00), and the radiation
condition. Thus, it remains to show that the two parts coincide in (z1, z2). Recalling
the definitions of Vi, V;, and V3, restricted in (z1, z2), we get

Viliol@.2) + Y Valig I, 2) = Tlag)(w)e’ ¢ ()
j=0

o0 oo
+> R_[(R{R) Ry Tagl(@)e' 1@+ (Ry R_) Ry Tlag)(w)e™ e @)
j=0 j=0

and

o o0
Y Vil 1@, 2) = ) (R-Ry)/ Tlagl(w)e <M1
j=0 Jj=0

o0
+ Z Ri[(R_Ry) Tapl(w)e ' ¢h@):,
Jj=0

We reorder the terms and we observe that they coincide in (z1, z2). O
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Remark 3 If L = (z1, z2) denotes a single-layer medium, with material parameter
n, given by

o, z <21,
w,z) = 3i1(w), ze€(z1,2),

na(w), z >z,

then we can compute Ry explicitly, and also the operator V3.
Example 2 The amplitude of the j-th reflection in a certain layer is described by
the term

(R4 R_) Ry Tlapl(w).

The single reflected wave from the most left boundary of L is given by (28). For the
k-th layer of the medium, we obtain the back-reflected field

Mr

N N N N k ~ N
R B (W) — g1 (@)\9 (g (@) — ng_1(w)\q-1 4nj_1(w)n ()
2= (ﬁk+1(w) +ﬁk<w>> <fzk_1<w) +ﬁk(w)> ) G @) + @)

g=1

i (@) Qg1 =20 =D+ Ty 2001 =D @)21) i 27z

x op(w)e ¢ <21,

(30)
where « is the amplitude of the incident wave .

The solution of (26) in (—oo, z1) admits the form
ﬁ(w’ Z) = aO(a))el%ﬁOZ + 3(w)e_l %HA()Z’

and we define Ié(a)) cap(w) B(a)).

Lemma 2 Let the incident wave be of the form (27), and let R[] be known. Then,
the following relation holds

Ri[aol(w) = Bo(w),
for
& = Tlaol+R- (=" (Rlaol = Rlao])). and fo=T7="(Rlaol - Ricol),

(€29
calculated from the previously defined operators R_, T and T_.
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Proof We know that in (—o0, z1),

(0,¢]
ap(@)e’ <M + Rlapl(w)e™ <% = Vi[iig)(w, 2) + Y, Valit) (@, 2),
j=0

for ﬂé _, defined as in Proposition 4. Using the definitions of V| and V,, we get

o0
Rlag)(@)e™ €70°— Rlog)(@)e ™ ™% = T_ [ 3 (R R_) Ry Tleo] | (w)e™ €M%,
=0

This results in

7" (Rlao) - Rlao]) = ;‘) (RyR_)/ Ry Tlap],
J:

which is equivalent to
(1= Ry R) (=" (Rlao] - Rlaol) ) = Ry Tla].

This completes the proof. O

The amplitudes o and o, defined in (31), correspond to the amplitudes of the
Fourier transforms of f and g, given in Proposition 3. Furthermore, one can derive
an analogue of Lemma 1 also for a dispersive medium.

3 The Inverse Problem

We address the inverse problem of recovering the position, the size and the optical
properties of a multi-layer medium with piecewise inhomogeneous refractive index.
We identify the position by the distance from the detector to the most left boundary
of the medium, and the size by reconstructing the constant refractive index n¢ of
the background medium. Initially, we discuss the problem of phase retrieval and
possible directions to overcome it and then we present reconstruction methods
for non-dispersive and dispersive media. We end this section by giving a method,
which with the use of the Kramers—Kronig relations, makes the reconstruction of a
complex-valued refractive index (absorbing medium) possible. Let z = z4 denote
the position of the point detector.
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3.1 Phase Retrieval and OCT

The phase retrieval problem, meaning the reconstruction of a function from the
magnitude of its Fourier transform, has attracted much attention in the optical
imaging community, see [27] for an overview. When dealing with experimental
data, additional problems arise, like different types of noise and incomplete data.
Mathematically speaking, the problem corresponds to a least squares minimization
problem for a non-convex functional. In our case, where we are given one-
dimensional data of the form (6) or (7), unique reconstruction of the phase is not
possible [15]. However, there exist convergent algorithms that produce satisfactory
results under some assumptions on the signal, like bounded support and non-
negativity constraints. These algorithms are alternating between time and frequency
domains, using usually less coefficients than samples, which makes the exact
recovery almost impossible.

In OCT, this problem has been also well studied, see for example [21, 23, 26].
The main idea is either to consider a phase-shifting device in the reference arm or
to combine OCT with holographic techniques. The first case, the one we consider
here, produces different measurements by placing the mirror at different positions,
meaning by changing the path-length difference between the two arms.

As already discussed in Sect. 1, we have measurements of the form

m(r; w) = (i — o) (w, zq) + (4, — o) (w, za)|, € R,

for r fixed, where u, denotes the y-component of the reference field E,, and we
also acquire the data

() = |(it — i) (@, z0)|, o €R.

Since we know the incident field ¢ explicitly, we can also compute the reference
field &I, — io at the point detector. Then, the problem of phase retrieval we address
here is to recover it — it from the knowledge of / and i, for all @ € R. We know,
from [18, 19], that if u, — ug is compactly supported, then there exist at most two
solutions u# — ug. See the left picture of Fig. 4, where we visualize graphically the
two solutions by plotting in the complex plane the two above equations at specific
frequency for the setup of the third example presented later in Sect. 4.
If in addition, there exist a constant y € [0, 1), such that

Wi, — i}l < yI¥{ur — do}l,

then, there exists at most one solution in L2(RR) with compact support in [0, 00).
However, it is hard to verify that the reference field fulfills this condition and
we observed that, in all numerical examples, this inequality does not hold, for an
incident plane wave. Thus, in order to decide which solution of the two is correct,
extra information is needed. Motivated by the phase-shifting procedure, we consider
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Fig. 4 Left: The intersection points of the circles m(r; w;) € C (red) and s (w;) € C (blue).
Right: The intersection points of the circles mi(ry; wp) € C (red), m(r2; wp) € C (green) and
mg(wy) € C (blue). The red asterisk indicates the unique solution. The setup is the same as the one
in the third example in Sect. 4

data for two different positions of the mirror, let us say r = ry, r. Then, we get the
data

m(ry; w), m(r;w), and mg(w).
Using m(ry; ) and g, we get two possible solutions, and from m(r;; -) and mg,
other two. But since ;4 is the same in both cases, we find the unique solution as the
common solution of the two pairs. This is illustrated at the right picture of Fig. 4,
where we plot the three above relations at two different frequencies. This way, we
get unique solutions at every available frequency.

Thus, having measurements for two different positions of the reference mirror,
we may consider that frequency-domain OCT provide us with the quantity

(i —io)(w,z4), weR, (32)

the equivalent measurements of a time-domain OCT system, see (5).

3.2 Reconstructions in Time Domain

We consider initially a non-dispersive medium. Then, the refractive index is given
by (11) and the time-dependent OCT data admit the form

m(t, zq) = u(t, zq) — fo(za —cot), t€[0,T], (33)
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for T > 0. Here, we assume that the initial wave (known explicitly) does not
contribute to the measurements. The following presented algorithms are based on a
layer-by-layer procedure. At the first step, we reconstruct the parameters for a given
layer and then we update the data, to be used for the next layer. Thus, we assume that
we have already recovered the boundary point z;_; and the coefficient cx—; of the
layer Ly _1. We denote by m®(t, z,), the data corresponding to a (N —k+ 1)—layer
medium, with the most left layer being the L.

As we see in Fig. 1, the (time-dependent) data consist mainly of N 4+ 1 major
“peaks”, for a N—layer medium, and some minor “peaks”, related to the light
undergoing multiple-reflections in the medium. The experimental data are, of
course, also noisy and may show some small “peaks” because of the OCT system.
The first two “peaks” correspond, for sure, to the single-reflected light from the first
two boundaries. We propose a scheme to neglect minor “peaks” due to multiple
reflected light. Then, the first major “peak” in m™®, corresponds to the back-
reflected light from the interface at zj.

Step 1:  We isolate the first “peak” by cutting off around a certain time interval
[T1, T>], meaning we consider

O (t, z0) = 17,1 (O)m P (2, za).
The time interval can be fixed for all layers and depends on the time support of

the initial wave. On the other hand, this wave can be described by (25), if we use
n, = 1 and replace k by k — 1. Therefore, we obtain the equation

- Ck — Ck—1 ~ C
R (e, 7g) = 2L g (21k—° — (24 +cot)), R, (34)
Ck + Ck—1 Ck—1

with fo given by

k—1 k-2 j—1

~ dej_icj cj—1 Ccl—1
f@=]——=% 2zj(1l——=—) | | —
U (cj + Cj—l)zf z_: ’ cj U c
j=1 j=1 =1
2 YT e
tao12 -2 [T ) +2].
Ck—1"_y «

The supremum of (34), using its shift-invariance property, gives the value of c.
The position of the interface z; can then be recovered from (34), by solving the
minimization problem

.|~ Ck —
min m(k)(t, zZd) —
zeR

Ck—1 ~ C
£ 1fo(ZZ 0 _ (zg +cot))|, forallt € R.
Ck + Ck—1 Ck—1
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Since both parameters are time-independent, there exist also other variants for
solving this overdetermined problem.

Step 2:  Before moving to the layer L1, we have to update the data function. We
could just remove the contribution of the current layer, meaning 7 ®). However,
the first “peak” might not correspond to the reflection from zi, for k > 1, but
to contributions of multiple reflected wave from previous layers, arriving at the
detector before the major wave. Since, we have recovered the properties of Lg,
we can compute all future multiple reflections from this layer using (25), let us
call them R[ck, zx]-

Then, we update the data as

m®D = ® 5 ® Rk, zi).

Repeating these steps, we end up with the following result.

Lemma 3 Let L be a multi-layer medium, with N € W layers, characterized by
n, given by (11). Then from the knowledge of ny, the initial wave fy, and the
measurement data (33), following the above iterative scheme, we can uniquely
reconstructnj and zj for j =1,..., N + 1.

The above scheme can be written in an operator form, by the application of
Propositions 2 and 3. For the sake of presentation, we consider the case of the first
layer in order to avoid redefining all operators.

Step 1:  Recall the definition of the operator R, applied to the initial wave fp,
which describes the total amount of the reflected light. Considering the data (33),
we get

m(t, zq) = Rl fol(za + cot), 1 €[0,T].

Following the same procedure, using (17), we can recover ¢ and z1, from the
reduced data equation

m D (t, z4) = RIfol(za + cot).

Step 2:  We update all operators and from Proposition 3, we obtain f and g, given
by (24). From the definition of g, we see that we obtain the function

m®(t,z0) = m(t, za) = m V1, za),
describing the updated data. The advantage here is that we do not need to subtract

the multiple reflections term, since they are already included in the updated
version of g.
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3.3 Reconstructions in Frequency Domain

We consider the case of a dispersive medium, with a piecewise inhomogeneous
refractive index 7(w), for @ € R. Initially, we assume 7 € R. The derived
iterative scheme can be applied also to the simpler non-dispersive case, giving a
reconstruction method in the frequency domain for a time-independent parameter.

3.3.1 Dispersive Medium

The refractive index is given by (10) and initially, we restrict ourselves to the case of
real-valued 7. The data m are given by (32). As before, we present a layer-by-layer
scheme. We assume that the boundary point zz—; and the coefficient 7ig—; of the
layer Lj_ are already recovered. We denote by m®) (w, z4), the data corresponding
to the (N — k 4 1)—layer medium. We choose the time interval 1|7, 7] similarly to
Sect. 3.2 but here we have to take into account dispersion. However, this results only
to slightly longer time interval, since in the wavelength range, where OCT operates,
scattering dominates absorption.

Step 1:  As we have seen in Fig. 1, for example, from the data m® we cannot
distinguish the different “peaks”. Thus, we have to switch back to the time
domain in order to isolate the first “peak”. We apply

m® (@) = 7—'(]1[T1,T2]5L“1(ﬁ1(">)) @), weR.
We use (30) for k :=k — 1 and n, = 1 to get

nﬁ(k)(w) — 7k*1(w) — 'Alk(w) o (w)e €M@k g=i¢hoza (35)
ni—1(w) + ni(w)

with
k—1

4ﬁj_1 (a))ﬁj(a))

%wZH@H@+MWZ

j=1

ap(w)e @ S L2 —An @)z 7

describing an already known quantity. The absolute value of (35) gives

1+@Wm%wwﬂ

ni(w) = ng_1(w) = —
1 — |m® () /&y (w)|

which together with a suitable condition on 7 allow us to recover the refractive
index. To reconstruct the position z; we define the function
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m® (w) /& (w)
i ® () /@0 (w)]

fi(w) =

sign(fx—1(w) — nx(w)),

and we observe that the absolute value of its derivative, together with (35), results
in

clfi@)| = 2zx(Ag—1 (@) + oy (@) — Aozal.

Together with a non-negativity constrain, we obtain zj.

Step 2:  As in the time domain case, we update the data by subtracting (35) and
the terms representing the multiple reflections from the already recovered layers,
called R[ny, zx]. We define

AEFD — m® R0 Riag, zi].

Repeating the steps, a reconstruction of the properties and the lengths of all the
remaining layers is obtained.

Lemma 4 Let L be a multi-layer medium, with N € IN layers, characterized by n,
given by the Fourier transform of (10). If we restrict ourselves to the case n(w) € R,
for all w € R, then the above iterative scheme, allows us to uniquely reconstruct i j
andzj for j =1,...,N +1, given no, the incident wave uy and the measurement
data (32).

3.3.2 Absorbing Medium

Here, we consider the case of a complex-valued material parameter, n(w) € C,
for every w € R. The real part describes how the medium reflects the light and
the imaginary part (wavelength dependent) determines how the light absorbs in the
medium. In [6, 7] we considered the multi-modal PAT/OCT system, meaning that we
had additional internal data from PAT, in order to recover both parts of the refractive
index. Here, the multi-layer structure allows us to derive an iterative method that
requires only OCT data. We decompose 7 as

n(w) =v(w) +ik(w), v, Kk €R.

The measurements are again given by (32). The above presented iterative scheme,
fails in this case. Indeed, recall the formula (35), which we considered for recovering
the parameters of the k—th layer. Taking the absolute value, for ix—1 (), Ax(w) €
C, gives

[nk—1(w) — ng(w)| . L1 (@)2ak

X (k) _ _
O = @) T Ay 0@
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The last term in the above expression describes how the amplitude of the wave
decreases, i.e. attenuation, and prevents us from a step-by-step solution, since zj
still appears. Thus, we propose a different scheme that takes into account also the
relations between the parts v and «, meaning the Kramers—Kronig relations. We
stress here that 7 is holomorphic in the upper complex plane, satisfying n(w) =
n(—w)*. The parts of the complex-valued refractive index are connected through

v(a))—l——/ wK(w)

2 -1
k(w) = @ —v(,czo) 2a’a)’.
T Jo W — W

(36)

In addition, defining the reflection coefficient,

’Alk—l (w) — ﬁk (@)
=" " ‘e 7
ok (w) 1 (@) + (@) C, 37

and using its expression in polar coordinates p; = |px|e!%, we obtain
In(pk (@) = In(|px (@)]) + ik (@),
a function that diverges logarithmically as w — 00, and is not square-integrable

[22]. However, the following relation holds for the phase of the complex-valued
reflectivity

2 | /
O (w) = __w/‘ M‘iw/' (38)
T Jo W —w
We define the operator
20 ® f(o)
7’((0)) f / ﬁdw/,
b4 w?* —w

and we get the relations in compact form
k(@) = Hwg — D(w), and O(w) = H(ln|px)(@).

Of course, when working with the Kramers—Kronig relations (36) and (38), one
has to deal with the problem that they assume that information is available for the
whole spectrum, something that is not true for experimental data. Another problem
could be the existence of zero’s of the reflection coefficient in the half plane. There
exist generalizations of those formulas that can overcome these problems, like the
subtractive relations which require few additional data. We refer to [12, 16, 24, 35]
for works dealing with the applicability and variants of the Kramers—Kronig
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relations. This practical problem is out of the scope of this paper and will be
considered in future work, where we will examine numerically, with simulated and
real data, the validity of the proposed scheme.

Step 1: At first, we consider the reconstruction of the interface zx. We apply once
the logarithm to the absolute value of (35) and then we take imaginary part of the
logarithm of (35). Using the definition (37), we obtain the system of equations

In(jm® (@)) = In(| ok (@)]) + In(@ (@) — 2Zkk_1(@)z, 9)

{Inn® (@)} = O (@) — Lhgza + 221 (@) zk.

We define the data functions

m® (@) = In(A® )]) - In(@(@)),

S (@) == 3 ® (@)} + Lioza,
and the system (39) takes the form

In(|px(@)]) — 221 (@) zk = ' (),

O (@) + 22 (o1 (@) — Dk + 222, = iy (o),

c

to be solved for z;. We rewrite the last equation using the formulas (36) and (38)
and the first equation, to obtain

20 [ In(|pr(@)]) 4oz [ o'kp—1(@)
N PR LAV /
m, (w) = 2?21( - ;/0 o2 — o2 do + P fo o — o dw

20 [ In(pe(@)]) = 2% K1 @)z
= 2

do'

297k
¢ 7 Jo 0? —w

=222 + HOWY) ().
The last equation is solved at given frequency w* # 0, in order to obtain the

location of the interface

c

- 2w*

u (% @) = HoA ) ).

We can now recover ny from (35) which admits the from

ao(w)e’ 2 (k—1(@)2zk—hoza) _ (k) (@)

ng(w) = ng—1(w = ,
k(@) = itg—1( )&O(w)ei%(ﬁk_l(w)2zk—ﬁ0Zd)+’,;‘1(k)(w)

by equating the real and imaginary parts.
Step 2:  We update the data as in the non-absorbing case.
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4 Numerical Implementation

We solve the direct problem considering two different schemes depending on the
properties of the refractive index, see (10) and (11). First, we consider the time-
independent refractive index and data from a time-domain OCT system.

4.1 Reconstructions in Time Domain

We model the incident field as a gaussian wave centered around a frequency wq
moving in the z-direction of the form

(zfzo—ct)z

uop(t,z) =e 22  cos (%(z — 20— cl)) , (40)

with width o, where zo denotes the source position and ¢ ~ 3 x 108m/s is the speed
of light.

The simulated data are created by solving (12) using a finite difference scheme.
We restrict z € [0, 1.5]mm and we set 7 > 0, the final time. We consider absorbing
boundary conditions at the end points and we set u (0, z) = uo(0, z) and 3;u(0, z) =
0 as initial conditions. The left-going wave is ignored. We consider equidistant grid
points with step size Az = Ao/100, where Ao = 27w c/wy, is the central wavelength,
and time step At such that the CFL condition is satisfied.

The measurement data are given by

m(t) = |(u —uo)(t,za)l, 1€ (0,T], (41)

where z,4 denotes the position of the point detector. We add noise with respect to the
L? norm

llmll2

ms=m-+34 ,
vll2

where v is a vector with components normally distributed random variables and §
denotes the noise level. We have to stress that the total time is such that the data
contain also information from the multiple reflections inside the medium. We define
the length of the k-th layer

by =Zks1 — 2k, for k=1,...,N,
and we set £_1 = |z4 — 20|, and £y = zo — z4. We denote by
Nk—1 — Nk

Pk = for k=1,...,N,

ng—1 +ng’
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the reflection coefficient at the interface z = zi.

Here, we assume that we know only np = 1, and the positions of the source
and the detector. Thus, we aim for recovering the position, the size and the optical
properties of the medium.

The proposed iterative scheme for a N-layer medium is presented in Algorithm 1,
where the output is the reconstructed refractive indices and lengths of the layers.
First, we order the observed “peaks” at the image with respect to time, producing
the set of data (¢, p;), for/ = 1,2,..., A. The number A > N describes the
number of single and multiple reflections arrived at the detector before the final
time 7. In order to obtain a physically compatible solution we impose some bounds
[n, 1] on the refractive index. This condition is not necessary for data with phase
information. We update the data by neglecting the multiple reflections. To do so,
once we have recovered the length and the refractive index of a layer, we neglect the
“peaks” appearing later referring to multiple reflections inside this layer. Of course,
because of numerical error and noisy data, we give a tolerance depending on the
time duration of the wave.

We define the error function

N 172
€= (Z(nkﬁk - ﬁkgk)z) ,
k=1
where (ny, £;) and (7, Zk), fork = 1,..., N are the exact and the reconstructed

values, respectively.

In the first example, we consider a three-layer medium positioned at £y =
0.5mm, with £_; = 0. We set (n1, na, n3) = (1.55, 1.41, 1.48) and lengths
(€1, €2, £3) = (0.2, 0.3, 0.1)mm. The obtained data (41) for this example are given
at the left picture in Fig. 5.

The results are presented in Table 1 for [n, n] = [1.345, 2] and tol = 0.1ps. We
obtain accurate and stable reconstructions, with € = 3.34 x 10~7. This algorithm
can be easily applied to multi-layer media and it is presented here since it will be
the core of the more complicated algorithm in the Fourier domain.

4.2 Reconstructions Having Phase Information in Frequency
Domain

We aim to reconstruct the time-dependent refractive index, meaning its frequency-
dependent Fourier transform. As discussed already in Sect. 3.1, it is possible from
the phase-less OCT data to recover the full information, implying that we consider
as measurement data the function

m(w) = (i — io)(w, za), € [w, @l (42)
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Result: 7i; and {;_;, fork=1,..., N.

Input: k =0, p9 =0, nop =1, £_y, tol and (¢, p;), forl =1,..., A;

while £k < N do

/* Step 1: Reconstruction of the refractive index. */
— Pk+1

Pk+1 = m,

if ig41 & [n, n] then

~ R 2
M+l =M TEp

= s o 1—pryr.
Pl = —Pkt1, il = Ak,000

end
/* Step 2: Reconstruction of the length. */

Zk — % (C (tk+2;ktk+1) —Zk—l) :
/* Step 3: Update the data. */
for j=1:|A/N]do
Tepr = tegr + j 26
for «k =k: Ado
if |t — Tk+1| < tol then
| pe=0;
end
end
end
k=k+1;

end
Algorithm 1: Iterative scheme (in time) using time-domain data

Here, the frequency interval [w, @], with @ > w > 0, models the OCT data,
recorded by a CCD camera placed after a spectrometer with wavelength range
[2rc/w, 27 c/w], in a frequency-domain OCT system.

0.25 800
0.2
600 ¢
015 |
400
01
200
0.05
0 i l " A 0 " i
0 0.5 1 2.25 23 235 24 245
t %107 w %1015

Fig. 5 The simulated data (absolute value) in the time-domain for the first example (left) and in
the frequency-domain for the second example (right)
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Table 1 Reconstructed values using Algorithm 1 for a three-layer medium

Length (mm) N I 12 {3
Exact 0.50000 0.20000 0.30000 0.10000
Reconstructed (noise free) 0.50000 0.20004 0.29990 0.10006
reconstructed (5% noise) 0.49960 0.20021 0.30030 0.09976
Refractive index np ny n3 ng
Exact 1.55000 1.41000 1.48000 1.00000
Reconstructed (noise free) 1.55107 1.41070 1.48087 1.00014
Reconstructed (5% noise) 1.55272 1.40740 1.48170 0.99851
-3 -3
5 X 10 45 10
357
1.5
3
1
257
0.5 : * * 2 * * -
2.2 2.4 2.6 2.2 2.4 2.6
w x10"° w x10"°

Fig. 6 The function ¢ (w), for w € [w, w], at the first (left) and the last (right) iteration step of
Algorithm 2

4.2.1 Non-dispersive Medium

In order to construct the data (42), we consider the time-dependent back-reflected
field derived in the previous section, we add noise and we take its Fourier transform
with respect to time. Then, we truncate the signal at the interval [w, @], see the right
picture in Fig. 5.

In Algorithm 2 we present the main steps of the iterative scheme as described
in Sect.3.3. In Step 1, we take advantage of the causality property of the time-
dependent signal and we zero-pad m(w), for all @ € R \ [w, @], and then we
recover the signal as two times the real part of the inverse Fourier transformed
field. In the second step, we initially approximated the derivative with respect
to frequency using finite differences but it did not produce nice reconstructions
due to the highly oscillating signal. We replace the derivative with a high-order
differentiator filter taking into account the sampling rate of the signal. In Fig. 6,
we plot the function ¢ (w), w € [w, @], and we see that it is constant in a central
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Table 2 Reconstructed values using Algorithm 2 for a three-layer medium

Length (mm) N I 12 {3
Exact 0.70000 0.15000 0.40000 0.13000
Reconstructed (noise free) 0.69885 0.15210 0.39628 0.13451
Reconstructed (5% noise) 0.70340 0.15387 0.39337 0.13669
Refractive index np ny n3 ng
Exact 1.55000 1.40500 1.55000 1.00000
Reconstructed (noise free) 1.55107 1.40568 1.55107 0.99782
Reconstructed (5% noise) 1.55164 1.40599 1.55139 0.99695
0.3 800
0.2}
600
0.1}
0 % % 400
-0.1
200
-0.2
-0.3 0
0 0.5 1 2.2 2.3 2.4 2.5
¢ x107" W x10'

Fig. 7 The step 3 of the Algorithm 2, where we update the data. The (color) curve (right) is the
signal in the frequency domain if we neglect the (color) and all the previous “peaks” in the time-
domain signal (left)

interval (called trusted) and oscillates close to the end points. Thus, we denote by
w™ either a chosen frequency in the trusted interval or the mean of the frequencies
in this trusted interval. We address here that one could also average over the whole
spectrum and still get reasonable results.

In the second example, we consider again a three-layer medium with parameters
(n1, na, n3) = (1.55, 1.405, 1.55) and lengths (¢1, 2, £3) = (0.15, 0.5,
0.13) mm. Here, £y = 0.7 and £_; = 0.2mm. The central frequency is given
by wy = 2mc/Ag, with A9 = 800nm. The sampling rate is f; = 100c/Ag. The
recovered parameters for noise-free and noisy data are presented in Table 2. The
relative error is € = 2.164 x 107>, In Fig.7, we see how the data change as
the Algorithm 2 progresses. The picture on the right shows the data in frequency
domain with respect to the “peaks” presented in the left picture where we see the
time-domain data. The yellow curve (right) represents the full data, the red curve
(right) the data if we neglect the red “peak” (left), the blue curve shows the data if
we neglect also the blue “peak”, and so on. The green curve (right) represents the
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Result: iy and 1, fork=1,..., N.
Input: k =0, po =0, ngp =1, £_;, and m(w), for w € [w, ®];
while £ < N do

/* Step 1: Reconstruction of the refractive index. */
zero-padding and IFFT of the signal r;
Isolate the first peak and FFT the signal to obtain m®;
—max|p®] s s T
Pk+1 = max(e) ’ Ri41 = N 1+pk:l B
if i1 & [n, 7] then
- _ b — 5 1=pkr.
Pl = —Pk+1s Mkl =Nk, 05
end
/* Step 2: Reconstruction of the length. */
. R3]
define fi(w) = "= /1"
if kK = O then
di = nol_y;
else
| di = not—y — 2ii—16x—1;
end
end
~ _ *)_d
(@) = clopfe@)]. b= —=2G=,
if {x < 0 then
7o _d@)—dy.
b= =550
end
/% Step 3: Update the data. */
(@) = (i (@) — @)/ (1= pF,);
k=k+1;
end

Algorithm 2: Iterative scheme (in frequency) using phase information for non-
dispersive medium

signal from the multiple reflections. We observe that the OCT signal maintains the
Gaussian form of the incident wave, centered around the central frequency, and the
different reflections result in the oscillations of the field.

4.2.2 Dispersive Medium

The incident field in the frequency domain takes the form

o oo o
uo(w,z)=v2n2—e 22 ele Y w>0,zeR,
c

which is the Fourier transform with respect to time of u, given by (40), restricted
to positive frequencies. This field describes a plane wave moving in the z-direction
having a Gaussian profile perpendicular to the incident direction, centered around
wo. We generate the data considering the formula (30) and then we add noise. The
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Algorithm 3 summarizes the steps of the iterative scheme, which for a frequency-
independent refractive index simplifies to Algorithm 2.

We model the wavelength-dependent refractive index of the medium using the
standard formula, known as Cauchy’s equation,

n(x)=ﬂ1+f—§+f—j,

for some fitting coefficients 8;, j = 1,2, 3. In Fig. 8, we see the exact refractive
index of the first (left) and the third (right) layer for the medium used in the third
example. Afterwards, we consider the refractive index as a function of frequency.

The medium lengths are given by (£1, €2, £3) = (0.2, 0.3, 0.1)mm, and we set
£o = 0.7mm and ¢_; = 0. The second layer has constant refractive index given
by n2(w) = 1.41. The reconstructions of n(w) and n3(w) are presented in Fig. 9
for data with 2% noise. In Table 3, we see the recovered lengths and the refractive
indices at specific frequencies.

As already discussed, the calculations close to the end points were not stable and
since here we are interested in reconstructing the frequency-dependent refractive
index, we restrict the computational domain and then we extrapolate the recovered
functions in order to update the data. The effect of the frequency domain on
the reconstructions is presented in Fig. 10 where we plot the L>-norm (in semi-
logarithmic scale) of the difference between the exact and the computed refractive
indices n1 (blue and green curves) and n3 (red and purple curves) for seven different
computational domains. We start from the most left domain (left top picture) and we
move to the most right domain (left bottom picture). The blue and red curves are for
8 = 1% noise and the green and purple for § = 2% noise. We clearly see that as we

1.56 1515
1555 1.51
1.505
155
15
1.545
1.495
1547 1.49
1535 1.485 : : :
7 75 8 85 9 7 75 8 85 9
A x107 A x107

Fig. 8 The behavior of the medium with respect to wavelength (dispersion). The refractive index
of the first (left) and the third (right) layer for the third example in the range [700, 900] nm of the
spectrometer
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1.546 1.4985
1.498 |
1.5455
1.4975}
15451 1.497 |
1.5445 1.4965
1.496 |
1.544 7 = = = —exact ] 1.4955 + -t a
recon. recon.
1.5435 — - : - 1.495 . ' '
232 234 236 238 232 234 236 238
w X1015 w X 1015

Fig. 9 The exact (dashed blue line) and the reconstructed (red solid line) refractive index of the
first (left) and the third (right) layer. These are the results of the Algorithm 3 for noisy data
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Fig. 10 The performance of the Algorithm 3 for different frequency sub-domains. On the right, we
see the L2 —norm (in semi-logarithmic scale) of the difference between the exact and the computed
ny and n3 for different noise levels. The case 1 corresponds to the most left (left top) domain and
the case 7 to the most right (left bottom) domain

move to the end points and the error increases the calculations become unstable. We
chose the domain w € [2.316, 2.387] x 101551, corresponding to the fourth case,
for our reconstructions.
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Result: 7ix(w) and f4_;, fork=1,..., N.
Input: k =0, po =0, ng =1, £_1, W C [w, ®] and m(w), for w € [w, ®];

while £ < N do

P. Elbau et al.

/* Step 1: Reconstruction of the refractive index. */
zero-padding and IFFT of the signal ri;
Isolate the first peak and FFT the signal to obtain 7 ®);
50 . - 1—pr
prri(@) = P2 (@) = k(@) FELS, 0 e W,
if max{nyy1(w)} > n or min{ny4+1(w)} < n then
- - 1—

Prr1(©) = —pr1(©), kg1 (@) = fig(w) FELE:
end
/* Step 2: Reconstruction of the length. */

()

define fi(w) = "—/|"~|, weW;
if £ = O then

di(w) = nol_y;

else

| di(@) = nol—1 = 2(k-1(®) + ©dpik—1 (@)1

end
end
$(©) = cldpfi(@)], Yi(w) = —SHedle),
if max{yr;} < O then

_ _9@)—d().

V(@) = =G50
end
U = Yr(0™);
/* Step 3: Update the data. */
extrapolate pg41(w) from W to [w, ©];
M(w) = (i) —m® (@) /(1 - pf, (@)
k=k +1;

end

Algorithm 3: Iterative scheme (in frequency) using phase information for disper-

sive medium.

Table 3 Reconstructed values using Algorithm 3 for a three-layer medium. The values of the

refractive indices are given at w* = 2.351 x 101

Length (mm) £y I 123 3
Exact 0.70000 0.20000 0.30000 0.10000
Reconstructed (2% noise) 0.69790 0.20139 0.29569 0.10329
Refractive index ny(®*) ny(®*) n3(w*) ng
Exact 1.54488 1.41000 1.49675 1.00000
Reconstructed (2% noise) 1.54499 1.41094 1.49884 1.00484
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5 Conclusions

In this work we addressed the inverse problem of recovering the optical properties
of a multi-layer medium from simulated data modelling a frequency-domain OCT
system. We considered the cases of non-dispersive, dispersive and absorbing
media. We proposed reconstruction methods and we presented numerical examples
justifying the feasibility of the derived schemes. Stable reconstruction with respect
to noise were presented. The methods are based on standard equations, equivalent to
the Fresnel equations, and to ideas from stripping algorithms. The originality of this
work lies in the combination of them into a new iterative method that addresses also
the frequency-dependent case, which needs special treatment. As a future work, we
plan to examine the applicability of the iterative schemes for experimental data and
test numerically the method for absorbing media.
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Review of Image Similarity Measures for )
Joint Image Reconstruction from G
Multiple Measurements

Ming Jiang

Abstract It is fundamental in image processing how to measure image similarity
quantitatively for tasks such as image quality assessment, image registration,
image reconstruction from multiple measurements, etc.. An image similarity mea-
sure (ISM) is both task-dependent and feature-dependent, and must be designed
according to the characteristics of specific tasks and features. Simply applying
distances from the mathematical metric theory or general divergences to spaces
of images or spaces of image features usually does not provide appropriate ISMs.
In this chapter, we review several ISMs for image reconstruction problems from
multiple measurements of various types in recent work. The multiple measure-
ments considered here include multi-modality, multi-spectral, and multi-temporal
measurements, with multi-modality tomography, multi-spectral XCT, and dynamic
tomography, as the imaging applications, respectively. We focus on motivations
and constructions of the ISMs and avoid their general rigorous mathematical
presentations to simplify notations for the readability for a general audience. ISMs
under review are proposed for image structural similarity and have been successfully
applied to image reconstruction from multiple measurements.

1 Introduction

Image similarity measure (ISM) is fundamental for imaging science. It is funda-
mental in image processing how to measure image similarity quantitatively for
image quality assessment, image registration, etc., and recently for joint image
reconstruction from multiple measurements. In the common sense, it provides
a measure of the similarity of two images. It seems that there a number of
mathematical theories that can be applied, such as the various distances from the
theory of metric spaces.
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However, a further thinking indicates that ISM is intricate, both task-dependent
and feature-dependent. Therefore, simple measures such as the mean absolute error
(MAE) or root mean squared error (RMSE) are inappropriate for measuring image
similarity because of lacking locational and structural information. Hence, such
simple measures do not perform well for specific image processing tasks, such
as image retrieval [66], image quality assessment (IQA) [53], image registration
[8, 28, 60, 74], colour image processing [56], video processing [26, 41, 54, 85],
dynamic tomography [34, 50, 76], and joint multi-modality image reconstruction
[13, 25, 35, 39, 40, 44, 51, 63].

Generically, similarity is directional and should not be treated as a symmetric
relation[77]. The predicates that A is similar to B and that A and B are similar
to each other are logically inequivalent, where A and B are stimuli or features of
objects under studying. *“ The variant is more similar to the prototype than vice
versa” [77]. Please refer to [77] for more discussions and examples. Symmetric
ISMs could be appropriate for some image processing tasks such as for IQA.
However, symmetric ISMs are vulnerable to ill-transferring of distinct features in
joint image reconstruction (JIR) for multi-modality tomography [44]. Nevertheless,
the performance of a JIR method depends on other factors in addition to its ISM, no
matter it is symmetric or not. Please refer to the discussions in Sect. 2.2.

Similarity is of non-transitive nature in general. The similarity of A to B and B
to C does not imply a similarity of A to C, where A, B and C are stimuli or features
of objects under studying. This is because they can be similar at different feature
components when there are multiple feature components. For example, A could be
similar to B by one feature x and B to C by another different feature y, but A is not
similar to C either by feature x or by feature y. The following example is from [77].
Jamaica is similar to Cuba because of geographical proximity; Cuba is similar to
Russia because of their political affinity; but Jamaica is not similar to Russia at all.
With the same idea, it is not difficulty to find instances for the transitivity of image
similarity to fail for image processing tasks [45]. A kid shares similar facial looking
with his/her father and also with his/her mother; but his/her father and mother can
have no similar facial looking at all. Please refer to [78] for another convincing
example.

The structure of this chapter is as follows. In Sect.2, the JIR problem from
multi-measuement is introduced with a general discussion on lessons for ISMs
and JIR in Sect.2.2. In Sect.3, a review of ISMs in recent work is reviewed.
We focus on motivations and constructions of the ISMs and avoid their general
rigorous mathematical presentations to simplify notations for the readability of
general readers. In Sect. 4, relevant issues and possible problems for future study
are discussed. We conclude this manuscript in Sect. 5.
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2 A Framework for Joint Image Reconstruction from
Multiple Measurements with Image Similarity Measures

The rapid development of sensing technology in multi-modality, multi-temporal
and multi-spectral measurements has enabled a number of new imaging techniques
such as multi-modality, dynamic tomography, and multi-spectral XCT. Joint image
reconstruction (JIR) from multiple measurements is to estimate jointly images
from all measured data, so that data from different modality, different instance and
different spectrum can be used to complement each other.

Biomedical imaging is one of the fields where tomographic techniques from
multiple measurements are actively under development to provide the visualizing of
fused anatomical and/or functional information for biological and pharmaceutical
study or clinical diagnosis. In one hand, the physical challenge is how to integrate
multiple imaging modalities into one hybrid imaging system, such as PET/XCT,
PET/MRI, SPECT/XCT, SPECT/MRI, DOT/MRI and DOT/XCT systems.! On the
other hand, the mathematical challenge is how to jointly reconstruct images from all
the data measured.

For multi-modality tomography, the multi-modality measurement for imaging
modalities involved is conducted simultaneously for static objects and functional
distributions, and the JIR is to reconstruct jointly images for all the modalities
with appropriate cross-modality priors, rather than separately for each modality
or sequentially one image reconstruction followed by another [25, 35, 71, 79].
For dynamic tomography, the multi-temporal measurement for certain imaging
modalities is conducted sequentially for dynamic object and functional distributions
changing during the data acquisition process, and the JIR is to reconstruct images
with appropriate cross-temporal priors, with unknown motion [69, 70], or estimated
motion from data [67] or from physical motion models [10], or known motion
[19, 37]. For multi-spectral XCT, the multi-spectral measurement is conducted by
energy-discriminating detectors for predetermined energy channels, and the JIR is
to reconstruct jointly multi-channel images with appropriate cross-channel priors
[33, 49, 64].

It can be foreseen that there will be imaging systems by combining the multi-
modality, multi-temporal and multi-spectral measurements. The aforementioned
cross-modality, cross-temporal and cross-channel priors will be necessary for the
JIR of such systems. These priors characterize the structural similarity for images
from different modalities, instances, and channels, and are in fact kinds of image
similarity measures (ISMs). However, it is subtle in choosing or designing ISMs for
different applications.

I These abbreviations are DOT for diffuse optical tomography, MRI for magnetic resonance
imaging, PET for positron emission tomography, SPECT for single-photon emission computerized
tomography, XCT for x-ray computerized tomography.
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In Sect.2.1 we will present a conceptual framework for the JIR from multiple
measurements with ISMs. In Sect. 2.2, we will discuss general lessons in designing
ISMs for different imaging applications.

2.1 Joint Image Reconstruction with Image Similarity
Measures

A conceptual framework for the JIR from multiple measurements is as follows [35].
Form=1,---,M,let

Ay (Up) = 8m, €]

be the m-th measurement for the m-th forward process A,,, respectively. Depending
on the imaging applications, the forward process A, image u,, and measurement
gm are interpreted differently. For multi-modality tomography, for the m-th modal-
ity, A, is the forward process for the modality, and u,, is the image of the modality,
and g, is the corresponding measurement. For dynamic tomography, for the m-th
instance, A,, is the forward process for an imaging modality, which is the same
form = 1, --- , M though subject to the different imaging geometry only, and u,,
is the image at the m-th instance, and g,, is the corresponding measurement. For
multi-spectral XCT, for the m-th channel, A,, is the energy-dependent attenuated
Radon transform in predetermined energy window, u,, is the linear combination of
the channel images, g, is the corresponding measurement. For different channels,
the measurement g,, is subject to the energy-dependent intensity flux and detector
efficiency for each energy window [49].

For each image reconstruction from one single measurement (1), the conven-
tional regularization approach is to minimize the following penalized reconstruction
functional,

En(tm) = 1 Am ) — gmll* + ot Ron (i) )

where R, (u,,) is the regularization for u,, and o, > 0 the regularization parameter,
respectively, form =1,--- , M.

The JIR from multiple measurements is based on the observation that images
of the same object possess partially similar structural features from different
modalities, or from different instances if the motion is well sampled by the data
acquisition process, or from different channels if the energy windows are well
predetermined to capture the K-edge jumps, respectively for multi-modality, or
multi-temporal, or multi-spectral measurement. Such similar structural features
could be pursued for enhancing image quality by introducing an extra penalty into
the reconstruction functional in (2). Assume that 7" is an image feature operator and
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D is an image similarity measure for this image feature. Then we can incorporate the
feature similarity into the reconstruction functional as follows, form =1, --- , M,

Fo(um) = |1 AmUm) — gm ”2 + oy Ry (u) + Z Ya D [T (up), T (ug)], 3

where m indicates possible similar images u,; other than u,,, i.e., m # m and y;; >
0 the corresponding regularization parameter for this similarity, the sum is over
possible m € {1,---, M} \ {m}. For multi-modality tomography, m can be any
image modality involved. For dynamic tomography and multi-spectral XCT, m can
be nearby instances or channels, such as m — 1 or m + 1. The JIR from multiple
measurements is then to obtain reconstructed images by minimizing the following
joint functional

M
F [{um}fn/lzl:l = Z T Fon (Uim) 4)
m=1
where the weights 7, > 0, form =1,---, M.

One popular approach is to perform alternative minimization over each Fy, (u,,),
ie.,

uk+l = argmin F, (uy), 3)
Um
in certain order over m € {l,---, M}, for k = 1,---, until some stopping

criteria are reached. Please note that the effect of the weights 1, is combined into
the parameters «,, and y;; after re-parametrization, and hence can be ignored in
implementation in this alternative minimization approach.

The above alternative minimization approach is only one of the possible methods
for minimizing the joint functional F in (4) for the JIR from multiple measurements.
When the objective functional F is not jointly convex with respect to all its
arguments {um}ﬁle, the above alternative minimization process will be trapped
at local minimizers, and global minimization methods should be explored. The
above formulations use the least-squares functional as the data fidelity under the
assumption that data noise in the measurement is Gaussian. When the data noise is
not Gaussian, other data fidelity functional should be used which will change the
joint convexity of the JIR objective functional F'. Moreover, the penalty functional
Ry (u,,) and especially the ISM D also can change the joint convexity of the JIR
objective functional F. In this regard, it should be remarked that a simultaneous
minimization algorithm for the JIR of PET/MRI is established in [40], where the
objective functional for the JIR is jointly convex. Please refer to [40] for details.

The above formulation for the JIR from multiple measurements can
be obtained from a Bayesian approach [5, 35] under the conditions that
measurements in (1) are independent. The penalty functional R, (4,) and the
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sum Y s Vi D [T (um), T (u,7)] of ISM penalties in (3) are equivalent to the prior
and conditional priors for u,, in the joint probability distribution. The JIR from
multiple measurements by minimizing the joint functional F in (4) is the maximum
a posterior (MAP) estimate [2, 3, 82]. For the perspective of Bayesian statistical
inference, the MAP estimate is the estimator for the simple 0-1 loss function
[82]. Although the MAP estimate has been dominant in image reconstruction, other
estimators with different loss functions, such as the minimum mean squares estimate
(MMSE) with the squared-error Loss function [2, 82], can be pursued. When sizes
of images are big, the computing load for MMSE is increased significantly [80].

2.2 Lessons on Image Similarity Measures for Joint Image
Reconstruction

Unlike the image reconstruction for single measurement in (2), the ISM D in (3)
is necessary for the cross communication of complementary feature information
during a JIR process, and is one of the significant factors for the performance of
its corresponding JIR method. Nevertheless, the role of the ISM should not be
emphasized to an excessive degree, because the performance of a JIR method is
not dominated by its ISM only. The actual performance of a JIR method depends
on other factors such as how much similar and dissimilar features contribute to the
total ISM in terms of feature strength, how regularization parameters and iteration
numbers, and other algorithmic parameters are tuned, and also on its implementation
techniques.

In general, ISM is task-dependent and feature-dependent and should be designed
according to the characteristics of specific tasks and features accordingly. For multi-
modality tomography, difficulties are due to different ranges, different contrasts, and
different structural information of different modality images because of different
underlying physics. There are features in one modality but not available in others.
Hence, images of the same object from different modalities share similar features
only partially in some regions. ISM must encourage the reconstruction of features
when there is sufficient evidence from measured data and avoid the non-existent
features to be reconstructed. The phenomenon of inappropriately reconstruction of
non-existent features due to inappropriate ISMs is called ‘ill-transfer of features’,
and should be addressed in designing ISMs [44]. For dynamic tomography, although
the ranges and contrasts are the same among images of all instances, there are
new image features due to emerging motion that are in some instances but not
available in others. For multi-spectral XCT, although the ranges and contrasts are
fixed and about the same among images of all instances, there are new image
features due to K-edge jumps that are in some instances but not available in others
[49, 65, 68]. Therefore, the ill-transfer of features could happen in a JIR process for
dynamic tomography or multi-spectral XCT with an inappropriate ISM. However,
the issue of ill-transfer of features with dynamic tomography or multi-spectral XCT
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is different from that with multi-modality tomography, because it can be resolved
by increasing the sampling rate during the data acquisition process and with proper
configurations for the reconstruction process as aforementioned at the end of the
previous paragraph. On the other side, recent progresses have demonstrated that JIR
for multi-modality tomography can obtain images with quality better than single
modality image reconstruction [24, 25, 39, 49, 51, 63, 64].

One convenient approach is to apply distances from metric spaces as ISMs.
Features are elements of the underlying metric spaces. Usually a function is applied
to the distance. It was demonstrated that the function is generically an exponential
decay function [72] . However, such an approach will induce similarities with
symmetry and transitivity. Symmetry is a conventional assumption for metrics.
Transitivity follows from the triangle inequality. Both symmetry and transitivity
could be appropriate for certain image processing tasks but inappropriate for other
tasks, especially for JIR from multiple measurements, for reasons in the following
paragraphs. Hence, this approach is not reported in recent work for JIR from
multiple measurements.

From the mathematical perspective of metric spaces, symmetric ISMs, such that
D(p,q) = D(q, p), are vulnerable to ill-transfer of features. For symmetric ISMs,
features in both images u,, and u;; must match each other, and then ill-transfer of
features is unavoidable without further data evidence, deliberate algorithmic and
implementation configurations. It should be remarked that this symmetric issue of
ISM should not be over-emphasized because permissible feature transfers during a
JIR process is eventually determined by the quality and evidence from the measured
data.

As discussed in Sect. 1, ISMs satisfying the triangle inequality are transitive.
This will make it vulnerable to ill-transfer of features in a JIR process from
multiple measurements. For example, a joint 3-modality image reconstruction for
MRI/DOT/XCT. Features in MRI images could be transferred to XCT images
via DOT, even though such features does not exist in XCT images. Nevertheless,
the discussions on the symmetric vulnerability and practical behaviour of the JIR
methods in the first paragraph of this subsection are applicable to the current
vulnerability discussion with the triangle inequality. Moreover, it can be proved that
if D is a distance, then

ID(x,2) — D(y, 2)| = D(x, y), (6)
for any x, y and z. This will induce a uniform similarity structure in the feature
space. However, whether this uniform structure is reasonable or inappropriate for
a JIR task is unclear to the author at the time of writing this chapter. The triangle

inequality and the symmetry of D are independent. But if D satisfies a strong form
of the triangle inequality,

D(x,y) < D(x,z) + D(y, 2), )

and D(x, x) = 0, for any x, y and z, then D is symmetric.
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Another approach is to use the entropy-like ISMs such as the mutual information
(MI) and joint entropy (JE), Kullback—Leibler divergence or more general f-
divergences [35, 60-62, 74]. Although MI has been generally applied to image
registration, “It is not an easy measure to understand: the underlying process of
how misregistration influences the probability distribution is difficult to envisage.
How it influences the relation between joint and marginal distributions is even more
mystifying” [60]. “The information theoretic functionals are not easily predictable
in their behavior.” [58]. Applying both MI and JE simply to pixel values loses the
locational, or spatial, or structural information because shuffling pixels randomly
will provide the same MI or JE. Nevertheless, spatial information can be introduced
by using structural features at a number of scales [73, 74]. However, the objective
functionals will be non-convex and difficult to optimize in implementation [73].
Both MI and JE are symmetric, and hence are prone to the ill-transfer of features.
It was found that MI enforces the ill-transferring more than JE does [58], though
their effect of ill-transferring depends on the features used. Another issue is how
to estimate the joint probability distributions efficiently and effectively. “Various
problems can emerge, like sensitivity to sample size, number of histogram bins or
interpolation.” [48].

It was found that there are f-measures that are able to perform better than MI at
the cost of more difficult inference [61, 74]. This kind of ISMs does not in general
satisfy the symmetry and triangle inequality [14—18, 38]. However, although several
topologies can be induced by them [38], none of the topologies is both numerically
stable and computationally tractable because of lacking triangle inequality and
efficient computable representation. The topological effect on algorithmic stability
due to floating errors cannot be ignored [47].

3 Existing Examples of Image Similarity Measures

In this section, we are to present several ISMs for JIR from multiple measurements
in recent works. All the ISMs are designed to capture the structural similarity in
terms of image gradients or edges. In the following, both image functions u| and u;
are defined on the same image domain  C RY, for N = 2 or 3 unless explicitly
indicated otherwise. For notational simplicity and the readability of general readers,
we focus on the motivations and constructions of the ISMs and avoid their general
rigorous mathematical presentations. Interested readers can refer to the references
for further details.

3.1 Vectorial Norms

The vectorial total variation (VTV) was proposed in [4] for colour image denoising
and later extended to a number of colour image processing applications in [9], and
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later for the JIR of multi-modality tomography in [13, 35], and 4D cone-beam CT
[55]. It was called joint total variation in [35]. For smooth image functions #; and
uy, it is defined as the following

VTViui, uz] = f VIVl + | Vua 2, ®)
Q

i.e., the integral of the Ly norm of the matrix Vu = [Vu, Vuy] where Vu; is a
column vector with components g% forj =1,---,N,fori = 1 and 2. For the
J

L, 4-norm for matrix, we use the convention as in [81].2

The intuition of the VTV can be understood with the following example from
[13]. Let the image functions u; and u, are two 1-dimensional step functions with
jumps at x; and xj, respectively. If x| = x3, then

VTV[uy, us] = V2. (10)
If x1 # x3, then
VTV[ui, ur] = 2. (1)

Hence, by minimizing the VTV will enforce the alignment of image edges of « and
uy. In other words, the VTV will encourage image edges to be of the same sparse
structures with the Ly ; norm of the matrix Vu in terms of the L norm of each
column of it [1, 12]. However, when edges become complicated and artificial edges
emerges due to the stair-casing effect of the TV regularization [11], the behaviour of
the VTV cannot be as simple as in the above intuitive simple example. Please refer
to [25] for another explanation in terms of the diffusion process of modalities.

In addition to the L ; norm in (8), other matrix norms can also be used to
formulate vectorial norms. Among them, the nuclear norm, or the Schatten 1-norm,
i.e., the sum of the singular values of the Jacobian matrix Vu, was proposed to
promote rank sparsity instead of L sparsity from the VTV [42], because the nuclear
norm is the convex envelope of matrix rank [27, Section 5.1.4]. The resultant vector
norm is called the total nuclear variation (TNV). It has been proved that the VTN
prefers 11 and u; to share parallel gradient directions [42]. The TNV was proposed
for colour image processing in [42, 52]. It has been applied to multi-spectral XCT in
[33, 49, 64], a registration problem for a dynamic contrast enhanced MRI sequence

2Foran § x T matrix A = [ai,_,‘]]<’.<s l<j<T>

T Ak
IAl.q = Z(Z |a,-.j|") : )

j=1 \u<i<s
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and histological serial sectioning [8]. For smooth image functions u# and u;, the
TNV is equal to

TNV([u1, us] = f trace [(Vu)" Vu]. (12)
Q

The total generalized variation (TGV) [6, 7], or the higher-order total variation
(HOT) [83, 84], was independently proposed as image models of piece-wise
polynomials to overcome the stair-casing effect from the TV due to the piece-wise
constant model of the TV. Both can be applied as vectorial norms for the joint vector
u = [uy, uz]. The vectorial TGV has been applied to PET/MRI in [40, 51] and multi-
modal electron tomography in [43] by promoting joint sparsity of the edge sets of
all channels. For smooth image functions u = [u1, u;] the vectorial second order
TGV is equal to

TGV, [u] = L [1Vu = wha |, +ao || 1wz (13)

where o; and «p are positive constants, | - |22 is the Lz 2 norm or Frobenius
norm of matrices, E[w] = % [Vu) + (Vu))”] is the deformation tensor [75] or the
symmetrized gradient of w, || - || is the L{ norm. As in the case of the TNV, the
nuclear norm can also be used to replace the first L, » norm in (13) to enforce rank
sparsity. For smooth image functions u = [u1, u>] the nuclear second order TGV is
equal to

NTGVgul =  inf a1 ||V — wihuelly + oo [[|€[wll22 ], - (14)
weC®(2,RN)?2

For the nuclear second order TGV, it was reported in [51] that “Overall, the nuclear
norm yielded the best results” and in that “the performance was comparable to a
Frobenius-norm based penalization”.

The ISMs in this subsection are defined as vectorial norms for the joint gradient
vector Vu = [Vuj, Vus] in certain function spaces. They are both convex and
symmetric in its joint arguments [Vu 1, Vu;], and satisfy the triangle inequality.

3.2 Parallel Level Sets

Structural similarity can also be pursued by investigating the parallelism of the level
sets of 11 and u; [35, 36]. The parallelism of the level sets was defined as structural
similarity in [35]. Because the gradients of #; and u, are the normals to their level
sets, the parallelism of the level sets is equivalent to the parallelism of the gradients
of u1 and u,, and can be analytically formulated by the cross-product and inner-
product of vectors [21, 29-32, 36]
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axb=|a|-|b|-sin/(a,b), (15)
(a,b) = |a| - [b] - cos L(a, b), (16)
for two vectors a and b € R3, where /(a, b) is the angle between a and b, x and

(-, -) are the canonical cross product and inner product in R3, and |-| is the canonical
Euclidean norm. The following ISMs, were proposed in [36] for image registration,

Dl | Vuy Vuy H (17)
ui,uzl =
 Vazl
% Vuy \?

Dd[ul,uz]z—“ ! i> (18)

o \IVurll” [[Vuz|

and the following ISM was applied to the multi-modality JIR in [13, 35]
Sturoual = [ 1V x Vil (19)
Q

S is separately convex in each of its argument but not convex in its joint argument
[22, Example 7.4.3, p.98]. In (17) and (18), we assume that the gradients are not
zero at each point of €2 for notational simplicity. One typical numerical technique to
replace gradients norms by /|| Vu1 || + &, for example. The integrand of (19), i.e.,
the cross product term for structural similarity, was used as a constraint for structural
similarity in [29-32]. The parallelism of gradients as in (18) has been used for image
registration in addition to mutual information in [59]. The structural similarity by
the inner product was proposed for colour image processing in [23]. The following
ISM by parallel level sets (PLS) was proposed

PLS [u1, u2] = /990 [ (IVur ()] - [Vua (0)) — & ((Vur (x), Vua(x)) D1,

(20)
with strictly increasing functions ¢ and ¢ : [0, 00] — [0, oc]. PLS has been
applied to PET/MRI in [25, 71]. Please refer to [25] for the theoretical study on
its properties in terms of the diffusion process of modalities. When ¢ and i are
both equal to the identity function, it follows that

PLS [u1, u2] = /Q Vi ()| - IVuz(0)] = {Vuy(x), Vua (x))], 2

which is referred to as the linear parallel level sets in [25]. The joint convexity of
the general PLS has been studied in details in [22]. It has been proved that even
the special case in (21) is not jointly convex in its joint argument and that it is not
separately convex in each argument if another argument is non-zero.



278 M. Jiang
3.3 Infimal Convolution

For multi-modality tomography, it can happen that the gradients Vu; and Vu, are
of different orders of magnitude due to different ranges, different contrasts, and
different structural information of different modality images because of different
underlying physics. For the VIV in (8), if gradients with unbalanced orders of
magnitude appear, the gradient with the high magnitude will dominate the vectorial
norm, lead to a regularization by itself and ignorance of the gradient with the small
magnitude, rather than alignment of both gradient directions. The same remark is
applicable to some ISMs in previous subsections.

To resolve this issue, the infimal convolution of Bregman divergence of the TV
is proposed [56, 63]. The Bregman divergence induced by the TV at u is equal to,
for smooth image functions u and v,

Dry [v; u] /nv I (1 < Vv @ _Vu >) 22)
viul = v — ,—) ).
v a IVoll” [Vul

Again, in (22) and the following of this subsection, we assume that the gradients are
not zero at each point of 2 for notational simplicity. Dty [-, -] is asymmetric and
convex. Although Drv [v, u] is free of the issue of gradient magnitude, it does not
encourage parallel gradients aligned at opposite directions. The infimal convolution
of Dty [+, -] is introduced to allow the alignment of gradients with both same and
opposite directions,

ICBty [v;u]= inf Dpyv[v— w;u]+ Drv[w; —u]. 23)
weC®(R)
Because
Vw —Vu
Dy [w; —u] =/ Vwll (1 - <— —>> , (24)
Q Vwl " IVull

minimizing the infimal convolution in (23) is to decompose the gradient Vv into two
parts intuitively: one is to match the direction of Vu, another is to match the opposite
direction of Vu. The infimal convolution in (23) has been applied to PET/MRI in
[63] and dynamic SPECT in [20]. The infimal convolution of the TGV has been
proposed and applied to video decompression in [41] and dynamic MRI in [67].

The Bregman divergence Dty [-; -] induced by the TV in (22) is only separately
convex in its first argument with the second argument being fixed. Hence, although
the infimal convolution maintains convexity, ICBty [-; -] is only separately convex
in its first argument with the second argument being fixed, and is not jointly convex
in both arguments. Please refer to [56, 63] for further theoretical analysis.
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3.4 Application of Tversky’s Feature Contrast Model

In his prominent paper [77], Tversky proposed his * feature contrast model’ for the
similarity of binary features. Features are binary in the sense that a given feature of
an object either is or is not in its set of features A. These features can also be seen
as the set of predicates that are true. An example of such binary feature is the edge
set of an image. With convincing and entertaining arguments, Tversky demonstrated
why the requirements of symmetry and triangle inequality for similarity measures
are inappropriate to explain a number of psychological experiments. Tversky
proposed a set of axioms about similarity measures of binary features, which
includes the axioms of matching, independence, solvability, invariance, and proved
mathematically that feature similarity measures must of the following form [77],

S(a,b) = p(ANB) —y1p(A\ B) — y2p(B\ A), (25)

where A and B denote the sets of binary features associated with the objects a and
b, respectively, y; and y, are non-negative constants. p is an additive function such
that p(AUB) = p(A)+ p(B) whenever ANB = (. Please note there the convention
in [77] is that the more similar a to b, the bigger the similarity S(a, b) is. Similarity
measures thus obtained increase with addition of common features and/or deletion
of distinctive features (i.e., features that belong to one object but not to the other)
[77], and meets well the demand of ISM for avoiding ill-transfer of features in a
JIR process from multiple measurements.

For 2D images, a natural choice for p with respect to image edge sets is the 1-
dimensional Hausdorff measure #, i.e., the length of image edges. Therefore, we
obtain,

S(u1, uz) = H(K1 N K2) — yiH(K1 \ K2) — pH(K2 \ K1), (26)

where K1 and K are the image edge sets of images #1 and u2, respectively. Higher-
dimensional Hausdorff measures can also be used in (26) for higher-dimensional
images [46]. To simplify notations, let us consider the case with 2-measurement
in (1), i.e., M = 2. By using Mumford-Shah regularization functional for each
modality in (2),

Ry () = / |Vum|2 + ,qu.{(Km)a (27)
Q\Kn

and D = —S§ as the ISM, we arrive at the following extended Mumford—Shah
functionals E; and E» for JIR from 2-measurement, after re-parametrization with
the same notations,
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EyGur, K)) = 1A () — 1124 fg o [T B O 0 K e HE )
1

(28)

Ex(uz, K2) = | Az (u2) — g2]+at /;Z\K Vuz [+ [H(Ky 0 K1)+ H(Ky \ K1)
2
(29)

The above extended Mumford—Shah regularization has been proposed in [57] and
applied for DOT/XCT in [39]. The ISM D is non-convex, asymmetric if y; #
and does not satisfy the triangle inequality because of the complexity of the edge
space.

4 Discussions

The ISMs reviewed and their corresponding JIR methods are reported to be
successfully in improving the image quality compared to image reconstruction from
single measurement. As discussed in the beginning of Sect. 2.2, the performance of
an ISM and its JIR method depends on many factors. As for image registration [60],
the evaluation and comparison of IIR methods is complicated and difficult. The
complexities and difficulties in evaluating image registration methods are the same
for JIR methods, because of the variants of imaging modalities, datasets, parameter
selection methods, implementation techniques, runtime environments, software
settings and hardware configurations, etc., and also the lacking of implementation
details. Hence, the current author does not try to provide a comparison of the ISMs
reviewed their corresponding JIR methods in this manuscript.

Many ISMs reviewed are gradient based, and hence are vulnerable to data noise.
However, as discussed in the beginning of Sect. 2.2, the actual performance of a JIR
method depends on many other factors. Hence, the performance of a JIR method
with a gradient-based ISM is pending to how regularization is enforced to suppress
data noise during the reconstruction process. ISMs satisfying the triangle inequality
should be of numerical stability because of their uniform continuity property (6), in
spite of their shortcoming due to transitivity from the triangle inequality as discussed
in the second last paragraph in Sect. 1.

Many ISMs reviewed have its origin in colour image processing by cross-channel
structural similarity such as the VTV in [4, 9] and the TNT in [42] or geometry of
level sets of image functions by the parallelism or alignments of image gradient
such as PLS in [23] and the infimal convolution of Bregman divergence of the TV
[56]. It is still unknown how the underlying imaging physics could be exploited for
designing ISMs for JIR, in spite of that JIR involves generally different imaging
physics. The different imaging physics principles could be cues to pursue for
features, feature structures, and formulating new ISMs.
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Although the VTV and its variants in Sect.3.1 could suffer from the issue of
gradients with unbalanced orders of magnitude as discussed at the beginning of
Sect. 3.3, and the extended Mumford-Shah regularization are free from it, it will
be interesting to design ISMs that, in addition to the sole use of edges, could take
account of the edge strength, for example, in terms of the gradient magnitude. In
this regard, an extension of the Tversky’s feature contrast model for non-binary
features will be of guidance for constructing such ISMs. There was an extension
of the Tversky’s feature contrast model for non-binary features in [66]. However,
this extension only utilizes the image gradient magnitudes but not their directions.
Because of the role of image gradient directions for the image structural similarity
as revealed in this review, it is necessary to investigate ISMs taking account of
both strength and direction of edges. A more challenging problem is how to
formulate image similarity measures when there are multiple features involved. This
is necessary because more features will help characterize image similarity. Although
an ISM can be formulated for each feature, the difficulty is how to combine them
into an ISM when the similarities of independent features are inconsistent. For
example, in the cases of two features A and B, for one image pairs, it could happen
that the image similarity from feature A is bigger than that from feature B, while the
image similarity from feature B is smaller than that from feature B.

Images from different modalities usually have different spatial resolutions.
Hence, it is a problem how to measure image similarity at multiple-resolutions.
When there are more than two imaging modalities, it is naturally that a certain
iteration over the pairs of imaging modalities could be selected, and then the JIR
of each pair of them can be performed, so that the JIR could be performed. A
question raises also naturally: are there other approaches for JIR in addition to the
iteration-over-pair process? When the joint JIR functional is jointly convex, global
minimization algorithms could be established as in [40]. Moreover, if the joint JIR
functional is jointly convex, the alternative iteration-over-pair process will not be
trapped at local minimizers. Hence, ISMs that will induce the joint convexity of the
joint JIR functional is highly desired, though they are difficult to design.

5 Conclusions

The quantitative measurement of image similarity is fundamental for tasks such as
image quality assessment, image registration, image reconstruction from multiple
measurements, and more. An ISM is both task-dependent and feature-dependent
and must be designed according to the characteristics of specific tasks and features.
Simply applying distances from the mathematical metric theory or general diver-
gences to spaces of images or spaces of image features usually does not provide
applicable appropriate ISMs. In this chapter, we have reviewed several ISMs for
image reconstruction problems from multiple measurements of various types in
recent work.. The multiple measurements considered here include multi-modality,
multi-spectral, and multi-temporal measurements, with multi-modality tomography,
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multi-spectral XCT, and dynamic tomography, as the imaging applications, respec-
tively. We have focused on motivations and constructions of the ISMs, avoided their
general rigorous mathematical presentations to simplify notations for the readability
for a general audience, and discussed relevant issues and possible problems for
future study. The ISMs reviewed and their corresponding JIR methods have been
successfully applied to tomographic imaging applications.
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Abstract We consider Holmgren-John’s uniqueness theorem for a partial differ-
ential equation with a memory term when the coefficients of the equation are
analytic. This is a special case of the general unique continuation property (UCP)
for the equation if its coefficients are analytic. As in the case in the absence of a
memory term, the Cauchy-Kowalevski theorem is the key to prove this. The UCP
is an important tool in the analysis of related inverse problems. A typical partial
differential equation with memory term is the equation describing viscoelastic
behavior. Here, we prove the UCP for the viscoelastic equation when the relaxation
tensor is analytic and allowed to be fully anisotropic.

1 Introduction

Many solids, such as earth materials, are viscoelastic. Viscoelasticity is a manifes-
tation of rheology. The deformation of such solids are described by a viscoelastic
equation with memory. In terms of displacement vector u(x, t),t € (0,7),x € Q C
R" with n = 1, 2, 3, this equation is given as

'
p(x)afu(x,t)—V-(C(x)Vu(x,t))+V-/ G(x,t—1t)Vulx,t)dt =0, (1)
0
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where Q2 is the reference domain for the deformation, p(x) > O is the density,
C(x) is the elasticity tensor, —G(x, t) is the 7-derivative of the relaxation tensor
H (x,t) and the C(x) can be identified as C(x) = H (x, 0). The original viscoelastic
equation with memory is given as

t
p(x)d2u(x, 1) =V - / H(x,t —17)Vdu(x, t)dt = 0. )
0

To derive (1) from (2), we need to invoke the assumption that u(x,0) = 0, x € Q.
Physically it is natural to assume that C(x) satisfies the strong ellipticity condition:

> CiuEigEmime =8O _ENO D), &, meR, xeQ 3)

ijk,I=1 j=1 =1

for some constant § > 0.

To describe long-time behavior of viscoelastic relaxation, such as in the study
of postseismic relaxation [4], the inertia term, ,o(x)atzu(x, t), plays no role and is
omitted yielding the quasi-static counterpart of (1).

By assuming that the coefficients of (1) are analytic, we will show that the unique
continuation property (UCP) of solutions in the x-direction holds for this equation
and also holds for its dual equation. More precisely we have the following

Theorem 1 If the Cauchy data of a C*-class solution u(x, t) of (1) is zero on a
regular surface in Q over a large enough time interval (0, T'), then u(x, t) is zero in
Q over some sub-time interval (0, T1) C (0, T).

Remark 1 For the quasi-static case, the proof of the UCP can be made somewhat
more concise. More precisely, the Holmgren transformation (9) given in Sect. 2 does
not have to include the term ct? for z, which makes the duality argument in Sect. 5
more straighforward.

The UCP plays an important role in the analysis of inverse problems. For example
it is used for showing the uniqueness of identifying an unknown obstacle inside
an acoustic medium (see [2]). It remains challenging to relax the condition of
analyticity also in the case of elastic systems without memory terms. With analytic
coefficients (components of the stiffness tensor) and without memory terms, the
UCP is proved as a byproduct of the Cauchy-Kowalevski theorem and the Holmgren
transformation via a duality argument. In the same spirit, we aim to prove the
UCP as a byproduct of the Cauchy-Kowalevski theorem. The condition of causality,
u(x,0) = 0 for x € 2, seems bothersome in the context of the Cauchy-Kowalevski
theorem for (1) as it gives the unique analytic solution for the Cauchy problem
only. However, by assuming this condition for the solution u(z, x) of the original
viscoelastic equation, we can still obtain the UCP by using analytic solutions to the
dual of (1).

The memory term is a very special non-local term. We mention a result pertaining
to the Cauchy-Kowalevski theorem for a generalized Camassa-Holm equation
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with a non-local operator [1]. The Camassa-Holm equation describes a wave in
shallow water. One of the pioneers who contributed to an abstract extension of
the Cauchy-Kowalevski theorem was Ovsjannikov [7] who was an expert in the
theory of shallow water waves. Earlier than Ovsjannikov’s work, there was work by
Yamanaka [8] who first gave the framework of an abstract version of the Cauchy-
Kowalevski theorem. Further progress was made by Nirenberg [5]; his work was
completed concisely by Nishida [6] who was again an expert in the theory of shallow
water waves. This is a very brief literature overview about the abstract version of the
Cauchy-Kowalevski theorem which by no means is complete. Concerning the UCP
for the viscoelastic equations, as far as we know, we are unaware of any result on
the Cauchy-Kowalewski theorem which is the key to prove the UCP for (1).

We will adopt the argument given in [5] to prove the Cauchy-Kowalewski
theorem by using a particular norm which is natural to prove the uniqueness of
solution to the Cauchy problem. Then, as we mentioned before, we will show the
UCP by the Holmgren transformation and a duality argument. We note that we will
hereafter restrict our analysis to the cases n = 2, 3 while the analysis of the case
n = 1 is straightforward.

The remainder of this paper is organized as follows. In the next section we will
give some preliminaries. At the end of Sect. 3 we will state the Cauchy-Kowalevski
theorem. The proof of this theorem will be given in the succeeding two sections. In
Sect. 3, we prove the existence of a solution to the Cauchy problem and in Sect. 4,
we establish the uniqueness of the solution to this Cauchy problem. In the final
section, we show the duality relation between the solution of the Cauchy problem
of (1) and any solution of its dual equation. After that, the UCP follows in a standard
fashion.

2 Preliminaries and Cauchy-Kowalevski’s Theorem

We subject (1) to a coordinate transformation and then transform it to a first-order
system. We let x, = ¢ (x") withx = (x1, -+, xXp—1, X,) = (x’, x,) and ¢ (x) be an
analytic function in a neighborhood of x’ = 0 such that ¢ (0) = 0. We consider a
coordinate transformation, @,

/

x> y=®x), xX'=y =01, 1) Yn=2x1— &), “4)

denote ¥ = &~ !, J(x) = det V®(x), and assume that J(x) > 0 near x = 0. Then
(1) becomes

~ ! ~
pOZE(y, 1) =TV, (C»Vyily, t))—Vy~/O G(y, 1=1)Vyii(y, )} dr,
®)

where we have introduced the following notation,
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J») =J@)™, wi=07
and p(y), u(y,t), é'(y) and so on are given by
p(y) == p¥ (), uly,t):=u(¥(y),1)

and C(y) = (Cigrr () with

(6)

)

Cighr () 1= T () Z Ox; g (W (¥) 0 yr (W () Cijrr (W (), C(x) = (Cijur(x)).

q,r=1
®)
We further consider the Holmgren transformation given as
(0= @0 =H )0, Y =2 =@ 2a1), 2a=ya+clyP+er,
€))

with some constant ¢ > 0. Note, here, that H; is invertible near the origin, and that

dy;» 1 < j < n, 9 inthe (y, r)-space takes the form
8yj = azj + ZCZ]' aZn’ J 7é n, ayn = azn’ at = 26tazn + at

in the (z, t)-space. Then, ignoring the lower order terms, (5) becomes
p(4c*t207 +4ctd,, 0 + )i — (J) " C VI

t
— / G'( t—1): Vii'( 1) dt} =0,
0

where we have used the notation C’ := C’(z, 1) = (C‘lfjkl (z, 1)) with
Cliw = Ciju(H'@), 1 <j,l<n—1,
n—1

Clikn = 2¢ ) aCiju(H; ' () + Cijn(H @), 1= j <n—1,
=1

n—1
Chu =20 2;Ciji(H' (@) + Conr(H'(2)), 1 <1 <n—1,
j=1
n—1 n—1 n—1

A 2 ~ A ~
nkn S= 4c Z 2;21Cijrr + ZcZlemkl + ZCszCijk,,
jid=1 I=1 j=1

and

(10)

(1)



Unique Continuation for Systems of Partial Differentential Equations with Memory 291

@, 9) = 5, DH ),
i = (), i) = aH " (2), 1), (12)
G'(z,1) := G(H,(2), 1),

while

n

A xg2~ z: ~/ ~/

C .VZM = Cl]klazlaal/lk.
JkI=1

Hence, G'(z, t) in (12) gives G'(z, 1 — 7) = G(H;—(z), t — 7). We will find later
that the memory term of (11) is, in fact, a lower order term. Thus, recalling (3), it
follows that (11) is non-characteristic with respect to the hyperplane z, = 0 near
(z,t) = (0, 0). This means that we can solve the equation with respect to 3§nﬁ’. It
should be remarked here that we ignored the lower order terms to have (11) from
(5) only for the sake of simplifying the description and this will not change the
argument at all even for the case including the lower order terms.

Next, we transform (11) to a first-order system with memory in terms of extended
unknowns

U — (U/, U//, UW), U = IZ/, U’ = Vz’,tﬁ/a U’ = azn”/7

where 7z = (Zl’ ,Zn—lvzn) = (Z/,Zn). Noting that 8ZnU/ = U//, 8ZnU// =
V.U, we find that (11) is equivalent to

JE— t J—
aanzA(z,t,Dzl,t)U—i—/ {B(z.1—1)0;,+D(z,1—7, DN}U(, t)dr,  (13)
2 A :

where D(z, t, DZI, ;) is a linear differential operator with derivatives

D), =@, :lal <), @€z, Z; :=NU{0)

and coefficients analytic in (z, t).

By abuse of notation, we write x = z and define Banach spaces X, 0 <s < 1
as follows. Each Xj is the set of vector functions F (x, t) which are holomorphic in
polydiscs

Dy :={(x",t)=(x1,-++ ,x4—1,) €C" : [xj| <sR, 1 < j <n—1, |t| < sR}

(14)
for a fixed R > 0 with norm

IFlls := sup{|F(x", )| : (x", 1) € D). 15)
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Clearly, we have
XsC Xy, - lly <ll-llsy 0<5" <s. (16)

Hence, X5, 0 < s < 1 is a Banach scale. By the Cauchy integral formula for
holomorphic functions, we have

05, Flly < RTYFllss —sH™!, 1 <j<n—1, )
13 Flly < RTYIFlls(s —s)™!

for0 < s’ <.
We finally write (13) in the form

ou

t

(xn,t) = A(xy, Du(xy,, t) +/ B(x,,t — nu(x,, n)dn with B = By, + D,
0

u(0,1) = uo(1),

Xn

(18)
where x,,, u, A, B, D correspond to z,,, U, A, B, D in (13). We have suppressed the
other independent variables in the notation. Now we are ready to state the Cauchy-
Kowalevski theorem.

Theorem 2 Assume that the coefficients of the equation in (18) are D- holomor-
phic valued continuous functions in an open interval (—8¢, 8o). Then there exist
0 < 8§ < &g depending only on the coefficients and a unique solution u(x,t)
of the Cauchy problem (18) which is a Di-holomorphic valued C' function in
xn, € I = (=6, 08) for any given holomorphic function uo(t) in Di. Here, for
example, a D1-holomorphic valued function means that it is a real analytic function
in D1 NR" and it can be extended to a holomorphic function in Dy, where D1 = Dy
in (14) with s = 1.

Remark 2

(i) We note that we took the region for (x/, r) in which the coefficients of equation
(18) are holomorphic twice as large as that for the solution u(x, ), to handle
the memory term of the equation.

(ii) Note the form (26) of solution u(x, ) given in Sect. 3 to show the existence of
a solution for Theorem 2 and take into account of the analyticity of coefficients
of (18) with respect to x,,. Then, the same argument to prove Theorem 2 gives
that the solution u(x, ) of (18) is holomorphic with respect to x, in a complex
neighborhood 7 of the real open interval I given in the above theorem. Then
by Hartog’s theorem (see page 70, [3]), we can say that u(x, t) is holomorphic
in{(x,t) =&, x,,8): x, €I, (x',t) € D1}.
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3 Existence: Contraction Property

In this section, we prove the existence of a solution of the Cauchy problem (18). To
this end, we consider the solution u(x,, t) of the integral equation

Xn ro.
U (n, 1) = ot + /0 (A DuE. ndk + fo Bt — (. n)dn) de
Xn Xn t
= uo(t) + /0 A, DuE, s + /O /0 B, 1 — mdeu(E, mdndé
Xn t
— uolt) + fo A, Du(E, DdE + /0 B, £ — n)uCon, el

t
_/0 B0, t —nu(0, dn,  (19)

where
~ t ~
A(S,t)u(é,t)=A(E,t)u(§,t)+/0 (D&, 1—n)—0 B, t—n))u(s, m)dn  (20)

and the integrations with respect to £ and n are taken along 0 x,, and 0 ¢, respectively.
We let E be a vector space defined as

E={u(x,,t) :ulx,,-) € CO(—a(l —s),a(l —=s)) for0<s <1, M[u] < oo}

21
with

Mlu] := sup llue Cens )l (1 i ) : (22)

{lxnl<a(1—s),0<s<1} a(l —s)

where, for each 0 < s < 1, u(x,, t) is a X valued continuous function in |x,| <
a(l —s). We suppress the variables x’ = (xy, -, x,—1), that is, for each fixed |x,| <
a(l — s) we consider u(x,,t) = u(x,, t; x’) € X; as a function of (x/, r). We also
note that the definition of M[u] is different from the one given in [5]. This is to
make the proof of the uniqueness of solution u to (18) more straightforward.

By (16) and observing that

(stets) <o) s
a(l —s) - a(l —s) "

for s’ < s, itis not difficult to prove that E is complete with respect to the norm M[-]
by using the well-known diagonal sequence trick argument in analysis considering
a monotonically increasing sequence 0 < s, — 1, n — oo for the parameter s of
X;. Hence, E is a Banach space.
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We define

Tu(en, 1) = uo(t) + /0 A D, nds
+ fo ' (B'u) (o, i — fo BwO.mdn (4
and
W, 1) = St 1) 1= /O A, Du(, Hde
+/0t(B’u)(xn,n)dn—/Ot(Btu)(O, mdn, (25)

where we have used the abbreviation (Bu)(x,, n) = B(x,, t — n)u(x,, n). We first
show that there exists a solution u € E such that Tu = u in this section, and then
show that this solution, u, is unique in the next section.

The solution u above, which is a fixed point of 7', will be obtained as

o
u= Z Sug. (26)
1=0
Hence it is sufficient to prove
1
Mlw] < EM[M]' 27

For |x,| < a(1 — ),
[xn |
lwxn, )lls < /O |Au(E, )Isd|E] + cRllu(xn, )lls + cRIu0, )5, (28)

where d|&| denotes the length element along the straight line 0—x>,, and R > 0 was
used to define the polydisc Dy given by (14). Also a direct computation gives

[xn| [ |
/(; [Au(E, )llsdl§] = C/o (€, ) sqensED — ) dIE]

§

-1
_— dl&|. 29
a —aS(|§|)> ! @

[Xn]
< cM[u]/O (s(€]) — )" (1 -

Here and hereafter ¢ is a positive constant depending only on A, B, D of (15) in
Sect. 2.
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We let s () = 4 (1 ts— ﬁ), then

a

1
s(|$|>—s=§<1—s—E>, a—as<|é|)—|s|:§(1—s—@>. (30)
a

a

By (30), we have

—1 -2 -2
(s(E) — )" (1_|57|> =2(1-y) (l—s—@> +2|¢la! <1—S—|£|>
a—as(&]) a a

<2a*(1 —s)(a—as — |E) 2+ 2alx,l(@ —as — D2 (3])

Combining (29) and (31), we obtain

[ | -
[) [Au(E, - )llsd|§]
[ |
< eM[u]2a*(1 — 5)(1 + |x,|/a(l — S))/ (a —as — |E)72d|§]
0
< eM[ul2a*(1 = 5)(1 + |x,|/a(l = 5))(a — as — [E])”"

< cM[ulda*(1 — s)(a —as — |E])~!

3 el \ 7
= 4acMu] (1 — all — s)) . (32)

The other term in A satisfies the estimate,

/lxill
0

t ~
/0 (DGt — 1) — 3 BE. 1 — m)uE. mdn

d|§|

ol \ 7
<d4acRM|[u] (1—a(1_s)> . (33)

Similar estimates hold for the last two terms of (25). Combining these with (28),
(32) and (33), we find that

(1— (|1xn| ))llw<xn,->||s < dacM{ul + 4acRM[ul + cRM{u] + cRM{u]
a(l —¢§
(34)

Thus, we derive from (34) that

M[w] < 4dacM[u] +4acRM[u] + cRM[u] + cRM[u] < %M[u], (35)
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where we have chosen a and R such that ac < 1/32 and ¢cR < min(1/8, ¢),
respectively.

4 Uniqueness

In this section, we prove the uniqueness of solution u to (18). To begin with, we let
v(xy, t) be a solution to (18). Then w(x,, t) = u(x,,t) — v(x,, t) satisfies

Xn t t
w(xn,r>=/0 A(s,r>w(s,r>ds+fo (B’w>(xn,n>dn—/0 (B'w)(0, n)dy.

(36)
Hence, by repeating the argument given in Sect. 3, we obtain (27). We recall that

A

Mlw] := sup lw(xn, s (1 = ——).
{lxn]<a(1—s),0<s<1} a(l —s)
Since |x,| < a(l — s) implies 0 < 1 — a(lf"_ls) < 1, we have
Mlw] < sup lw(xn, s (37)

{lxn|<a(l—s),0<s<1}

If the right-hand side of (37) is finite, then we have the uniqueness from (27).
However, letting 1 > s — 1, we have x,, — 0 and yet we may have ||w(x,, -)|ls —
oo. To avoid this difficulty we will modify the definition of M[w] so that we can
have M[w] < oc.

We start by fixing 0 < s9 < 1 and define

Mo[w] := sup llw(xns s (1 - ¢> : (38)

{lxn|<a(so—s), 0<s<sp} a(so —s)
Since w € E and Mp[w] is monotonically non-decreasing as sg increases, we have

Mo[w] = sup  JJw(xz, )lls, < 00. (39)

{lxnl<a(so—s)}

The uniqueness follows upon proving that
1
Molw] = EMo[w]. (40)

We will repeat the argument in Sect. 3 to prove (40). We only show the estimate
corresponding to A. For |x,| < a(sp — s), we find that
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[ | [ |
/(; [Aw(E, )lsdI§] < /0 lw(E. s () — )~ 'dIg]|

[ X -1
< CMo[w]/ (s(lgh — ! (1 - L) d|&|. (41)
0 aso — as(|&])
We let s(J&]) = 1 <S0 ts— 'fl—') then
1
sl —s = 3 <SO—S— E) aso —as(|&]) — |§] = 2 <SO—S—E>~
a 2 a

(42)
By (42), we have that

N -
Glsh =9 (1 aso —as<|s|>>
_2 2
=2(so — 5) (So—S—E> +28a! (so—s—E)
a a

< 2a*(so — s)(aso — as — |E]) 7 + 2alx,|(aso — as — |E]) 2. (43)

Combining (41) and (43), we obtain that

[xn] -
/0 lAw(E, )llsd|€]

|xn]
< eMo[w]2a>(so — 5) (1 + L) / (aso — as — | 2d €]
0

a(so —s)

< eMo[w]2a*(so — s) (1 + ) (aso —as — |&])~!

Xn
a(so — )

< eMo[wlda*(so — s)(aso — as — |E]) !

( | | )‘1
=dacMo[w] (1 - —2>—) . (44)

a(so —s)

Then handling the other terms in similar ways, we have

Mo[w] < dacMp[w] + 4acRMpy[w] + cRMy[w] + cRMp[w] < %Mo[w],
(45)
where we have chosen @ and R such that ac < 1/32 and cR < min(1/8, ¢),
respectively. Therefore, Mo[w] = 0 which implies w = 0.
Combining the results in Sects. 3 and 4, by restricting the solution to the real
space, we obtain the Cauchy-Kowalevski theorem for the Cauchy problem to
equation (1) with Cauchy data on x,, = ¢ (x').
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Before closing this section, we note that our Cauchy-Kowlevseki theorem is valid
in a neighborhood of any point where the coefficients of the equation are analytic
and setting up the Cauchy problem as we did before in a neighborhood of this point.

S Duality Argument

In this section, we present the duality argument which gives the UCP for the
equation given in (18). We let L be the operator defined by

t
Lv(x,, 1) = 0y, v(xp, 1) — Av(xy, 1) — / (B’an + DYv(x,, n)dn, 46)
0

where we have again suppressed the variables other than (x,,, t). For a more detailed
form of L, see (18).
We let H > 0 be small and define W by

W={(x,1) = ' xp, 1) eR"T ¢ x, €0, H), 1 >0, xp > c(|X')? + %)}
B @7)
Suppose that u € CI(W) is a solution of (18), that is, Lu = 0 in W, and assume
that

u =0 for { <0}U{x, < c(|Ix'|> + 1)} (48)

Then we will show that # = 0 in W. This is the key step in proving the UCP. The
remaining steps or arguments showing the UCP are quite standard. For details, see,
for instance, [3]. The definition of W is coming from the Holmgren transformation
9),andu =0inx, < c(|x’|2 + 1) corresponds to u = 0 on y, = 0 (see (4) and
(9)) together with extending u = 0 to y, < 0, which is possible due to the fact that
(5) is non-characteristic with respect to y, = 0 for small z. Furthermore, u = 0 for
t < 01is coming from the physical assumption that was already explained just after
(2). Hence, u also satisfies

Lu=0in{0 <x, < H}\W. 49)
We introduce some further notation. For 0 < 7 < H, we let

Wy :=Wn{x, <h}, T :=sup{t >0: (x,1) € W(h)},
Py, := the projection of W}, to the x-space, 50)

Qpn = P, x (0, Tp,).

From (48) and (49), we have
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u=0in (Qp \ Wp) U{t <0} 51

and
Lu=0in Qy, (52)

respectively. For w € C'(Q,,) we evaluate
/ Lu(x,t)-w(x, t)dxdt
Oh
= / O, u(x,t) - wx, t)dxdt — / Au(x,t) - w(x, 1)dxdt
O O

t
—/ (/ (Bfax,,+13f)u(x,s)ds>.w(x,z)dxdt. (53)
O 0

We observe that by using (51), we have

t
/ </ B(x,t—s)anu(x,s)ds) -w(x, t)dxdt
Or \JO

Tn t
=/ / /B(x,t—s)anu(x,s)-w(x,t)dsdtdx
P, JO 0

Ty pTh
= / / / B(x,t —5)dy,u(x,s)  wx,t)dtdsdx
P, JO K
Tn Ty
= [ / f B(x,s —t)oy,u(x,t) - w(x, s)dsdtdx
P, JO t
Ty

= —f u(x,t) - (/ dx, (B*(x, s — NDw(x, s))ds) dtdx

On t

T
+/ u((x', h),t)- </ : B*((x', h),s — Hw((x', h), s)ds) dtdx’
OnpN{x,=h} t
(54)

and

M(x,t)ou(x,t) - w(x, t)dxdt = —/ u(x,t) - B(M*(x, Hw(x, t))dxdt

O
(55)
for any matrix M (x, t) € C*(Q;,), where 9 is either d = dy; withl < j <n—Tlor
d = 9y, and the notation * is used to denote the action taking the dual of an operator.
The dual operator, L*, of L is given by

Ohn
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L¥w(x, 1) == =8, w(x, 1) — A*w(x, 1)

Ty T, _
+/ Ay, (B (x, s — NDw(x, s))ds — / D*(x,s — Hw(x, s)ds. (56)
t

t

We write
T
2(x', 1) == w((x', h), 1) —/ B*((x", h),s — Hw((x’, h), s)ds. (57)
t
Then from (52)—(55), we find that
0= f Lu(x,t) - w(x,t)dxdt
On

= / u - zdx'dt +/ u(x,t) - L*w(x, t)dxdt
OnN{xp=h} O

= / u - zdx'dt (58)
OnN{xp=h}

if L*w = 0in Qy.

For any given function z(x’, ) analytic in a neighborhood of Qj N {x, = A},
consider the integral equation (57) with respect to w((x’, k), ). Then we can
show that by an argument that is similar, and is an easier version of the proof of
Theorem 2, that there exists a unique solution w((x’, &), t) to this integral equation
which is analytic in a neighborhood of Q;, N {x, = h}.

Finally, we consider the Cauchy problem,

L'w=0 inQy, w=w(x" h),1) atx, =h. (59)

By Theorem 2, this problem admits a unique solution w € C'(Q},). Then due to the
denseness of such Cauchy data in LZ(Q;, N{x, = h}), we have u = 0 at x,, = h for
each h € (0, H). This immediately implies #u = 0in W.
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Tomographic Reconstruction for Single )
Conjugate Adaptive Optics S

Jenny Niebsch and Ronny Ramlau

Abstract Single Conjugate Adaptive Optic systems use the light of one bright
guide star and a deformable mirror to correct for the loss of image quality of
earthbound astronomical telescopes caused by turbulences in the atmosphere. The
system achieves best correction in guide star direction. The imaging quality of the
scientific object, which is usually separated from the guide star, can further be
improved if the turbulence distribution is known. We propose to use wavefront
sensor measurements from the past to recover the turbulence in the atmosphere.
Mathematically, a limited angle tomography problem has to be solved. We present a
model for the related tomography equations and discuss solvability and uniqueness
of the solutions. Based on our analysis we develop an algorithm for the inversion
and obtain a first numerical reconstruction.

1 Introduction

The image quality of modern earthbound astronomical telescopes suffers heavily
from turbulences in the atmosphere. Patches of warm or cold air, located in
layers of the atmosphere, distort the light coming from the scientific objects of
interest, resulting in blurred images. This effect is in particular pronounced for the
new generation of Extremely Large Telescopes (ELT) which are currently under
construction. A remedy is the use of Adaptive Optics (AO): These systems correct
the aberrations of the incoming wavefronts of the scientific object by means of
one or more deformable mirrors (DM). Based on measurements of the incoming
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Fig. 1 Sketch of SCAO system, taken from [4]

wavefronts from one or several guide stars, the mirror shape is chosen such that the
distortions from the incoming wavefront are corrected in the reflected wavefront. For
a detailed description of the principles of Adaptive Optics we refer to [6, 26, 27].

There are different modes of operation for AO. The first—and simplest—is
Single Conjugate Adaptive Optics (SCAO), see Fig. 1. It is used if the scientific
object is close to a bright star that acts as a Natural Guide Star (NGS). As a point
source that is far away, the incoming light from the NGS resembles a plane wave
that is distorted by the turbulences in different layers of the atmosphere. A wavefront
sensor (WFS) measures the incoming wavefront, and an Real Time Computing
(RTC) system determines a shape of the DM that flattens the wavefront of the NGS,
see Fig.2, which is now recorded as a sharp image. As the light from the nearby
scientific object passes through nearly the same part of the atmosphere the DM also
corrects its image.

For objects that have no NGS nearby, tomography based AO systems are
suitable. These systems use multiple guide stars—both natural and artificial—
each equipped with a wavefront sensor, and deformable mirrors for correction.
Artificial guide stars are created by laser beams and therefore are called Laser
Guide Stars (LGS). They are used whenever no suitable NGS is close by. Modern
AO systems, e.g. for the ELT, will be equipped with up to 6 LGS. The incoming
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wavefronts from the different Guide Stars are used for a tomography of the
atmosphere, i.e., the turbulence distribution of the atmosphere above the telescope is
reconstructed. The underlying mathematical problem is a limited angle tomography
and therefore severely ill-posed [3, 17]. However, as we only strive to reconstruct a
layered atmosphere composed of a finite number of layers, the ill-posedness of the
problem is somewhat mitigated, see [18]. Three different AO systems are based
on atmospheric tomography: Multi Conjugated Adaptive Optics (MCAO), Laser
Tomography (LTAO) and Multi Object Adaptive Object (MOAQO). LTAO uses the
reconstructed atmosphere and one DM which is deformed s.t. the scientific object
of interest is optimally sharpened. MOAO is based on the same concept, but uses
several mirrors that are optimized to sharpen separated objects at the same time. In
contrast, MCAO uses up to three different mirrors, conjugated to different heights, to
achieve a high imaging quality on a large connected patch of the sky, thus allowing
to observe larger structures. See also Fig. 3 for the different systems. Let us finally
remark that all computations required for the control of the DMs need to be done in
real time, and have to be repeated about every 2 ms for the full observation process.
For further information on the systems we refer to [1, 5, 14, 20, 24] and for the
mathematics of atmospheric tomography we refer to [7-12, 15, 21-23, 25, 29-34].

As mentioned above, the imaging quality for a SCAO system decreases the
further the scientific object is away from the Guide Star. A knowledge of the
turbulence distribution of the atmospheric layers would therefore also be useful in
the SCAO case, as it would allow for a better estimate of the wavefront aberration
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in the direction of the observed object. Of course, a tomography of the atmosphere
based on measurements from one direction is impossible. Our idea of a tomography-
like reconstruction of the atmosphere for SCAO is based on the fact that the layers
are blown over the telescope by a—at least on small time scales—constant wind
velocity while the layers themselves are not changing (frozen flow assumption, see,
e.g., [27]). Please note that wind speed and direction might be different for each
layer. Basically, the measurements from the wavefront sensor at different time steps
are created by shifted turbulent layers. As we will see, the connection of the data for
a certain number of time steps and the turbulence of the layers can be described by
a system of equations that is very similar to the atmospheric tomography. We may
add that frozen flow assumption has been used previously for a better estimate of
the measured wavefront [19].

The paper is organized as follows: In Sect. 2.1 we give a short overview
about wavefront reconstruction from sensor measurements in SCAO. In Sect. 2.2
the tomography operator for SCAO will be derived, whereas Sect. 2.3 focuses
on solvability and uniqueness of the resulting operator equation. Section 2.4
decomposes the tomography operator on a rectangular domain using the Fourier
basis of Lr([—R, R]2). Section 3 contains the description of the reconstruction
algorithm, the test setting and numerical results of a simulation to test the feasibility
of our approach. We close with a short summary and an outlook to future work.

2 A Mathematical Approach for Tomography for SCAO

In this section we will present the general idea of SCAO—Tomography as well as
the related tomography equations. The Fourier representation of this operator on a
rectangular domain allows to derive conditions for the (unique) solvability of the
problem. As a consequence, conditions on the model of the atmosphere and the
number of time steps used for the reconstruction can be derived.

2.1 Wavefront Reconstruction for SCAO

As already mentioned in the introduction, SCAQ is the simplest AO system, utilising
one deformable mirror, optically conjugated to the ground layer of the atmosphere,
and one wavefront sensor. The telescope is positioned such that the NGS is located
in the centre of the field of view and the light emitted from the NGS approximately
propagates in direction of the zenith to the telescope aperture. The WFS measures
the incoming wavefront of the NGS, i.e., it sees summed turbulence contributions
of the layers in that direction. Based on the sensed incoming wavefront, the
deformable mirror is adapted in such a way that it compensates for this wavefront.
Unfortunately, the sensor cannot measure the wavefronts directly. E.g., a Shack-
Hartmann sensor, Fig.4, measures averaged gradients in x- and y-direction over
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Fig. 4 Sketch of a Shack-Hartmann Sensor with 16 subapertures. The deviation of the center of the
recorded spots from the center of each subaperture €2; in x and y direction are the measurements
(sy.53) 121

sub-apertures of the sensor. Measurements s and the related WF ¢ are connected via
the WEFS operator I'. For the Shack-Hartmann sensor, the WFS operator is given by

s = (sp.50)ier =To, (1)

i. 9

Sy = a—xso(x, y)dx, ()
Q;

=2 d 3

sy = 5‘p(-x’ y) Y. ( )
Q;

The shape of the mirror can be derived directly from the wavefront. However, in
order to determine the wavefront ¢ from wavefront measurements, Eq. (1) has
to be solved about every 1-2 ms due to the fast changing atmosphere. Several
methods were developed to compute ¢ from the data s. MVM methods connect
the correction commands for the DM and the sensor data via a single control matrix
which requires matrix-vector-multiplication (MVM) to solve the problem, leading
to a numerical complexity of O(N?). As the number of measurements grows with
the size of the telescopes, faster algorithms have been developed to guarantee real
time reconstruction. A matrix free approach for the reconstruction of wavefronts
from sensor data in real time is the CuReD algorithm (Cumulated Reconstructor
with Domain decomposition) [28, 35].

Our approach is based on the wavefronts instead of the measurements, thus
we assume that the wavefronts have already been reconstructed by a suitable
reconstruction method.
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2.2 Derivation of the Tomography Equations

In classical SCAO as described in Sect. 2.1, the best correction is in direction
of the NGS. The quality of the image of the observed scientific object decreases
rapidly with increasing angular distance from the NGS, as the WF emitted by that
object takes a different path through the atmosphere than the NGS and therefore
is not optimally compensated by the DM. Incorporating a reconstruction of the
atmosphere in the SCAO mode would enable us to correct the incoming WF from
the scientific object. The observation quality, i.e., the Strehl ratio (which is closely
related to the L, error of the reconstruction) of the object is expected to improve
while the Strehl ratio in direction of the NGS will probably decrease.

In modelling the effect of the turbulence we will use the assumption that the
atmosphere has a layered structure, and that the effect of the layered turbulence
distribution on a planar wavefront can be expressed by the summation of the
turbulent layers in the appropriate directions, see, e.g., [8]. More specific, the
incoming wavefront ¢(r, ¢) at the telescope aperture 24 can be written as the sum
of the turbulence contributions of the layer functions ®, i.e.,

L

or,) =Y oV, 1), “)

=1

where r € 4 represents the 2D spatial coordinates in the telescope pupil and ¢
indicates the time. Based on the Taylor frozen flow assumption, which states that
each layer propagates with its own speed and direction, represented by the wind
shift vector v; € R?, the temporal evolution of the single layers from time 7 — 7 to ¢
can be attributed to a spatial shift with displacement vy, i.e.,

oV, t—1)= 0P+ v, 1). (5)
Assuming equidistant time steps A7 and choosing T = kA7 we have
O, 1 —kAr) = 2O+ kA7v, 1), (6)

see also [19]. We can use (6) to compute the layers @D at the actual time 7 from data
of the previous time steps (t — kA7), k =0, ---, K. Using (4), (6), the incoming
wavefronts at different time steps can be computed as

L
o=t —kAr) =Yy @V +kArv, 1), )
=1

see Fig. 5 for an illustration.
Please note that we assume that the wind vectors v; are explicitly known. We
wish, however, to remark that techniques are available to either estimate the wind
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Fig. 5 Illustration of the turbulence contributions of the layers ®) and ®® to the incoming
wavefronts @3, ¢z, ¢1. The telescope aperture is restricted by the red circles. The dark blue areas
on the turbulent layers belongs to those atmospheric cutouts which contribute to the incoming
wavefronts of the evolution equations. The picture below shows the support of the layer functions

vectors from the wavefront sensor measurements or to measure them directly with
an additional instrument [19].

Equation (7) forms the basis for our tomography equation. We define by
QatkArv)) = {r € R : r — kArv; € Q4} the area of layer / seen by the
telescope at time step k and 2; = Uf:o Q4 (kATv)). Since we also want to consider

the Fourier transform of the tomography equation we define the rectangular area
_ L
Q = [—R, R]* where R is the smallest number such that | J ; C [-R, R]*.
=1
Setting X = L%(Q), and, for a fixed time 1, ®V(r,r) = &P (r) € X for

L
l=1,---, L, wedefine the operator Ay : [[ X — X as
=1
L
Ac@)(@) =) @V +vikar), red. ®)
=1
where ® = (&), ...  ®WD)) represents the full layered atmosphere. With defini-

tion (8) and (7) the tomography-like operator equation at time ¢ is then given as
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Ap® %o
A® o1

Ad = . =] . | =o 9
A ® VK

L K+1
with A : [[x— []x
=1 j=1

Now the computation of the turbulence profile reduces to the solution of Eq. (9).

2.3 Solvability and Uniqueness

In this section we focus on the existence of solutions of our tomography equation as
well as on the uniqueness. As a shift in a function is nicely represented by the Fourier
transform, the shift in the layers in (8) suggests to consider the tomography equation
in the Fourier space in order to derive necessary conditions for the solvability and
uniqueness of the tomography equation (9).

In the following, we use the 2-D Fourier transform on R? defined as

(Ff)s) = / f(r)e 2mirs) gy,
RZ

where (-, -) is the usual inner product on R2.
For our theoretical analysis we assume that the atmosphere layer functions and
the wavefronts are defined on R?. Specifically, we require that

Assumption 1 For the layers ® = (&1, ..., ®®D)) holds P e L'(R?) N
L2(R?).

Remark 1 Turbulences in the atmosphere can be modelled either by a Kolmogrov
or a van Karman statistics [27]. Thus, in average, the turbulent layers belong to the
Sobolev space H'!/6(R?) and thus also to L?(R?). As there is anyway no hope to
reconstruct the atmosphere outside the area where there are measurements available,
we can extend the layers outside this area by zero or simply assume that the layers
are compactly supported. In this case the layer will also belong to L' (R?).

Equation (9) in the Fourier domain is given by
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(FAo®)(s) (Feo)(s)

(FA1D)(s) (Fo1)(s)
(FA®)(s) = , = : ,

(FAk ®)(s) (Fok)(s)

where the Fourier transform is applied componentwise. Because of the linearity and
the time shifting property of the Fourier transform,

(Ff@r —10))(s) = e 2708 (F £(r))(s),

we have foreachk =0, --- , K,

L
(FAL®)(s) = ) M1 (FoO 1)) (5) = (Feu)(9).
=1

Hence the Fourier transform of (9) can be expressed in matrix form as

(Fgo)(s) I = 1 (FoM)(s)
(Fo1)(s) eAT2Ti(VLS) . LAT2mi(vL.s) (]-'(13(2))(5)
) = ) ) ) . (10)
(.7:(,01()(5) eKATZ;Ti(Vl,S) . eKATZ;THVL,S) (.FCD(L))(S)
=:F(s)

Representation (10) allows to link the solvability of the tomography equation to
the invertibility of the matrix F(s).

Proposition 1 Assume that forl,m = 1,--- , L andl # m holds v; # v,,.

(1) The matrix ¥(0) has rank 1.
(2) Assume that for s # 0 holds for alln € Z

n

(Vz—Vm,S)aﬁA—T- Y

Then the columns of F(s) in (10) are linearly independent if L < K + 1 and
linearly dependent if L > K + 1.

Proof

(1) If s = 0, then all entries in F(0) are equal to 1, and therefore F(0) has rank 1.

(2) Let x; := eAT27ivis) | — 1 ... L. Because of (28), x; # x;, holds for all
l#£#m,l,m=1,---, L. With ekATZ7i(vi.s) —. xlk fork =1, ---, K, the matrix
F(s) is a Vandermonde matrix
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1 .- 1
X1 - XL
F=|xf x|, (12)
kK
‘xl .oaxL

In case L = K + 1, its determinant can be computed as [, [1,2, (v —
Xm), [16], and it is nonzero under our assumptions and therefore F has linearly
independent columns.

Incase L < K + 1, the matrix (12) can be expanded with N = K +1 — L
columns (1,xL+j,x%+j, e ,xI’er.)T for j = 1,---, N, where the x4, are
chosen distinct from all x; and from each other. The expanded matrix is a square
Vandermonde matrix hence all columns are linearly independent which implies
that the first L columns are as well.

Incase L > K + 1, the first K 4+ 1 columns are linearly independent with the
same argument as in above and form a basis of CX*+1_ It follows that the remaining
column vectors are linearly dependent on the first K + 1 column vectors. O

Whenever v; # v, and condition (28) hold, then F(s) is invertible, and thus the
Fourier transform of the turbulent layers is uniquely reconstructable for those s. For
the remaining s we have the following result:

Proposition 2 Assume that forl,m =1, --- , L andl 5 m holds v; # Vv,,. Further,
assume that either s = 0 or
n

(Vi — Vi, 8) = A (13)

holds for somel #= m,l,m = 1,...,L,n € Z and s # 0. Then there exists a
sequence s — s as k — oo, and F(sy) is invertible.

Proof We start with the case s # 0. If (13) holds for some (I, m) and n # 0, we set
s = (1 — %)s # Ofor k € Nand k > 1. Clearly, sy — s as k — oo, and

( y——hH
Vi— Vi, Sg)=(1—-)— —> —.
1 ms Sk kA Ar

As of course also (v; — v, Sk) # ALT, F(sy) is invertible at least for large k.
Now assume that

(Vi = Vp,8) =0

for some (I, m). We set sg := (1 — %)s + %(V] — v,;) and obtain
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1
(Vi = Vi, Sk) = (Vj—Vna,S>+z(V[—Vm,V1—Vm) (14

Lo

L2 lvy = V|2 3 (v = Vi) || (v = Vi)
= (15)

(1 — V7 = Vi, 8) + 1 (V7 — Vi, Vi — Vi)

" 16
#A_Tv ( )

n € Z, at least for a subsequence of a sk, and thus F is invertible on the subsequence.
Please note that the above argument only holds as the wind vectors are elements in
RZ. It remains to consider the case s = 0. Now we choose a vector v € R? such that
(vi — Vi, v) #£ 0 for all (I, m) and set s; := %v. It follows again that there exists at
least a subsequence of s such that

n
Vi — V., S —_,
(Vi — Vi, k)?éAT

and F(sy) is again invertible, which concludes the proof. O
Now we are able to give a result on the unique solvability.

Proposition 3 Assume that @ e L' (R?) N L>(R?), [ = 1,..., L and that the
wind speed vectors v; fulfill the condition vi — v, # O form # landl,m =
1,..., L. Then ® = (@(1)7 R CD(L)) is uniquely reconstructable if L < K + 1.

Proof 1f L < K + 1 then F(s) is invertible as long as (28) holds. According to (10),
F (d>(l)) is thus well defined by the measurements. Now assume (28) is violated,
i.e., (13) holds. According to Proposition 2 for those s there exists a sequence
st — s where F(sy) is invertible and therefore the related values of F (®©) (sy) are
uniquely defined by the measurements. As @) e L', its Fourier transform F (CD(I ))
is continuous and therefore F (®?) (s) := limg oo F (®?) (s¢) is uniquely
determined. O

From Proposition 1 it follows that the assumption that the wind shifts of the layers
are distinct is vital. It is also quite natural: Assume that we are given an atmosphere
composed of two layers that move with the same speed and in the same direction.
It follows immediately from (8) that the wavefront ¢ at time step kA7 is just the
shifted version of ¢o and thus contains no additional information of the layered
atmosphere. More general, all layers that move with the same wind vector behave
in the data like a single layer that contains the sum of the turbulence contributions
from those layers and can therefore not be reconstructed uniquely.

The matrix F is invertible if the number of time steps K is chosen as L — 1,
i.e., including the data from time frame i the number of data equals the number
of layers. If the wind shifts are not distinct or if L > K + 1, then a least squares
solution can be obtained by applying the generalized inverse F' = (F*F)~'F* [13].
This is summarised in
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Corollary 1 Under the assumptions of Proposition I the solution of the tomogra-
phy equation on L*(R?) is given by

1.

o) =F 'F ) Fo))®), if K=L-1,

®(r) = F ' FT(5)(F)(s))(r) otherwise
with F' = (F*F)"'F*.

Assuming a certain number of layers in the atmosphere, the time steps taken
into consideration must be at least of the same number or more. This is confirmed
by numerical test computations. The assumption that the wind shift vectors of the
layers are not equal (although they can be parallel) is reasonable. In case the vector
({v1,s), -+, {vp,s)) is zero or close to it the matrix F is rank deficient.

2.4 A Fourier Series Representation of the Tomography
Operator

In a real life situation wavefronts can only be determined on the telescope aperture.
In a first approximation of the real data situation we assume that the layer functions
as well as the wavefronts are defined on Q@ = [—R, R]?. As in (9), it makes now
sense to use the Fourier series representation of the layer and wavefront functions
instead of the Fourier transform on R2. We assume that the functions in L%(Q) are
complex (complex unit i) valued and define an orthonormal basis of L?(Q) by

| )
Ojm(x, ) 1= Sl RUTI, jmel. (17)

Next, we decompose the projection operators Ay in (8) with respect to this basis.

Each ®® (x, y) € L>(Q), I =1, ---, L, has the representation
1 )
oD, y) = Y ) wimlx.y) with
j.mez

1
o — <<D(l),a)jm>[2<9_).
With the notation

1 L
@) = (@, -, BT,

jm’
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we can represent the full atmosphere as

o= Y By 0jm, (18)
Jj.meZ

where the summation of a vector has to be understood componentwise. Now (8) can
be written as

(A®)i(x, y)

L

[
> Y 0 wimx + v kA, y + vPkAT)
=1 j,meZ

Jjm

L
1 .
Z oV 2R. Wjm(j v)(cl)kAT, m v;l)kAT) Wjm(x,y).
1

jomeZ \ I=
=:(Ajm)k‘/

Denoting by gofm, k=0,---, K, the Fourier coefficients of ¢ and by

@jm = @ 0h)T (19)

we have

A®)(x, ) = Y (Ajm®jm) 0jm (X, ) = Y @y @jm(x,y),  (20)
JmeZ jmeZ

and therefore the Fourier coefficients ¢, of the wavefront can be computed from
the Fourier coefficients of the atmosphere layers @ ;,, for each j and m by

@ im = Ajm®jm, 1)

i.e., the computation of the wavefronts (and therefore also the inverse operation)
decouples for each (j, m). This is also reflected in

Proposition 4 Let Ajp, ¢, and ® ju, be defined as above. Then operator A can
be described in terms of its action on the Fourier coefficients of the turbulent layers
and the wavefronts as

O | = diag(Ajm) | @ (22)

where diag(A jn) denotes a block diagonal matrix with the matrices A j,, on the
diagonal and zeros outside.
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Proof Follows directly from (21). O

Please note that we are now in a similar situation as in [18], where the authors
consider a singular value decomposition of the standard atmospheric tomography
operator. Specifically, the operator A relates directly to the matrix diag(A j,) and

Pim €RE & 0, 0jm(x,y) € Ly()F

@y eRE & @y - wjn(x,y) € La(Q)F.

For each of the matrices A j,, there exists a singular system, i.e., vectors v , €

CEL, Ujmn € CX, and numbers Ojmun-n=1,...,7jm <min{L, K} that satisfy
rjm
Ajmq)jm = Zajm,n (vjm,na <I)jm>ujm,n (23)
n=1
(Ujm,l’ Ujm,n) = S, (ujm,l, ujm,n) =8
Ojm,1 = - = Ojmrj, > 0.

Here, r j, is the rank of the matrix A ;;,, and the ajzm’ , are the positive eigenvalues

H

of the matrices A j.fmA jmand Aj;, A im> respectively. We obtain

Proposition 5 The operator A admits a singular value type decomposition
rjm
Ad = Z <Z ajm,n<vjm,n7 q’jm)”jm,n) Wijm (24)
Jj.meZ \n=1

and the sequence {Gjm : j,m € Z,n =1, ...,rjn} are the singular values of A.
Further on,

Tim
<M' s 7‘p' >
Alp= 3 (Z Iy i | @jom 25)
j.meZ \n=1 Ojm.n
and
N(A)YE = span{vjmp - @jm | jom € Z, 1 <n <rj}. (26)

If the vectors ﬁjm,n eClL1<n<L- Tk, are a basis OfN(Ajm), then the
nullspace of A is given as

N(A) = span{bjmnwjm | j,m € Z, 1 <n < L —rj}. 27

For a proof we refer to [18, pp. 844].
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Proposition 5 links the nullspace of the operator A to the nullspaces of the
matrices Aj,. Specifically, each rank deficient matrix Aj, contributes to the
nullspace of A. Please note that the matrices A j;, are closely related to the matrices
F (s) defined in (10). Specifically, replacing in F(s) in each matrix element s by
(j, m) and 27 by % gives the matrix A j,. In particular, A j,, also is a Vandermonde
matrix, and Proposition 1 holds accordingly for A, if s is replaced by (j, m) and
the right hand side of (28) is replaced by n - %. Additionally, (28) immediately
yields that all matrices A j;, are rank deficient if v; = v,, for some m # [, i.e., if at
least two of the layers move with the same speed and direction. We also conclude
from Proposition 1 that the matrix Agg has always rank 1, i.e., constant functions
on the layers cannot be reconstructed. Figure 7, plotting the rank of the A j;,,, shows
that A has a nontrivial nullspace in the considered setting. In such a case, it is only
possible to reconstruct the atmosphere in a least squares sense. Please note that this
is not in contradiction to Proposition 3, as we are now in a periodic setting. We
summarize these results in

Proposition 6 Assume that forl,m =1, ---, L andl 5 m holds v; # Vy,.

(1) The matrix Aoy has rank 1.
(2) Assume that for (j, m) # (0, 0) holds for alln € Z

2R

Ar (28)

Vi = Vm, (j,m)) #n -

Then the columns of Ay, are linearly independent if L < K + 1 and linearly
dependent if L > K + 1.

If vi = vy, holds for some | # m, then all matrices A j, are rank deficient.

3 Numerical Realization

3.1 Algorithm

In this paper we are only concerned with the reconstruction of the atmosphere,
and neglect the reconstruction of the wavefronts from sensor data as well as the
computation of the commands for the deformable mirrors.

We assume therefore that the wavefronts ¢ for times f#g,f9 — 1A7,ty —
2AT, - ,to0 — KA7 are given. The reconstruction algorithm is based on the
Fourier coefficients gol?m of the wavefront (19) and its shifted versions, solving the
subsystems (21) and computing the atmosphere via (18). We recall the definition of
the matrices A j,, € RKTIL ag

(Ajmks =2R - 0jm(j vk Ar, m vPkAT) (29)
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Clearly, the (A ;) can be computed in advance for each j, m € {—Np, --- , No—1}
where Ny is a cut-off index for the Fourier series. As mentioned above, the
reconstruction process reduces to the solution of a sequence of small matrix vector
systems, which can be done efficiently with standard solvers. For our numerical
tests, we used either the generalized inverse of A j,, or the conjugate gradient method
to compute a solution of each equation (21). Please note that whenever a matrix
A, 1s rank deficient, there is no hope to recover the original solution. Instead, we
compute a least squares solution.

Algorithm 1 Reconstruction algorithm for the atmosphere ® at time #

Choose cut-off index Ny
Precompute A j,, for j,m € {—Np,---, No — 1}
Compute (p]?m and cut off according to j, m € {—Ng, ---, No — 1}
for j,m = —Ny...No— 1do
D\ = solve(Ajm, ©jm)

end for
No
Compute ® = Y @), wjn.
jim==No

3.2 Test Setting

For our test computations we used the in-house developed software package MOST
to create an atmosphere, which produces a realistic atmosphere using a viable C,f
profile modeling the strength of turbulence. For a first reconstruction, we use a 3-
layers atmosphere, see Table 1 for specifications. The telescope models the ELT of
the European Southern Observatory with radius R = 21m, whereas the atmosphere
is created on the square [—23.5; 23.5)2.

Proposition 3 suggests that we need at least K = L + 1 wavefronts as input
in order to reconstruct L layers. Thus we have chosen K = 4, i.e. 5 time steps of
length A7 = 0.002 s as input data. The wavefronts ¢y, i.e., the data, are computed
by summation of the shifted atmosphere layers at time (t — kA7), k =0, --- , K,
on the larger area. The quality of the reconstructed atmosphere will be estimated on
[—21; 21]%. Thus we avoid errors at the edges that arise from the periodic boundary

Table 1 Characteristics of the turbulent layers of the simulated 3-layers atmosphere. The an
profile is a measure characterizing the amount of turbulence located on a specific layer

Height Speed Direction (x, y) C2-profile
1-Layer Om 40 m/s (—1,0) 50%
2-Layer 8000 m 15 m/s (1,—1) 25%

3-Layer 12,000 m 30 m/s (1,0) 25%



Tomographic Reconstruction for Single Conjugate Adaptive Optics 319

%1078 layer 2
3 15
100
2 * 1
200
1 300 0.5
0
o 400
500 @' 0.5
o 600 »
- 700 15
800 ’
x1078
x107¢
15
. 2
200 | 1
; 05
400 0
0
-0.5
600
= »
800 -2 -15
200 400 600 800 200 400 600 800 %106 200 400 600 800

Fig. 6 Reconstruction of the 3-layers atmosphere from exact data: the upper row shows the
original layer function, the lower row shows the reconstructed layer functions

conditions of wavefronts and layers. The cut-off index for the Fourier series for all
test cases was chosen as Ny = 80, which also resembles the physical fact that the
currently available wavefront sensors cannot resolve higher frequencies.

3.3 Reconstruction of a 3-Layers Atmosphere from Exact Data

As a proof of concept we only aim at the reconstruction of the 3-layers atmosphere
from undisturbed data ¢, - - - , ¢4 according to Algorithm 1. Figure 6 displays
the reconstructed atmosphere as well as the original atmosphere. A first visual
inspection suggests a good reconstruction quality. However, please note that there
is an almost constant offset between the two reconstructions. The relative errors
between the original layers ®® and the reconstructed layers @r(le)c on [—21; 217>
are (8.8%, 2.1%, 12.9%) for I = 1,2, 3, which is large given that we used exact
data. Again, the errors are largely due to the offset. A close inspection shows that
all the errors are created at indices (j, m) where the matrix A j,, is rank deficient:
in these cases, the method computes solutions that are perpendicular to N (A ),
a property that is in general not shared by the coefficients from the underlying
original atmosphere. Figure 7 displays the coefficients where A j;, is (numerically)
rank deficient.

To verify that the reconstruction of all the coefficients which are related to
matrices A j,, with full rank is correct we compared the reconstruction quality only
on the related set of Fourier coefficients: If we drop all coefficients (j, m) where
A is rank deficient both in the original and the reconstructed layers, we obtain
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Fig. 7 Plot of the rank of the matrices A, vs indices (j, m). Yellow shows full rank (3), other
colors indicate rank deficiencies of the associated matrix
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Fig. 8 Three-layers atmosphere from exact data restricted to Fourier coefficients for full rank
A jin: The upper row shows the restricted original layer function, the lower row shows the restricted
reconstructed layer functions

a perfect reconstruction, see Fig. 8. In this case, the relative error between original
and reconstructed atmosphere is & 1072% and thus within the numerical accuracy.
This confirms that our proposed method is able to reconstruct a solution to the
atmospheric tomography problem at least on N'(A)*.
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4 Summary and Future Work

In the previous sections we have developed and analyzed a method that recon-
structs the turbulence in the atmosphere above an earthbound telescope based on
measurements of incoming wavefronts at different time steps from a Natural Guide
Star. The underlying mathematical problem has been analyzed and a reconstruction
method has been developed. In future work, several important questions have to
be answered: First, appropriate regularization strategies for the inversion of our
tomography operator have to be developed. An option is, e.g., to regularize each
subsystem with matrix A j,, separately. In a second step, the reconstructions have to
be carried out using wavefront sensor measurements instead of wavefronts. Finally,
the whole algorithm has to be included into a more realistic simulation environment
like OCTOPUS from ESO in order to quantify the gain in imaging quality.
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Abstract Single molecule localization microscopy is a recently developed super-
resolution imaging technique to visualize structural properties of single cells. The
basic principle consists in chemically attaching fluorescent dyes to the molecules,
which after excitation with a strong laser may emit light. To achieve superresolution,
signals of individual fluorophores are separated in time. In this paper we follow
the physical and chemical literature and derive mathematical models describing the
propagation of light emitted from dyes in single molecule localization microscopy
experiments via Maxwell’s equations. This forms the basis of formulating inverse
problems related to single molecule localization microscopy. We also show that the
current status of reconstruction methods is a simplification of more general inverse
problems for Maxwell’s equations as discussed here.
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1 Introduction

The structure and organization of proteins in cells relate directly to their biological
function. Many proteins associate with each other and form functional supramolec-
ular arrangements known as oligomers. Protein oligomers appear in a wide range of
crucial biological processes, such as signal transduction, ion transport or immune
reactions. The accurate characterization of the supramolecular organization of pro-
teins, including oligomer stoichiometry and its spatial distribution, is fundamental
to fully understand these biological processes.

Several tools address the study of the structure of small biological units,
most popular ones being x-ray crystallography and, most recently, cryo-electron
microscopy, which have been used to characterize the structure of individual
isolated proteins with a high level of detail [27, 31]. However, currently these tools
cannot be applied for studying quaternary protein assemblies in their native cellular
environment, due to a lack in chemical contrast: it is impossible to single out the
molecular structures of interest within the plethora of other molecular species. A
solution is provided by fluorescence microscopy, where a single protein species is
addressed by specific fluorescence labelling directly in the cell. While fluorescence
microscopy allows for imaging these labelled structures at a high signal to noise
ratio, its resolution is limited to around 200nm due to the diffraction of light.
This prohibits a characterization of oligomeric arrangements with conventional light
microscopy, since these structures are smaller than the resolution limit. In summary,
the current life sciences are limited by a resolution gap, the upper limit of which
is set by the diffraction limit of fluorescence microscopy, the lower limit by the
difficulty to interpret crystallography experiments of oligomeric protein complexes.

In principle, the arrival of superresolution microscopy techniques allows to over-
come this gap. Virtually all superresolution techniques are based on fluorescence
microscopy, and as such have to overcome or circumvent the problem of optical
diffraction. A fluorescent label emits light that is imaged by the microscopy system
as a blurry dot. This dot of diffracted light is known as the point spread function
(PSF). Its size d (the diameter of the essential support of the PSF) is determined
by the light wavelength A and by the numerical aperture (NA) of the objective. The
angle Omax is one half of the angular aperture (A). Neglecting lens aberrations, it
can be described analytically by an Airy function, where the distance between the
maximum and its first minimum is given by (see Eq. (96))

A
© 2nsin(@ma)  2NA

with n the refractive index of the medium. (D)

The size of the PSF determines the limit of resolution of conventional light
microscopy. It was first described by Abbe [1], and it is known as Abbe’s limit
of diffraction: If two fluorescent labels are closer than the distance d, their
PSFs overlap, and they cannot be distinguished from each other. For fluorescence
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Fig. 1 Illustration of the limit of light diffraction. (a) Crystallographic structure of the human NPC
(pdb: 5A9Q) [34] viewed with NGL viewer [28]. (b) Simplification of the NPC structure showing
its eight symmetric units. (¢) Representation of an ideal, diffraction-limited image of the structure

in (b)

microscopy, with wavelengths in the visible spectrum and objectives with numerical
apertures generally lower than 1.3, this resolution limit is in the order of 200 nm.

For oligomeric protein structures, the distance between their subunits is typically
in the range of a few nanometers, far smaller than the diffraction limit. The signals
from the individual subunits overlap, and cannot be resolved by conventional light
microscopy. A prominent example for such a structure is the nuclear pore complex
(NPC), which is a large protein complex located in the nuclear membrane of
eukaryotic cells. Its structure is well characterized through electron microscopy
[34]. NPCs are composed of around 30 proteins arranged in an 8-fold symmetry
forming a pore that regulates the transport across the nuclear membrane. The overall
size ranges approximately between 80 to 120 nm depending on the species [22]. As
we see in Fig. 1, even if only one protein in each symmetrical subunit is labelled,
diffraction leads to one blurry dot as the image of the complex, where we can neither
identify the number of subunits nor their spatial arrangement.

Great efforts have been made to overcome this barrier, but it was not until
the advent of superresolution microscopy that images with a resolution below the
diffraction limit could be obtained. As a key asset, superresolution microscopy tech-
niques circumvent Abbe’s limit of diffraction by utilizing photophysical properties
of the fluorescent labels: they keep adjacent molecules at different fluorescence
states, making it possible to differentiate them from each other. This is achieved
using different techniques that can be combined into two general approaches:

1. Techniques that use patterned illumination to control the fluorescence state of the
labels, selecting which of them emit at a given moment. This approach includes,
among others, Stimulated Emission Depletion (STED) [23, 24, 35], Reversible
Saturable Optical Fluorescence Transitions (RESOLFT) [18], Minimal Photon
Fluxes (MINFLUX) [4] or Saturated Structured Illumination Microscopy (SSIM)
[16] methods.

2. Techniques that use properties of the fluorescent labels to stochastically switch
their fluorescent state, so that neighbouring labels do not emit at the same
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time. These techniques are commonly termed Single Molecule Localization
Microscopy (SMLM) and include, among others, Stochastic Optical Recon-
struction Microscopy (STORM) [29], Photoactivated Localization Microscopy
(PALM) [6], and DNA- Points Accumulation for Imaging in Nanoscale Topog-
raphy (DNA-PAINT) [21]. In SMLM, the signals of the individual fluorophores
are sequentially localized and used to reconstruct an image with subdiffraction
resolution.

In this work, we focus on SMLM techniques, where the working principle is
described in Sect. 2. The objective of this paper is to derive mathematical models
of light propagation through the imaging device and to formulate associated inverse
problems. This sets the base for the formulation of the inverse problems of SMLM,
which concerns the localization of the fluorescent labels with high localization
precision and the reliable reconstruction of the imaged structures. We show that the
currently used imaging workflow in SMLM can be viewed as solving an inverse
problem for Maxwell’s equations (see Sect.7). The inverse problem of SMLM
has been previously investigated. In [9], a model for light propagation based on
Maxwell’s equations is proposed and used to localize the positions and strengths of
fluorescent dipoles. The model also accounts for the effects of the detection optics
and employed a maximum likelihood reconstruction method. The inverse scattering
problem with internal sources was investigated in [13], as a means of achieving sub
wavelength resolution in SMLM. A local inversion formula was derived and the
inverse problem was shown to be well-posed.

2 Single Molecule Localization Microscopy (SMLM)

Principle of SMILM

An SMLM experiment starts with the labelling of the proteins of interest with a
fluorophore. There are different strategies for labelling, depending on the type of
fluorescent probe, the molecule of interest, and its location in the cell. It should be
taken into account that no labelling strategy is perfect, and labelling efficiency will
likely be below 100%. In addition, the size of the probe or of the attachment of
the linker molecule, in the cases were an intermediate is necessary, can affect the
accuracy of the measurement. The influence of these aspects will be addressed in
later sections in more detail.

During an SMLM measurement, the experimental conditions are tuned such
that most of the fluorophores are in their dark state, and in each frame, a small
subset of them is stochastically activated. The active fluorophores are sufficiently
isolated from each other so that their PSFs do not overlap. After some time
these fluorophores switch to a dark state, and a new subset of fluorophores is
stochastically activated. This is repeated thousands of times, to ensure the collection
of signals from enough fluorophores. We can see a scheme of an ideal experiment
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Diffraction limited Recording of SMLM frames Reconstructed image

u unu N
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Time

Fig. 2 Scheme of an ideal SMLM experiment. In a classical diffraction-limited image, all the
fluorophores are active, and the structure underneath—in this example an NPC—is unresolvable.
In contrast, in an SMLM experiment only a sparse subset of fluorophores is active per image. In the
first frame (+ = 1) of this exemplary SMLM movie, only one fluorophore is active, while the others
remain in their dark state. The PSF of this fluorophore, can be fitted mathematically, which yields
the fluorophore localization. In ¢t = 2, the first fluorophore returns to its dark state, and another
fluorophore is activated and can now be localized. This is repeated until all fluorophores have been
localized. All localizations are collected in a final reconstructed image, which corresponds to the
structure shown in Fig. 1b

in Fig.2. The necessity for sparse labels per image and for enough localizations
to reconstruct the structure results in movies with tens of thousands of frames.
After data collection, all signals in all frames are fitted individually to obtain the
coordinates of the fluorescent probes. All localizations are then collected and used
to reconstruct a superresolution image.

The fluorophores used in SMLM are able to spontaneously change their fluo-
rescence state. This property is commonly known as photoswitching or blinking.
One dark-bright-dark cycle is usually called a blink. Photoswitching mechanisms
are different for different kinds of probes and can be the result of conformational
changes in the dye molecule, chemical changes, or binding events. Typically, a
combination of light illumination and the choice of special chemical conditions is
used for deactivation, i.e. the transitions to a long-lived dark state. The activation,
i.e. the transition back from this state, is usually light-induced, although other
phenomena may apply (for example, binding events in the case of DNA-PAINT
microscopy). An extensive review of available SMLM fluorophores and their
properties can be found in [26].

In an ideal experiment, each fluorophore undergoes exactly one blink, in which
it emits a high number of photons, and it remains in a dark state for the rest of the
measurement. Commonly, however, fluorophores undergo multiple blinking events,
or remain inactive during the whole imaging procedure. These non-ideal behaviours
directly influence the quality of the final image, and they should be considered when
analysing the data, as will be detailed in the next sections. The emission behaviour
of a fluorescent label, and therefore the quality of the collected data, will depend
largely on the kind of fluorophore used, the labelling strategy followed, and the
environmental conditions of the fluorophore [25].
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Fitting of Localizations

In an SMLM experiment, thousands of individual frames are recorded. Obtaining
the final image requires post-processing of the recorded raw data. All blinking
events are analyzed and the positions of the molecules are determined by fitting
their signals. A variety of algorithms and software packages exist that can be
applied to analyze the data [30]. Often, a Gaussian function is fitted to the detected
intensity data using a maximum likelihood or least squares method. The coordinates
of the center of the Gaussian peak are then taken as the position of the molecule.
Finally, the localizations obtained from all recorded frames are combined to yield
the reconstructed image.

Localization Error and Bias

The achievable resolution in SMLM depends on how well the position of a molecule
can be estimated by fitting its PSF. The fitting procedure is influenced by various
factors of signal quality, including brightness, background noise and the pixel size
of the detector. The error in the estimation of the molecule position follows a normal
distribution. Its standard deviation is referred to as localization precision ojoc. The
mean of the error distribution is the localization accuracy tjoc. In the optimal case, it
holds that p;,c = 0, i.e. the estimation is unbiased. However, in practice a bias in the
localization procedure may be present, e.g. due to distortions of the PSF. A bias may
also arise from the labeling procedure. The size of some labels itself can be rather
large, which displaces the position of the fluorophore from the actual molecule of
interest by up to tens of nanometers. Various formulas for the estimation of the
localization precision oy, have been proposed in the literature [10]. The theoretical
limit for the best achievable localization precision is given by the Cramér-Rao lower
bound (CRLB), which is critically dependent on the collected number of photons
[32].

Blinking and Overcounting

In SMLM, fluorophores switch between a fluorescent on-state and a non-fluorescent
off-state. The transitions between the two states occur stochastically. Ideally, each
fluorophore is detected exactly once during the whole imaging procedure, i.e. it is
in the on-state in exactly one frame.

However, this is unlikely in a real experimental situation. Due to the stochastic
nature of transitions between the states, fluorescent dyes can stay in the on-
state for several consecutive frames and, moreover, repeatedly switch between the
on- and the off-state. Thus, a single molecule may be detected multiple times.
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ON

OFF

time [frames]

Fig. 3 Exemplary time trace for a fluorophore. The fluorophore can switch between a dark off-
state and a bright on-state. Indicated are the on- and off-time (ton, foff), representing the number
of consecutive frames the molecule is in its bright or dark state, respectively, and the number of
detections N

However, the position coordinates assigned to each detection slightly differ due
to localization errors. Hence, it is not possible to distinguish whether localizations
belong to one blinking molecule or to different molecules. Overcounting of single
protein molecules may also occur as a consequence of non-stoichiometric labeling:
Depending on the labeling procedure, a single molecule of interest does not
necessarily carry one fluorescent dye only, but may be linked to multiple dyes.

The problem of overcounting is depicted in Fig. 5. Here, individual molecules of
the NPC are assumed to be detected multiple times during the imaging procedure,
leading to a misrepresentation of the actual structure.

Blinking statistics can be determined experimentally by labeling at sufficiently
low concentrations of the dye, so that localizations from individual molecules of
interest can be well separated. Analysis of the acquired localization data allows to
determine statistics for the number of detections of individual molecules of interest,
the duration of emission bursts (#,,) and the duration of dark times (¢of). In Fig. 3, a
schematic of a time trace of occupied states for an individual molecule is shown. An
exemplary result for the blinking statistics of a fluorescent dye is depicted in Fig. 4.

A simple approach to account for multiple detections of the same molecule is to
merge localizations that occur in close spatial and temporal proximity [2]. However,
the results of this method highly depend on the chosen thresholds. Moreover, it
cannot account for long-lived dark states. Other post-processing algorithms rely
on experimentally derived blinking statistics in order to correct for overcounting.
However, care must be taken here, because photophysics of fluorophores, in
particular blinking, depends on the local environment of the dye and may likely vary
under different experimental conditions [25]. An overview over different methods
for correcting overcounting artifacts is given in [5].
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Fig. 4 Experimentally derived blinking statistics for Alexa Fluor 647, a commonly used fluo-
rophore for SMLM. Shown are histograms for the number of detections N of a single fluorophore
(a), the on-time 7oy, (b), and the off-time 7y (¢)

Forward Simulation of SMLM Localization Maps

In the following, we describe the main steps in the simulation of localization maps
obtained by a 2D SMLM experiment. Figure 5 shows simulation results of the
spatial arrangement for the example of NPCs.

The actual question of interest is the structural arrangement of molecules in a
cell membrane. The first step in the simulation is therefore to spread the position
of molecules on the region of interest according to the desired distribution. For
example, the molecules can be spread randomly, in clusters, or as oligomers of a
certain shape. The assigned positions represent ground truth.

As a second step, the simulated molecules are fluorescently labeled. In real
experimental conditions, not all molecules of interest are detected: some proteins
are not bound to a dye, or the dye is never detected during the imaging time. In
the simulations this is accounted for by adjusting the mean labeling efficiency,
a parameter in the interval [0, 1] that determines the mean fraction of molecules
observed in the experiment. Labeled molecules are selected randomly from all
simulated molecules according to the chosen distribution.
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a Molecules b Labels c Localizations

Fig. 5 Simulation of a SMLM experiment for the nuclear pore complex (NPC). (a) True spatial
arrangement of molecules. The distance between two neighboring molecules of the NPC was set
to 40 nm. The molecules are labeled with fluorescent probes. (b) with a labeling efficiency of 80%.
The SMLM experiment was simulated with a localization precision of o}, =5 nm, and the blinking
statistics from Fig. 4. (¢) Obtained localization map. Due to overcounting and the finite localization
precision, individual molecules are observed multiple times

Next, overcounting has to be included in the simulation. As described above,
a protein molecule can be detected multiple times during the whole imaging
procedure. To account for this in the simulations, the number of detections of each
molecule of interest, the frame of its first appearance and the duration of on- and off-
times are included. For each labeled molecule, these variables are drawn randomly
either from experimentally acquired blinking statistics or from specified theoretical
distributions. This allows to assign to each molecule a list of those frames, in which
it is detected.

The last step in the simulation is to account for measurement errors. For each
detection of a molecule, its true simulated position is displaced by adding a
localization error, which is drawn randomly from a normal distribution. The mean
and the standard deviation of the error distribution correspond to the localization
accuracy and localization precision, respectively. Ideally, the mean value is zero,
i.e. the localization is accurate. However, inaccuracy may occur, e.g. due to certain
properties of the labeling procedure [10]. Localization precision depends mainly
on the collected number of photons and background noise. Typical values that are
achieved in SMLM experiments are commonly around 10 nm, but precisions of 1 nm
have been claimed.

The final result of the simulation is the localization map, i.e. a list of localization
coordinates with the according frame numbers of detection. An exemplary simulated
localization map for the NPC is shown in Fig. 5. The obtained localizations are the
basis for further analysis.

In the next section we model the experiment mathematically. In order to do so
we summarize essential notation first in Table 1.
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Table 1 Physical parameters used in the paper and dimensions

M. Lopez-Martinez et al.

Symbol Description Reference| Relations Units
do Maximum thickness of lens m
d Thickness of lens (function | Fig. 8 m
of height)
£y, Focal length of the tube lens| Fig. 8 m
fobg Focal length of the objective| Fig. 8 m
A Wavelength Eq. (1) m
n=1 Refractive index in vacuum | Eq. (1) —
ny Refractive index of lens Eq. (88) —
d Resolution limit Eq. (1) m
NA Numerical aperture Eq.(1) d= ﬁ -
Omax € [0, /2) Angle of aperture Eq. (1) NA = n sin(@max) —
€ Electric permittivity (vac.) | Eq.(12) F/m
o Magnetic permeability Eq.(13) H/m Henries per m
(vac.)
1) Wave frequency Hz=1/s
c Light speed (vac.) Eq.(22) m/s
K, Kg Wave number Eq.(22) |k = (9 = 27” 1/m
X Susceptibility Eq.(21) -
v Dipole Eq. (36)
v,, U Dipole components Eq. (58)

3 Mathematical Prerequisites

In what follows we summarize some basic mathematical framework:

3.1 Distributions

In order to define distributions (generalized functions) we need to introduce
appropriate function spaces first:

Definition 1 The Schwartz-space of functions from R” to C is defined as

SR"; C) := {q‘) € C*M"; C): foralle, B € Ny, ¢lly 4 =

sup |x"‘8ﬁ¢(x)| < oo}.
xeR”

2)

Accordingly the Schwartz-space of vector valued functions is defined by

SR C") :={® e C*R"; C"): d; e SR"; C),i =1,...,m}. 3)
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The space of linear functionals 7 : S(R"; C™) — C for which there exist k, [ € INg
and some C > 0 such that for all ® € S(R"; C") the following inequality holds

m
(T, @) :=IT® <C> > [Pllap )
i=1 |a|<k,|Bl<l
is called space of tempered distributions and is denoted by S’ (R"; C™).

Definition 2 (Causal Distribution) A tempered distribution 7' € S R" 'xR; C)
is called causal if its support in time is included in [0, 4-00). That is T is causal if
and only if for all test functions ¢ € S(R x R”~!; C) which satisfy

¢(x,1)=0forallz >0, x e R",
we have
(T, ¢) = 0.

For causal distributions, the quantity | (T, ¢) | can be estimated as follows.

Lemmal LetT e S/(IR"_1 x R; C) be causal. Then, there exists a constant C > 0
(which depends only on 1) such that for all test functions ¢ € S(R"~! x R; C) the
following estimate holds:

KT,¢) < C sup sup [(x,)*3Pp(x,1)]. &)
loe|<k,|BI<] t=—1
xeR"~!

Proof Let x be a C*°(R; R) cut-off function, that satisfies »(z) = 1 for ¢ > 0 and
x%(t) = 0 for r < —1. Then, for all test functions ¢ € S(]R”’1 x R; C), we define
Y = x¢. Fort > 0, we have Y — ¢ = 0, which means, since T is causal, that
(T, — ¢) = 0, or in other words,

(T,¢) =(T, ). (6)

Now,~ let us use the definition of tempered distribution for 7': there exist k,/ € Ny
and C > 0 such that

(T, ¢) | <C  sup sup  |(x, %3Py (x, 1)]. (7)
la| <k, IBISI (x,t)eR"™ 1 xR

Now, the function v has support in R ! x [—1, +00), which means that the last
inequality can be rewritten as

(T, ¥)| <C  sup sup I(x, 0Py (x, 1)].
loe| <k, IBISE (x,1)eR" ! x[—1,4-00)
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Finally, denoting 8 = (B, Bx,, - » Bx,_,)» One can expand

B
Py =3 (?)’f“)(r)a(ﬂf"ﬁﬂ""’ﬁx:l—l)cp(x, .
i=0

Since the function x is fixed (independent of ¢), the quantity

C; = supsup [x (1)]
i<l teR

is finite and independent of ¢ and we have

198y (x, 0l < 2'C lslllplw%(x ol
/S <

and we can finally conclude, taking the supremum on ¢ > —1, that
sup sup |, D8Py (x, 1)
lee| <k, IBIST (x,1)eR" 1 x[—1,400)

<2'c; sup sup I(x, )*Pp(x, 1)].
le| <k, IBISI (x,1)eR 1 x[—1,400)

Since i has a support included in [—1, +00), one can in the left-hand side of the
inequality take the supremum over ¢ € R. Plugging this inequality into Eq. (7) and
recalling Eq. (6), we get Eq. (5). |

We need to notationally differ between §-distributions in different dimensions:

Definition 3 (5-Distributions) § : R3> — R denotes the three-dimensional §-
distribution. § : R — R denotes the one-dimensional 8-distribution. For ro € R,
Sm : R — R is defined by S,O (r) =8(r —rg) forallr € R.§ : R — R denotes
the derivative of the one-dimensional §-distribution.

3.2 Fourier- and k-Transform

The most important mathematical tool in this paper is the Fourier-transform:

Definition 4 (Temporal Fourler-Transform) Let T € S(R x R* L, C). We
define its Fourier-transform T by its action on a test function ¢ € S(R x R"~!, €)

(7.):=(.9) (8)

where
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o) i= —— e (€) de.

As defined, the operator 7 +> T is well defined and continuous from S’ (R x
R"~!, €) into itself [15] with inverse 7+ T with for all test functions ¢,

<T, ¢>> = (T, )

where

b(£) = f e (1) dr
=—00

1
V2 Ji=
is the Fourier-transform on the Schwartz space (it coincides with the one given in
Eq. (8)).

The Fourier-transform in spatial variables is called the k-transform:

r k1
Definition 5 (k-Transform) Letr= | r, | €e R?,andk = | k, | € R3.
3 k3
ky
e For i e {1,2,3}, let us denote k® = 122 € R3, where kj =
k3

AT forj e 1,2.3).
ki ifj=i

The k-transform of the Fourier-transform of V : R® — €3 in direction x;, 1S
defined by

FIVIRD) = \/%_n /R kY (1) drs.

e Fori,ie{l,2,3}, let KG-) = k| € ]R3,wherelzj= Ti lf];él and.];fz ,
ki if j=iorj=i

for j € {1, 2, 3}.

The k-transform of the Fourier-transform of V : R® — C? in direction (x;, x;)

is defined by

. 1 .
FVIEKED) = — / / etk (1) dridr .
2 RJR




336 M. Lopez-Martinez et al.

 The k-transform of the Fourier-transform of V : R3 — €2 in all three directions
is defined by

1 .
FIVI(K) := F1[F2F3[VIII(K) = . / e KTV (r)dr.
@Qn)? Jr?

Remark 1 From Definition 3 it follows that for r® € R3 fixed

Fr — 8 —r)](k) = %e*i‘“". 9)

(2m)>

3.3 Coordinate Systems

ri

Definition 6 (Spherical Coordinates) Associatedtor = | r, | € R3 is the polar
r3

coordinate representation (r = |r|, 8, ¢) € [0, 00) x [0, ] x [0, 27) such that

sin(0) cos(¢)
r =r | sin(@) sin(ep) | . (10)
cos(0)

4 Mathematical Modeling of Light Propagation

We consider an optical single molecule localization microscopy experiment. There-
fore a mathematical modeling of the light propagation via Maxwell’s equations is
appropriate: We consider macroscopic Maxwell’s equations (in SI units), in order
to model the interaction of the incoming light with the sample. These equations
describe the time evolution of the electric field E : R?> x R — R and the magnetic
field B : R? x R — R? for a given charge density p : R? x R — R and an electric
current J : R? x R — R3:

Ve D(r; 1) = p(r, 1), re R’ s eR, (11a)
Ve B(r; 1) =0, reR’ s eR, (11b)
Vex E(r, 1) = —9,B(r; 1), reR’reR (11c)

Vex H(r; t) = 0,D(x; t) + J(x; 1), reIR3,t e R. (11d)
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Here
D=¢E+P (12)

denotes the electric displacement and
B-M (13)

denotes the effective magnetic field, related to the electric and magnetic polarization
fields P and M, respectively. All along this paper the differential operators Vi, Vy-,
Vi X, A are meant with respect to the variables r. More background on modeling of
electromagnetic wave propagation can be found in [20].

In the following we make a series of assumptions for simplifying Maxwell’s
equations:

4.1 Material Properties

Biological specimens as we are considering in single molecule localization
microscopy experiments can be assumed to be non-magnetizable:

Assumption (Non-Magnetizeable Medium) A medium is non-magnetizable if
M(r;7) =Oforallr € R s € R. (14)

O

Remark 2 In single molecule localization microscopy experiments, fluorescent
dyes are attached to molecules of interest and upon excitation of the probe with
a strong laser impulse they emit light. The mathematical modeling of this process is
omitted and we are considering only the influence on a macroscopic level, meaning
that charge density and currents are induced. A detailed mathematical modeling
of the chemical processes would require a modeling with microsopic Maxwell’s
equations, which is omitted here for the sake of simplicity. In a similar context
microscopic Maxwell’s equations have been considered in Optical Coherence
Imaging in [11].

On a macroscopic level, from Egs. (11a)—(11d) it follows from Assumption 4.1
that

dp;t)=— Ve J@; 1) forallr € R, 7 € R. (15)

Taking into account Assumption 4.1 and combining Eqgs.(11c) and (11d) we
obtain the vector Helmholtz equation for the electric field E:
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1
o J(r;t) forallr € R3,t ceR

1 1
Vix Vex E(r; 1) + 5 8, E(r; 1) = ———5 8, P(r;1) — —
c €oc €oc

(16)

where oo = 1/c2, with ¢ being the speed of light in vacuum.

Remark 3 1If the right-hand side of Eq. (16) vanishes then E describes the propaga-
tion of the electric field in vacuum. The right-hand side models the interaction of
light and matter and the effect of the external charges.

Equation (16) is understood in a distributional sense. That means that for every
® c S(R3; R?) and ¥ € S(R; R?), and with ® @ ¥ € S(R? x R; R3) denoting
the vector valued function consisting of componentwise multiplication,

1 1 1
(E, (Vix Vi x @) Q ¥) +<E, —2<I> ® 3,,\Il> = —<P, —2<I> ® 8,,\Il> —|—<J, —20 ® 8,\II>.
c €oc €oc

A7)

4.2 Linear Optics

In linear optics one assumes a linear relation between the electric polarization P and
the electric field E.

Assumption (Polarization Response Function in Linear Optics) P and E satisfy
the linear relation,

P(r;t) = ¢ /00 T(r;t, 0)E(r, 1)dr, (18)

T=—00

where (1; 1) — T(r;t,7) € R>*3 is a matrix valued function that averages the
electric field over time. 7" is called the (linear) polarization response function. For
fixed r the matrix valued function (r; t) € R — 7(r; ¢, 7) € R33 is supposed to
satisfy the following assumptions:

Causality No polarization is observed before the field is induced, i.e.
TJ(r;t,t)=0, forallt <T.

Time invariance means that (¢; ) — 7(r; ¢, 7) is just a function of t — t. That
is, we can write

Jr;t—1)=9(r;t,7), forallt,r e R.



Inverse Problems of Single Molecule Localization Microscopy 339

Here we use a slight abuse of notation and identify notationally the two functions
7 on the left-hand side and right-hand side.
0

Remark 4 Let Assumption 4.2 hold, then 7(r; t — ) =0 fort < t.

We now move on to the Fourier-Laplace domain. In order to do so we postulate
causality assumptions, which we assume to hold all along the remaining paper:

Assumption (Causality) The functions J, P, E (and thus in turn p, D, H) are
meaning that

J&;r) =P@;r) =E(@:;r) =0forall < 0,r € R>. (19)
O

Let Assumption 4.2 hold (in particular we assume that 7 is time invariant and
causal), and assume that J, P, E are causal, then from the Fourier convolution
theorem it follows that

P(r; 0) = eox (r; »)E(r; ), forallr e R?, w € R, (20)

where

o 3 ~
X (r; w) = / T(r; 1)e " Tdt =277 (r; ) € €33 forallr e R?, w € R,

T=—00
(2D
is called the linear electric dipolar susceptibility.
We denote the wave number by
1) €
k(w) := — and more general «; := k. (w) = forall e > 0. 22)
c

The application of the Fourier-transform to the vector Helmholtz Equation (16)
gives the following equation for the Fourier-transform E:R3 xR — C3 of the
electric field:

Vi X Vi X E(r W) — K (a))E(r w) = l/( (a))P(r w) — —J(r w), forallre ]R3, weR

and consequently by using Eq. (20) we get

Vex Vex B(r; o) — €2(@) I + x (r; 0)E(r; 0) = —ﬂz’j(r; w) forallre R weR,
€oC

(23)

where I € R3*3 is the identity matrix.
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4.3 Isotropic Media

Additional simplifications of Maxwell’s equations can be made when the medium
is assumed to be isotropic:

Assumption (Isotropic Medium) Let Assumptions 4.1 and 4.2 hold. The medium
is isotropic if the susceptibility is a multiple of the identity, that is it can be written
as x(r; )] € €33 with x(r; 1) € C. With a slight abuse of notation, we identify
the diagonal matrix and the diagonal entry. O

4.4 Homogeneous Material

We consider an isotropic, non magnetizable material with a linear polarization
response (that is, Assumptions 4.1, 4.2, and 4.3 are satisfied), which in addition is
homogeneous:

Assumption (Homogeneous Material) An isotropic, non magnetizable material
with a linear polarization response is homogeneous if y = 0. O

For a homogeneous material (that is x = 0) it follows from Eq. (23) that
iw ~ —~ 5 —~
— —2J(r; w) = Vex Vi x E(r; ) — k“(w)E(r; w). 24)
€0C

Thus, by using the vector identity
Vex Vex E = V, V- E — A(E,

we get from Eq. (24)
iw ~ -~ ~ e
— — I w) = Vi V- E(r; ) — AfE(r; ) — k7 (0)E(r; o). (25)
€ocC

Now, by using Eq. (12) and the assumption on homogeneity, x = 0, which together
with Eq. (20) implies that P = 0, we get

D = ¢oE + P = ¢E.
This, together with Eq. (25) shows that

~ 23w e) = — Vi Ve Do) - AR o) - C@Er o). (26)
€oc €0

Now, by using Eq. (11a) in Fourier domain we get from Eq. (26)
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— 25 w) = — Ve p(r o) - AR @) — @B o). 27
€oC €0

Finally, by using Eq. (15) in Fourier domain,
i0p = — Ve J(r; ) (28)

in Eq. (27) we get

——J(r w) = L Ve Ve J (15 0) — AE(r; 0) — 12 ()E(T; o).
E()C 1we(

In other words, we have for every r € R3,welR

ArE(r; o) + k7 (0)E(r; ) = P -+ = vr Ve ) J(r; )
(29)

iw ~ 1 ~
= —Jr )+ — Vi p(r; 0).
€oC €
For any t € R, a solution of the nonhomogeneous Eq. (29) is given by (see [33]):
Er;o)=tET(r;o)+ (1 —0)E ;o) forall reR’ weR, where

EX(r; 0) = [ G=r, r)( I 0+ — ! Vrp(r w))

(30
with Green’s functions:

eiuc(w)|r |

G, r)——- €1y

4 Ir — 1|

The physically meaningful solution is, as we motivate below, a convolution with
the retarded Green’s function QI: That is, the retarded solution of the Helmholtz
Equation (23) is given by Eq. (30) with t = 1 (see [33]):

B o) = / Gha, r)( 3o+ — ! V0 w)) (32)

Remark 5 With a slight abuse of notation we identify G with G,, and EZ with E,,,
since we are only interested in the retarded solutions.
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5 Attenuating Solution and Initial Conditions

Definition 7 (Attenuating and Causal Solution of Eq.(23)) Let ¢ > 0 and
Ke () = 22 as defined in Eq. (22).

e Then, we call Ea the approximate attenuating solution of Eq. (23) if it satisfies
the equation

Vex Vex Ee (1 @) — k2 (@) (1 + x(r; 0))Ee (1; ) = —

; W),

(33)

where non-attenuating solution and attenuating solution is related by Eq. (35).
e We call ES ac causal attenuating solution of Eq. (23) if E, (the inverse Fourier-
transform of Eg) is a causal distribution.

In the following we show that Eg approximates the retarded solution of the vector-
Helmbholtz Equation (32) in a distributional sense:

Theorem 1 For every ¢ > 0, letAﬁg be the solution of Eq.(33), the causal
attenuating wave equation, and let E be the retarded solution of Eq. (23), which
is given by Eq. (32), then

B, L E. (34)
e—0

Proof We define forallt € R, r € R?,
E.(r;t) = o, (1)E(r; ) where o, (¢) := e . (35)
Because E is causal, E; is a tempered distribution and since E is a solution of

Eq. (23), it follows that for all ¢ > 0, E, is a solution of Eq. (33) and in particular

S
it is also causal. We show that E, —0> E and because the Fourier transform (see

Eq. (8)) is a bounded operator on S'(R? x R; R?) (see [15, Theorem 5.17]), the
assertion, Eq. (34), then follows.

To prove that E, i> E, we need to show that for all ® € S(R? x R; R?),

(Es, ®) — (E, ®). Notlng that (E., ®) = (E, o, ®), we therefore need to show
that (E, ® — o, ®) — 0. Lemma 1 shows that, because E is causal, one can write

E,® — 0, ®)| < C sup sup |t%F(® —a,®)(t)].
a<k, Bl 1>—1

Now, note that for all 5 € INg and all ¢ € R,
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ﬂ .
of [ —Demn]=-dlomn)+ Y (’f)(—e)"e”af‘%p(t)
i=0

=@ — DI ®@) + A (H)e .

where A; is a polynomial (with coefficients uniformly bounded with ¢) in the
derivatives of @ up to the order 8 — 1. Since the derivatives of ® are Schwartz
functions, sup, > _; [t¥ A¢(t)] is then uniformly bounded in &, which implies

lim sup |*eAq(t)e | = 0.
8—)01/_1

Now, B(t) := 8,’5 ® is also a Schwartz function, which means that for every k € INg
there exists Cy such that sup, |(t5F2 + 1)B(t)| < Cg. It then follows that for all
t>—1,

[t — DB()|
tC{

B e — 1)
o ret2 4

e — )2+ 1)B(t) T

< Cqy sup
t>—1

)

where the last supremum converges to zero with ¢ — 0. Therefore we conclude that

tim sup [/ (€™ ~ D@@)| =0,

E—>Ol>7]

which means (E, ® — o, ®) — 0. |

5.1 Dipoles

The emission of fluorescent dyes will be modeled as dipoles.

Definition 8 (Emitting Dipole) An emitting dipole is a vector ¥ = (\111 2 lllg)T,
which is associated to a pointr¥ in space; |¥| is called charge intensity and \:Ill’_l

can be represented in spherical coordinates (6, ¢,,;) € S2. Both notations are used
synonymously and called the orientation of the emitting dipole. That is

vy || sin(6y,) cos(em)
V=W | =| ¥ sin@,)sin(g,) | . 36)
U3 || cos(6)



344 M. Lopez-Martinez et al.

0
The limiting density of a dipole at positionr¥ = | 0 | € R? is defined as a
!
generalized function in space
o . Sr‘l’—s%(r) - Srwﬂ‘%(l') s
o(r) .= || 11m+ forallr e R°. 37
s—0

2s

That is, in mathematical terms, the dipole charge is the directional derivative of a
three-dimensional §-distribution in direction —%. Moreover, we denote by

Jr; 0) == iw¥s —rY) (38)

the dipole current (which is frequency dependent).
In what follows we assume that the emitting dipole is a unit-vector (that is |¥| =
1), which simplifies the considerations and the notation.

Lemma2 LetJ and 0 be as defined in Egs. (38) and (37), respectively and satisfy
Eq. (28). Then

R(r; ) = lc—‘ji@; ®) + Vi B 0) (39)

satisfies

2
R(r; 0) = —gm Y
C
W18 (11)8(x2)8(x3) + W28’ (x)8 (x2)8 (x3) + W38 (x1)8 (x2)8 (x3)
— | W18 (x1)d" (x2)8(x3) + W28(x1)8" (x2)8 (x3) + W38 (x1)8" (x2)8"(x3) | ,
W18 (x1)8(x2)8" (x3) + W28(x1)8' (x2)8" (x3) + W38(x1)8(x2)8" (x3)
(40)
where (X, xg)T ;=1 —rY, wherer¥ denotes the dipole position.

Proof Taking into account that the three-dimensional §-distribution can be written
as

3 3
Svee® =] 8w ow, (1)) = [T8; —&"); s

j=1 j=1
we find

3 3
P 0)=—  W;(§eu)) (t) [ [$gv),(x)) = =Y wid' (=" [ [6x=")))

i=1 J#i i=1 i



Inverse Problems of Single Molecule Localization Microscopy 345

and we get
— Vr0(r; @)

W18 (1) (02)8(x3) + W28’ (x1)8 (x2)5 (x3) + W38 (x1)8(x2)8 (x3)
= | W1d"(x1)8' (x2)8(x3) + W28 (x1)8" (x2)8(x3) + W38 (x1)d' (x2)8' (x3)
W18 (x1)8(x2)8" (x3) + W2d(x1)8" (x2)8" (x3) 4+ W38(x1)8(x2)8" (x3)

(41)
On the other hand
—V - J(r: o) = —iwV - (¥ —1r?))
3
= i ) Wid' (e =) [[8(r =) ) = iwp(r),
i=1 j#i
and thus Eq. (28) is satisfied.
Moreover, using Eq. (41) in Eq. (28) gives Eq. (40). |

In the following we calculate the solution E of Eq. (30), similar as in [12].
The following lemma and its proof are based on [12].

Lemma3 LetEasin Eq. (32) be the retarded solution of Eq. (33) at fixed frequency
w. In what follows we omit therefore the dependency of w and write E(r) := E(r; w).
Moreover, let the medium be isotropic, non magnetizable, homogeneous and have
a linear polarization response (that is, x = 0).
As above we assume that a dipole W € R3 is located at positionr‘l' = (0,0, rg')T.
Moreover, for all ¢ > 0 let k¢ be as in Eq. (22) and we define for fixed k1, ka € R

q = 1irg+ qe where qp = as +1ib, := \[k2 — ki —k3 with b, >0 (42

E—>

(that is q¢ is the complex root with positive imaginary part). Let now r € R> be such
that r3 — r‘31’ > (0, then

. Y
iela 3 —r¥)

-~ 11 . ¥
B0 =77 [(kl,k» o Vaesdls =)+ =

(¥ x kq) x kq:| (r1, ),

43)
where k, = (k1, k2, q)T.

Proof Firstlet ¢ > 0, and we prove an identity of the form Eq. (43) for Eg. We note
that

FIVy x Ve xEe](K) = —(FIE:](k) x k) x k for all k € R>.

Thus from Eq. (23) with x = 0 it follows by applying the k-transform, and by using
Eqgs. (38), (22) and (9) that
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iw—¢ 2

o~ ~ ~ K LY
— (FIE1(K) x k) x k — k7 FIE (k) = ———FITe] (k) = ——We %5
€oc (2m)2¢€0
(44)
Elementary calculation rules for x provide that
(vxk)xk=(k-v)k— [k|?vforallv,k € R?, (45)
which, by application to v = T[Eg](k) and v = W, respectively, shows that
K[> FIE:1 (k) = —(FIE:] (k) x k) x k + (k - F[E,](k))k and )
K?W = —(¥ x k) x k+ (k- ¥)k.
Therefore, by multiplying Eq. (44) with |k|? and using Eq. (46), it follows that
(k2 — [K[)(FIE:1(K) x k) x k — k2 (k - FIE](k)k
2 . 47)
=5 ek (W x k) x k+ (k- W)k].
(2m)2e0

Since k and (v x k) x k are orthogonal, it follows from Eq. (47) that:

o1
(27)3 58_1k3rgl(q"k)k
)2
U1 iy 2
5 )3;e 33 (|k| \Il+(\lek)xk),
T)2
2 .
(K% — k2) (FIRI(K) x k) x k = —£—e 75 (0 x k) x k.
(2m)2¢€o

(FIE:](K) - Kk = —

Inserting these two identities into Eq. (46) and noting that since «, is not real, one
can divide by |k|? — /<£2, yields

—~ 1 . 2
K> FIE (k) = ——— —e k¥ <|k|2 W (¥ x k) x k4 ——— (¥ x k) x k)
(27)7 €0 IK|™ — kg
11 INK

- Lot (kw57 gk <k

3 2 2

(27)7 €0 k|* — «2

such that

7B 1) = ——— e i <w + w) |

(27)3 €0 lk|? — k2
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Therefore

B = —— L) [T;‘ [(\v + M) e"w?} <r3>] (1o 72).

()3 €0 k|? — «2

In order to prove Eq. (43) for Eg, it remains to show that

1 ¥ x k) x k . -
iri [k3 - <‘I'+ el Al 5P )Kz )e““’ﬂ (r3) = Wse38(r3 — 1Y)
T - Re

jeide (3 —r%)
T(‘I‘ X kqg) X kq§’

which is done by standard, but quite lengthy computations, which are presented in
Appendix 1.
Now, we consider ¢ — 0. Theorem 1 combined with the continuity of the inverse

Fourier transform ?Tzl in §'(R?, R?) which implies that

ielde (3 —r%)

&

—~ 11 1 N v .
E(r) = —Eaﬁz |:(k1, ky) — W3e3d(r3 — r3 ) -l-slg% (¥ x kqg) X k115:| (ry,r2).

To prove the assertion, we simply need to check that, in &’

jeide (3 —r%) jeia(r3=r%)
Iim ——— (¥ xk;, ) xk, = —— (¥ xk,) xk;.
50 qu ( qg) qe 2q ( q) q

These two quantities being LllOC functions, it is enough to show that the limit holds

in Llloc(]R x (R* x R)). The LllOC convergence is then obtained noticing that
i3 (W x k) x kg, — €97 (0 x k) x Ky —> 0
and that
1 1 k2 — Kk?

Qe 4 (2 —k3 — k) JkE— k2 — k3 + (k2 — kP — k3) K2 — k3 — k3
converges to zero in Lll0 .- Note that this would imply only a convergence in 2, but

the two functions are actually uniformly L* outside the compact set {kl2 + k% >
|2 + 1}, so the convergence holds in S as well. m|

Moreover, we make the assumption that the dipole can be rotating.
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Fig. 6 The axis of cone has Z
angular coordinates 6, and
¢m in the coordinate system.
A general orientation within
the cone has coordinates 6
and ¢ in the coordinate
system, and axial coordinate
B, and azimuthal coordinate n
with respect to the cone axis.
The outer limit of motion in
the cone is given by 8 = «a;,

>
=

Definition 9 (Rotating Dipole) The emitting dipole is considered wobbling uni-
formly distributed around the dipole orientation |$ = Om, ¢m) € S? in a cone of
semi-angle o, (see Fig. 6). Assuming a dipole- em1ss1on from an oscillating source
we get after averaging, a source represented as the indicator function

1

= —]lc ‘I’»zs m)? (48)
" C (W, )] e
where
CWp o) = [® € 81 [£OW,| <, 0= 7 = Wil (49)
Note that |C(¥,,, o) = %n|\llm|3tan2(ozm). Taking into account Egs. (38)

and (37) the according charge density and current of dye m are given by

~ . i~
Jn(r; o) =iwl,,, P 0) = — Vi Ju(r; ) and

. @ (50)
—~ 1w~ .
R, (r; o) = C—sz (r; ) + Vi o (1; ).



Inverse Problems of Single Molecule Localization Microscopy 349
6 The Forward Problem

In the following we present mathematical models describing the emission and
propagation of light caused by dyes, which are exposed to strong laser light
illumination. See Fig.7 for a schematic representation of the experiment. In
single molecule localization microscopy two-dimensional images are recorded after
exposing the probe subsequently to strong laser illuminations, such that the dyes
appear in dark (“off”’) and light (“on”) state. This allows to separate the fluorescent
emission of individual dyes in time, allowing for high resolution images. In order to
minimize the notational effort we consider recording of a single image frame first.
The mathematical model of consecutive recordings of multiple frames is analogous
and requires one additional parameter representing numbering of frames (a virtual
time).

In the following we state a series of assumptions, which are used throughout the
remainder of the paper:

Assumption (Medium, Monochromatic Source and Response) In the following
we assume that

e The incident light is a monochromatic plane wave of frequency wj,. and
orientation v.

* The medium is assumed to be isotropic, non magnetizable, homogeneous and has
a linear polarization response.

* Moreover, we assume that a dye can be modeled as an absorbing dipole V,,
which emits monochromatic waves of frequency @ # wj,. resulting in an
emitting dipole

U = (v Wy,)v. (51)
Indeed what we will measure is the electric field at frequency w, which is not

affected by the incident field at frequency wj,.. As a consequence we only have
to consider the electric field at the frequency w € R.

|

[ I e

Fig. 7 Illustration of the experiment: Biomolecular structures are placed on the glass surface at

position rgl’ < 0 and illuminated from the bottom. The glass plate has a thickness rgl’
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vy
* In what follows we assume that the considered dipole ¥ = | W, | is located
3
at position r¥ = (00 rg’)T with 7§ < 0. Unless stated otherwise r € R? with
r3 > 0. The sign assumptions on r3 and r‘31’ are in accordance with the experiment:
the object is assumed left of the lens system (see Fig. 8) and r is a point of the
measurement system.
e The dyes absorb light, which can result in fluoresence emission. We describe the
states of an absorbing dye with index m via a time indicator function: The on-off
indicator

L, €{0,1}, (52)

tells us whether the m-th dye is an emitting state or not.
O

The complete experimental setup of the optical experiment of single molecule
localization microscopy is represented in Fig. 8. For the mathematical modeling we
are considering the propagation of light at different locations of the optical system.
The dyes are considered at positions r¥» with r; " < 0 and the focal plane (which
contains the focal point of the objective) corresponds to the bottom of the glass plate,
which is not mathematically modeled, that is the focal plane is at position r3 = 0.
Note that in particular the dipole is not located at the focal plane, unless if r;I' " =0.
For the sake of simplicity of presentation we consider only a single dye, and leave
the subscript m whenever appropriate.

The mathematical modeling of the experimental setup follows [3], however it is
adapted to our notation:

* In Sect. 6.1 we describe the propagation of the electric field in the medium, that
is from the bottom of the cell (the assumption is that only molecules labeled with
a dye at the bottom of the cell emit light) up to the objective (see Fig.8). This
domain will be denoted by €2. Since the objective is far away from the molecule
(relative to the size of the molecule) the electric field can be approximated well
by its far field, which is calculated below. The three-dimensional k-transformed
coordinate system is denoted by k € R (see Sect. 6.1).

* In Sect. 6.2 we present in mathematical terms the propagation of the emitted light
when it passes through the objective; that is after passing through the medium.
In fact the light rays are aligned parallel by the objective in r3 direction. The
objective has a focal length f.p4 and it is positioned orthogonal to the 73 axis
with left distance to the focal plane (glass plate) r3° P3 fony (see Fig. 10).
Indeed the lens system is complicated and a detailed mathematical modeling is
not possible. A simplified model assumes that the objective is big compared to the
wavelength, such that the intensity law of Geometric Optics applies (see Fig.9
and [7]), and phase shifts due to the curvature of the lenses can be neglected.
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e In Sect. 6.3 we calculate the propagation of the light after passing through the
back focal plane of the objective, that is in between r? P and r3t Li (see Fig. 8),
from knowledge of the field at the plane with third coordinate r? P This is
achieved by solving the Helmholtz equation in air between the back focal plane
of the objective and the incident plane of the tube lens.

* We assume that the lens is a circular plano-convex tube lens with maximal
thickness dg. The thickness is described as a function d. Moreover, we assume
that the lens has a focal length £, and that its pupil function is given by
P, :R? > R,

1 for |x| <R

53
0 for |x| >R’ (53)

PL(x) = {

in the plane r3 = r§1 (see Fig. 8). The lens is assumed to be converging, such
that the paraxial approximation holds, that is we can assume that the wave vector
of the wave is almost aligned with the optical axis [14, Sec. 4.2.3]. The adequate
formulas are derived in Sect. 6.4.

* Finally the light is bundled to the image plane, which provides an image
described by coordinates X € RZ (see Sect. 6.5).

We summarize the different coordinate systems used below in a table:

Focal Plane Objective Back focal plane Tube Lens Image Plane
1 1 1
I : I
€p : l :
I I I
I I I
I I 1“
%\ .- N ] ) 1
! | |
p I I I
Z | I I
o i \
q 1| R |
,31; €3 P pr » ;1, 1t Lo e
4 l 1 i
: 1 1 1 1
Q I I I I
I I I I
ey | | | |
I I I I
I I I I
1 1 1 1
1 1 1 1
I I
I I I I
| | | |
-
) ) fobj ) . L )
subsection 6.1 subsection 6.2 subsection 6.3 subsection 6.4 subsection 6.5

Fig. 8 The plane of observation is defined as the plane containing the dipole W, the e3-axis, and
the path of a particular ray through the objective, the back focal plane and the tube lens (with focal
length fop5)
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Table 2 Some abbreviation used in Lemma 3 and its proof, as well as in Appendix 1 and 2

Position Coordinates Fourier

Medium r ¢ R? (n0,9) € | keR3
R, x §?

Back focal plane (BFP) xeR2 (p,p) e Ry x | ueR2 (£,v) € R4+ x [0, 2m)
[0, 27)

Tube Lens y € R?, (0,0) e Ry x | ve R2, (x,0) € R+ x [0, 2m)
[0, 27)

Image plane (IP) I xt € R? ur € R?

Between BFP and IP (x,r3) € R?

General notation ki2 = (k1, k)T € R%, k = (ki, ko, k3)T € R3

k; = ki, k2, 2)T € C, ki, ky e R

6.1 Far Field Approximation in the Medium

In this subsection we derive the far field approximation of the Fourier-transform of
the electric field, E, in the medium. The derivation expands [12].
First, we give the definition of the far field:

Definition 10 The far field Fw : S? — €3 of a function F : R? — €2 satisfies:
There exists C > 0 and a function C : [0, o0) — [0, c0) such that

lim [F(r,6,¢) = C(r)Fx(8,9) =0 with |rC(r)| < € forall r € [0, 00).
.
(54)

Lemma 4 Let the medium be isotropic, non magnetizable, homogeneous and have
a linear polarization response. We assume that the considered dipole ¥ is located

0 r

at position Y = | 0| with r‘31' < 0. Moreover, letxr = | ry | € R3 with r3 >
\}
13 r3

rg' ; The later assumption means that we are considering only light rays, which are
propagating into the lens system (see Fig. 8).
Then the far field of E in the medium is given by

oikry COS(Q)EOO(Q, @) = cos(0) (—\pr cos(f) + U3 sin(@))ep — Useg

(55)
~+ sin(0) <\Il,, cos(f) — W3 sin(9)>e3
and
2 iKr
cr) = dmey 1 (56)
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where W; = <\I' ej>, j = p,s,3 are the coefficients of W with respect to the
orthonormal basis

" T e, (57)

e, = (cos(e) sin(p) 0) e; := (—sin(g) cos(p) 0)

that is
¥ =WV,e, + Ve, + Vses. (58)

Proof Taking into account the assumption that r3 — rg' > 0, and by representing
the vector r € R as

r=rie;+r;3 (V O)T =r3 (v1 ) l)T , 59)

with a (non-unit) vector (v1 vz)T = v € R? in the plane spanned by e; and e, it
follows from Eq. (43) that

_ 11 , (aiq (r3—r¥)
Er) = T einvki le—(\ll x ky) x kg dki», (60)
8 €0 JKk;eR? q

where g and Kk, are as defined in Eq. (42). Note that in Eq.(60) ¢ = g(kj2) is
defined as in Eq. (115), and therefore the integral on the right-hand side is of the

. i1
form (neglecting the factor — o 5)

f . e ®12) B (ki) dkio
ke

with

£
—iryq

((kpp) =kpp-v+qg and Bk =

(¥ x ky) x K. 61)

The stationary phase method, [19, Th. 7.7.5], states that if k is a critical point of ¢,
which has been calculated in Eq. (114), then

i iry¢ (k . -12 .
/k 2 e3¢k gk ) dkjp = 73K (det (r3H(;)(k)/(2m))) 25k + o (%) ,
12€

Taking into account Eq. (113) in Lemma 11, and lqu of ¢ as defined in Eq. (114),
and being aware that ¢ = ¢ (Kk12) (thatis ¢ is a function of k), we apply Egs. (116),
and (115) and get
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einknvty) o
— '3 (¥ x k) x Kk, dKk;2
kjeR? q ! 7
12€

. A
e /THE ry r I
=ik ———e VIV [ W x — ) x ﬂ 4+o0|— ) forry — oo.

r3 | r r r3

Now, we recall Egs. (10) and (59), which imply that

1 v sin(@) cos(¢)
V14 IvE= @ T sin(9) sin(¢) | = sin(9)e, + cos(9)e3
cos(6)

and |r|cos(f) = r3,

such that we get

einkiv+e) o

— e '3 (¥ x k;) x k; dky»

kpeR2 4 o
12€

' ke ||
= 2inxze_”‘rg’ cos® W x r X I +o0 l .
1y Ir| |r| 3

This shows that

R _ 2 ikl 1 ~ 1
By zewryoos® ¢ (g D) XL o(2) =B +of—).
Ir| r3 3

4meg |r| Ir|

(62)

r
It remains to compute the second identity of Eq. (55). Expressing |— and ¥ in terms
r

of the associated basis e, €, €3 from Definition 6, and using Eq. (45), we get from
Eq. (58)

r r r\r
(\px_) x_:<\p._>__w
|r| Ir| x|/ Ir]
=<(sin(0)ep +cos()es) - (Vpe, + Vse; + \Il3e3)>
(sin(f)e, + cos(P)es) — Vye, — Wiey — Wie3
=<sin(9)\lfp + cos(@)‘-IJ3>(sin(9)ep +cos(f)es) — Ve,

- \IJSeS - \I/3e3,

which after rearrangement proves the second identity. O
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In the imaging system the calculation of the electric field is not done at once but
in different sections (Sects. 6.1, 6.2, 6.3, 6.4, and 6.5). In each of these sections the
electric field is calculated by transmission from the electric field computed at the
previous section. In addition, we assume that the light which hits the objective from
€2 can be approximated by its far field expansion C(£op4)Eso, which we will use
instead of E.

6.2 Propagation of the Electric Field through the Objective

In the following we calculate the electric field in the objective. Assuming that the
electric field (light) emitted from the dipoles travels along straight lines in the
medium to the objective, the objective aligns the emitted rays from the dipole
parallel to the r3-axis in such a way that the electric field between the incidence
surface of the objective and the back focal plane undergoes a phase shift that does
not depend on the distance to the optical axis. In the ideal situation, where the
wavelength is assumed to be infinitely small compared to the length parameters
of the optical system, the electric field can be computed via the intensity law of
geometrical optics (see Fig. 9 and [7, Sec. 3.1.2] for a derivation).

Assumption The objective consists of a set of optical elements (lenses and mirrors)
which are not modelled here (see some examples in [7, Sec. 6.6]). Its aim is to
transform spherical waves originated at its focal point into waves which propagate
along the optical axis. In what follows, the computations are made ignoring a
constant (independent on the point in the back focal plane) phase shift which is
underwent by the wave through the objective. O

Lemma 5 Let r be a point at the back focal plane of the objective, that is with r3
coordinate r? P and with spherical coordinates (r, 6, ¢). We define the radial length
on the propagation plane (planes with constant r3 coordinate) (see Fig. 10), by

Fig. 9 Intensity law of AN
Geometrical optics: the
energy carried along a ray \ E,
must remain constant. The 0}
power transported by a ray is \ T

proportional to E?dA,
where d A is an infinitesimal
cross-section perpendicular to 0
the ray propagation. Thus, the
fields must satisfy

_ 1
Eal = Ei| o !

=

dA;

Q
B

/ dAicosO =dA,
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Fig. 10 Approximation used: Focal Plane Objective
We assume that the cell is

fixed to the glass, and the
distance of the dipole |r;1’ |
from the focal plane is
sufficiently smaller than

r = [r|, such that fo,5 ~ r,
and 6’ ~ 6

P T T T T NPy )

p = p(6) = Fop; sin6). (63)

cos(g) (—Wp cos(0) + W3 sin(0)) — sin(p) W
C(fopi) —ikr¥ . .
\/(Cm%))e ircry cos(9) sin(¢) (—\Ilp cos(0) + W3 sm(9)) + cos(p) Wy 0 < Omax
0

0 0 > Omax
(64)

where C(£op5) is as defined in Eq. (56), and
Omax := arcsin(NA)

is the maximal angle 0 for rays to enter the objective (the other rays simply do not
enter the optical system). Note that the refractive index in air is assumed one.

Proof The electric field is transmitted according to the law of geometrical optics [3,
Eq. 16] into the objective at the points

0

r=|(0]+fw;S, (65)

w
3
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that is the electric field simply undergoes a rotation of axis e; and angle 6 as well as
. . 1 .
a magmﬁcat.lon of. N (see Assumption .6.2). .
The rotation with angle 6 around the axis e; changes the unit vectors as follows:

e, — sin(f)es + cos(0)e,
e3 — cos(f)es — sin(f)e, (66)
e, — €.

Now, Eq. (66) shows that the expression of the electric field in the back focal
plane will be simpler using coordinates (e, €;, €3). Equation (55) leads to

- C(£obi) _ier¥ cos
B2 (o, ) = SLEORI) ixr¥ cos) {(—\1/,, cos(6) + W3 sin(G))ep -~ \I/Ses} ,

J/cos(6)
where C(fop5) is as defined in Eq. (56). Writing the unit vectors e, and e in the
fixed system of coordinates (x1, x2, x3) gives Eq. (64). |

6.3 Between the Objective and the Lens

Behind the objective, the light propagates through air until it reaches the tube lens.
Denoting by «2 the wave number in air (see Eq. (22)) the electric field satisfies the
homogeneous Helmholtz equation in the tube lens:

AE®) +«?Er) =0 in H:= [r eR3: r?fp <r3< r3tli} (67)
together with the boundary condition
E(ry, 12, r?fp) = EPEP (1, 1) for all (ry, r2) € R2. (68)

The solution of Eq. (67) can actually be calculated by applying a phase shift to EPfP
as the following lemma shows.

Lemma 6 Representing X = (fob sin(8) cos(), f£op5 sin(f) sin(p)) € R2, then
the Fourier transforms of E in the transverse plane of (X, r3) can be calculated from
w bfp, - .

E(x, ry 7) in the following way

o~ PN _bf _ 2 2
Fio®) (k1. ka. r3) = Fia[EPEPY (ky, kp)e P73 OV KAk (69)

where the square root can denote both of the complex square roots.



358 M. Lopez-Martinez et al.

Proof First, we notice that since EPP is bounded with compact support, it is a

L? function in the plane {r; = r? fp}. Taking the Fourier transform in these two

variables, Egs. (67) and (68) are equivalent to
P F1E) (k1. ko, 13) + (6% — kT — kD F12B) (k1. ko, 73)

=0forallr € R, r?fp<r3 <r3tli (70)
with the boundary condition
Fio(B) k1, ko, r2™P) = Fo[EPTP](ky, ko) for all (ky, k2) € R2. 1)

Now, Eq. (70) is a simple ODE whose solution writes (for K2 — k% — k% #+0)

E = N )
F12(E)(ky, ko, r3) = 7:12[Ebfp](k1, kz)e(r3 3 p)\/m'

O

Among the fields computed in Eq. (69), several are not physical or will not be
observed:

+ Having«? < k12 +k% leads to either a real positive square root which corresponds
to a wave exploding as r3 increases and is therefore not physical or a real negative
root, which yields an exponentially decreasing wave (evanescent) which exist
but, since (r3 — r? £P) is several orders of magnitude bigger than the wave length,
will be damped by the time it hits the tube lens. Therefore we also do not consider
it.

e When, k2 > k12 + k2, we get two imaginary roots, namely +i,/k? — kl2 — k%,
which corresponds to the two Green functions Eq. (31). For the same reason as
above, we will only consider the positive sign.

This can be summerized in the following assumption, that will hold in what follows.

Assumption We only consider k2 > k% + k% and we obtain

o~ P . _ bt 1212
FioB) (k1. ko, r3) = Fia[EPEPY (ky, kp)el 3773 W —ki—ha, (72)

In the following we calculate Fi»[Et], where Etli = E(x, r3t1i).

Lemma7 Let EtYi(x) = E(x, r3t 1) be the electric field at the indicent plane of the
tube thin lens (at r3t L ) as defined in Eq. (69), then the Fourier transform of EtY in
this plane in polar coordinates (&, v) of (k1, k») is given, for €2 < k2, by
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FlBEY(E, 1) = Fio[BPTP](&, v)eits  —3 Vi€

- %(fobj)ZC(fobj)ei(’stli k=82,

=W [I1,0(8) + Ip,0(6)] + W cosu)[11 2 (&) + I 2(E)] + Wy sin(2u)[1] 2(§) + I 2(5)] — 2iW3sin(v) I 1 (§) |,

—Will1,006) + Ip,0(6)] + Wi cosQu)[11,2(8) + I2 2(5)] + W sin(2v) [} 2(§) + 12 2(8)] — 2iW3 cos(v) 13,1 (§)
0

(73)
where

gmax LW
Iio@) = / Vcos(9) sin(@) e 73 <O J (£55 sin(9)) d6
0

gmax

L&) = Jcos(0) sin() e~ 73 cos®) g, (£obi& sin(0)) do
0

cos(20) ikr

gmax —
L) = / (cos(©))/2 1 > O (Eopi€ sin(@)do (74)
0

emax

in(20) _.
Bo@ = [ Veos®) T et O gy (s sin(0)) do
0

Qmax

in(260 .
Ba® = [ Veos(d) %5‘”? 050) 1, (£ s € sin(9)) d,

Jm denotes the Bessel function of the first kind of order m, and Oy is the angle of
aperture as defined in Eq. (1).

Proof We use the following notation

u— ur) _ £ C?S(V) and x — X\ _ o Cf)s(go) ’
uy sin(v) X2 sin(g)
where p = p(0) (see Eq. (63)) is the radial length on the back focal plane.

The two-dimensional Fourier transform of the E°P3 (defined in Eq. (64)) reads
as follows:

Fi2[EI () = Lf E°®I (x)e " *dx
2

xeR?

1 Omax 27[,\ . 3
= 2_(fc,bj)2 / / E°®3 (p(0), p)e PO 0w co5(9) sin(0)dpd6
T 0 0
(Eop9) s 27 |
= TC(fObj) A A =W, cos(0) + W3 sin(0) e, — Ve

. e—ikrg’ cos(@)e—iSp(G) cos(w—u)\/m Sin(@)dgﬂd@.
(75)
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Next we calculate the integral on the right-hand side of Eq. (75):

Omax 2n
/ / {(—\Ilp cos(6) + V3 sin(@))ep - \Ilses} .
0 0

. gmikry cos®) g—ikp(0) costo—v) | /o05(6) sin(0)dpdd

Om: : 2
max sin(26 ;
_ _/ efucr‘SI’ cos(0) cos(0) 1 (2 ) </ \I,pepelép@)cos((pv)d(p> de
0 0
Omax . v 2r .
- f e 13 €00 [eo5(6) sin() (/ \Ilsexe_lép(g)COS(“’_")d(p) do
0 0

Omax — 2
+ / e—iKrg’ cos(6) (COS(Q))3/2 ﬂ (/ 43 ly3epe—iép(9)COS((P—U)d(p) de’
0 0

2
(76)
where we use sin and cos summation formulas.

We proceed by first evaluating the inner integrals (involving the ¢ variable) on the
right-hand side of Eq. (76), by transforming the (e, €, €3) system to the (er, €2, €3)
system, and then using the Bessel identities Eq. (117), to evaluate the integrals.

Using Eq. (57) it follows from Eq. (36) that

V), = [W[sin(0,) cos(gm — @), Wy = [W]sin(by) sin(gn — ¢). (77)
Again by application of Eq. (36) and sin and cos summation formulas we get

1 4 cos(2p) sin(2¢)
W, cos(y) = W) —— LEEIRA > Ld
sin(2¢) 1 —cos(2¢)
\IJ ’
2 TV
sin(2¢) 1 + cos(2¢)
v )
y T
1 — cos(2¢) L sin(2¢)

T Ty

, W), sin(g)

:\Ill

(78)

W cos(p) = —W W, sin(¢)

Using Eq. (57), we express the first inner integral on the right-hand side of Eq. (76):

2w 2w
f W e PO S0 oo / W, cos(g)e PO @) g,
0 ‘ (79)
2 .
—i—/ v, sin(g)e 6P @ coso=) g6,
0

and to evalute the integral we use the Bessel identities Egs. (117), and (78).
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We use Eq. (117) for m = 0 and m = 2, and Eq. (63) to evaluate the first integral
in Eq. (79):

2 2
. 1 4+ cos(2 :
/0 W, cos(p)e™ " oSO g = /0 — (2¢) e ineoslo=) gy

2 .
L, / " %e—incosw—wdw
0

\I]] 27

2
e 1neosle =) g 1 ﬂ/ ' cos(2p)e MW gy o0
2 Jo

N7, 2m .
+ —2/ sin(2g)e 1@V g
2 Jo
=W Jo(n) — wWcos(2v)J2 () — W2 sin(2v) J2(n),
where n = £, sin(6), and a calculation similar to Eq. (80) yields

1 2 ) . _ )
- /0 W, sin(g)e @) 4 = Wy Jo(n) — Wy cos(2v) Iy (1) — W sin(2v) ().

(8D
Thus, using Egs. (80) and (81), in Eq. (79), the first integral expression on the
right-hand side of Eq. (76), becomes

BOmax . 1 2 .
. l/ e—u«r‘31’ cos(6) /cos(Q)M (/ i \I,pepeléﬂ(O)cos(tpv)d(p> 4o
7 Jo 2 0

gmax

in(20) _.
= —(Ve| + \Ilzez)fo Jcos(@)%e*‘”\; €0s®) 1o (£op3 & sin()) d6

Omax in(26 . «
4 (Wie; + Waes) cos(2v) / Jcos(@)%e_l”\; €0s®) 1) (£ £ sin(6)) d6
0

emax in(26 .
+ (Whe; + Ujey) sin(2v) / \/005(9)5111(27)6_””\31‘ 08O 1 (£op3 € sin(0)) O
0

= —(V1e] + Waex) Lo (5, 1Y) + (Wiep + Wpep) cos2v) Iy 2 (&, 7¥)

+ (Waey + Wiey) sin(v) 2 26, 7%,
(82)
where integrals I, (&, r‘31’) are as in Eq. (74).
Similar calculation to Eq. (80) yields

1 27 ) . B )
- /O W, sin(g)e 1) dg =y Jo(n) — Wy cos(20) Ja () — Wa sin(2v) (),

2 .
% / Wy cos(p)e ™ MWV dg = Wy Jo(n) + W cos(2v) o (n) + Wy sin(2v) 2 ().
0
(83)
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Next, using Eqgs. (57) and (83), we compute the second integral term on the
right-hand side of Eq. (76):

Omax . 2 .
- l/‘ o ikry cos(®) /o0s(8) sin(8) (/ \Ilseselép(g)cos(‘pv)dgz)) do
T Jo 0

gmax

= —(V1e] + Vre)) /0 J/c0s(8) sin(@)e K73 ©03©) o (£ob3& sin(8)) d6

emax .
+ (V)] + Waey) cos(2v) /O J/cos(8) sin(@)e 73 cos®) (£ony& sin(0)) d6

emax .
+ (Uye; + Ujey) sin(2v) /0 J/c0s(8) sin(@)e 73 ©03®) 1, (£on3& sin(6)) d6

= —(Wre; + Waex) 1 o(5, 1Y) + (Wie| + Wper) cosu) ]y 2 (&, Y)

+ (Wae + Wien) sin(@u)11 2 (6, 75),
(84)
where integrals I, (&, r‘31’) are as in Eq. (74).
Next, we compute the last integral term on the right-hand side of Eq. (76):

Omax — 2
l/ e—ikr¥ <0s0) (c05(9))3/2 1 — cos(20) (/ " %epe_isp(e)cos(w—v)d(p) 40
7 Jo 2 0

nglX —
_ l%/ e—ikry €0s0) (cos(0))3/2 1 —cos(20)
T 0 2

2
<e1/ i cos(w)eisp(e)cos(‘p”)dga) do
0

1 Omax : 1 — cos(260
+ —\113 / e—l/(rg' cos(6) (COS(@))3/2 COS( )
/4 0 2

2
<e2/ i sin(w)eisp(e)cos(‘p")dgo) do
0

emax

= —2iW;3 (cos(v)e; + sin(v)ez)/ (cos(@))3/2
0

1 — cos(20)
—¢
2

= —2iW; (cos(v)es + sin(v)ex) Lr,1 (€, 75),

=iy cos®) j, (Eobs€ sin(0)) do

(85)
where in the second equality we use Eq. (117) for m = 1, and in the last equality we
use the integral I, 4 (§, r‘31’) as in Eq. (74).
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Using Eqgs. (82), (84), and (85), the expression of Eq. (76) becomes

1 emﬂx 27-[
- / / {(—\IJI, cos(9) + 3 Sin(9)>ep - lI’Ses} :
T Jo 0

 mikry cos®) —iEp () costy—) [oo5(6Y sin(0)dgdd
= — (Vie; + Wae)[11.0(5, %) + Lo(E, 5)] (86)
+ (Wre) + Waer) cosu)[ 11 2(E, %) + ha(E, )]

+ (Wae; + Wie2) sinu)[112(5, 1Y) + L2 (8, 75)]
— 2iW3(cos(v)e; + sinex)lr1(§),

where the integrals I, 4 (&) are defined in Eq. (74). |

6.4 Electric Field Approximation in the Lens

After the light ray has passed through the objective and the back focal plane, a tube
lens is placed to focus the light rays onto the image plane.

Definition 11 (Tube Lens Parameters) For the tube lens, we assume that it is a
plano-convex converging lens with focal length £, > 0, placed with one side at
r3t i and the other side at r3t Lo (see Fig. 8). Moreover the lens has a thickness which
is measured orthogonal to ez by the function d.

The incoming field at the tube lens Etli (as defined in Eq. (69)) and the outgoing
wave field Et'e immediately after the lens aperture are related by (we use the same
polar coordinates (p, ¢) in both planes {r3 = r3t l"} and {r3 = r;: 1"} )

EH(p, ) = P PL(0)E Y (p, 9), (87)

where Py, is the pupil function associated with the tube lens as in Eq.(53), u is
the phase shift experienced by the field through the tube lens (note that it does not
depend on ¢):

pn(p) = kmd(p) + «(do—d(p) , (88)
——— —
phase delay by lens  phase delay by vacuum

where dg is the maximum thickness of the lens, d(p) is the thickness of the lens at
distance p from the optical axis, ny is the refractive index of the lens material, and
k as defined in Eq. (22). The phase delay induced by the lens, under the assumption
of a paraxial approximation reads as follows (see Table 1 for the summary of all
physical parameters below):
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K
n(p) = knydg — — p2 forall p € R. (89)
2fy,

6.5 Electric Field Approximation in the Image Plane
Definition 12 The electric field at the focal plane,
7= { e D) ixe e R, (90)
is denoted by Ef (xg) := E(Xf, r3f), where E solves the boundary value problem
AE(X, r3) + k2(x,r3)E(x, r3) = O forall x € R?, r™ < ry < rf 91)
with boundary data
E(x, ;') = E*Yo(x) for all x € R 92)

Note that EF2¢ as defined in Eq. (64) is already an approximation of the electric field
outside of the lens system.

Following [14, Eqs 5-14], we can calculate the field E in the image plane.

Lemma 8 At a point Xz in the image plane,

-~ 1 2 i—r— a 2w
Ef(xg) = —¢! % (ELtmydo) o atpfxe 2 / s PL(x)EtLi (x)e ML <Xf’mdxfnr all x¢ € R%.
xeR

irfr,
(93)

Proof We apply the Huygens-Fresnel principle (see [14, Eqs 4-17]) to compute the
field in the image plane:

Ef (xf) = Leine%{cﬂXfp Etlo (X)C 2d|X| —i% (xf x)dx
iad xcR2

— ;eine%lelz PL(X)Etl’ (X)elﬂ(x)elzdlxl —*(Xf X) dx
¥el xeR2

_ Leikde%p{fﬂ/ PrLOBEY (x)eimido ik I i I =i (ke X) g
ird R2

_ i (atnag) i ixe P / PRt (e 17 (= P 22 (xe ) gy
iAd

where in the second equality we use Eq. (87), in the third equality we use the paraxial

approximation Eq. (89), and in the last equality we use x = ZT” Now, if the image
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plane is at the distance d = f,, the quadratic phase factor terms within the integrand
exactly cancel, leaving

Bf (x¢) = — ¢l 5 (Frtmdo) gl Ixe / PLOBEY (e KX gy
IA.fL xcR2
i2 . . A )
where the term ¢ (Frt™90) j5 3 constant amplitude, and the term elrep IXel
describes a spherical phase curvature in the focal plane. 0

Remark 6 From Eq.(93) it follows by the convolution theorem for the Fourier
transform that

~ 2w ip(—142 12 ~ X
B (xp) = X et E A R ) p ey (2n—f )

AL Af

’ : (94)

Stl; 27 2

= C @ (Fral Pl x FralE0) ( S« | forall xc € R,

L
where
: 1,2 1

Ce — 1 o d ®r — eln(—7+X(fL+n1d0)+ﬁ|Xf|2). ©5)

AL

In the next step we calculate the Fourier-transform of a circular pupil function:

Lemma9 Let P : R? — R be the circular pupil function with radius R, as defined
in Eq. (53), then

2 Ji(R VD)

forallv e R>. (96)
R |v|

F2[P1(v) =R

Proof We use the following polar coordinates:

cos(1}) cos(o)
V= andy = ,
* (sin(z&‘)) y=e (sin(a)
then the Fourier transform of the pupil function

1 . 1 R 2 )
Fr2lP1(v) = —/ P(y)e ¥Vdy = _/ Q[ e1%0c0se =) g5 o
yeR2 27 Jo 0

2r
K R 2 J1(R V)
= [ oJo(xe)do = —Ji(Rx) = R" ———,
0 ” R |v|
CL)
where we use Eq. (117) for m = 0 in the third equality. O

Now, we calculate the k-transform of EP®P in this approximation.
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6.6 Small Aperature

In what follows, we are interested in a small aperture. Of course small apertures
have the problem that only little light of the emitted dipoles passes through the lens
and thus these considerations are more of theoretical nature.

In case the numerical aperture NA is small, that is if O« is small, it follows from
Eq. (64) that

W
EXE (0, 9) = C(£ons) | W2 | xp<ua- (98)
0

In what follows, we denote by Pya the pupil function x,<na. We emphasize that
the left-hand side of Eq.(98) is actually an approximation of the right-hand side
of Eq.(64). Next we calculate the k-transform of EPfP in this approximation.
Noting that the objective acts again as a pupil function with disc radius NA we get
analogously to Lemma 9 and by using Eq. (73)

~ . .otl;
ﬁZ[E:ﬂll;ll](s’ V) = C(fobj)el(’3t NG
Y (99)
Uy | Fial Paal(E, v), &2 <2, v €[0,2n).
0

7 Single Molecule Localization Microscopy Experiments and
Inverse Problems

We consider two experiments in two different settings:
Experiment

For setting 1 we assume n static emitting dipoles: Several monochromatic
plane waves of the same frequency w;,. but with different orientations v,
j=12,...,M with M > 1 are used to illuminate the cell. Every emitting
dipole emits light in an orientation W) (k), k = 1,2,...,n, j = 1,2,.... M
(depending on the incident field according to Eq. (51)).

Therefore, for each experiment j = 1, 2, ..., M the current

JO@) =iy WD E)sr—r¥®)
k=1

and the density
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PP = —an(w‘”(k)

k=1

n
§a—r'®)y=-3"¢@-r"")
k=1

are given via Egs. (38) and (37) as the superposition of all dipoles. Note, that we
assume that all dipoles are unit vectors.
Consequently, the electric field E := E) solves Eq. (29),

AE(r: 0) + 2 (@K 0) = — TV (1) + —V,p(r) forall r € Q.
€0C €0
1. The measurements recorded in a static experiment are the energies of the

electric field in the image plane, after the light has passed through the imaging
system. That is, for each experiment j = 1, 2, ..., M the data

. ]2
m? (xe: 1) = ‘(Ef)(f)) (xg: 1) forall x; € R2,7 > 0 and fori = 1,2

(100)

are recorded.

2. Inthe dynamic experiment setting the static experiment is repeated. We denote
the experiment repetitions with the parameter s: This experimental setup is
used in practice because it makes use of blinking dyes, which allows for better
localization of the dyes, and thus molecules. That is, the measurements are

. e ? 5
m (xg; 1 5) = ‘(Ei)(])‘ (xg;t;5) forallxg € R, ¢,5 > O0fori =1, 2.

(101)

For setting 2 we assume rotating dipoles, which are modelled via Eq. (50)—here
in particular we assume that the cone becomes the ball. That is, 6 = m. Note
that in this case several monochromatic excitations do not provide an asset, so
we can constrain ourselves to the case M = 1. As a consequence of Eq. (50),
the emitted currents of all rotating dipoles of a single molecule localization
microscopy experiment are given by

It 0) =io ) L), (102)
k=1

and according to Eq. (29) the electric field satisfies the equation
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- -~ 1 —~
AE(r; o) + /cz(a))E(r; w) = . ZImRm(r; w) forallr € Q. (103)
0 m

1. The measurements recorded in a single molecule localization microscopy are
the energies of the electric field in the focal plane (see Eq. (93)), after the light
has passed through the imaging system. That is, the data

m(Xg; t) = |Ef|2 (x¢; t) for all x¢ € IRZ, t>0 (104)

are recorded.

2. In the dynamic experiment setting the static experiment is repeated, and
we denote every repetition experiment with the parameter s: That is the
measurements are

m(Xe; t;s) = |Ef|2 (x¢; t; ) for all x¢ € Rz, t,s > 0. (105)

Note the difference between setting 1 and 2. In the former it is much easier to
identify dipoles because the orientation can be resolved and is not changing over
time.

7.1 The Limit

Using the small aperture limit of Sect. 6.6 in combination with the formula for the
electric field on the image plane Eq. (94), we can compute the electric field in the
image plane from Eq.(99). We first make use of a linear approximation of the
function [0, k] > p — k2 — p2 =~ «, that is we assume that between the back
focal plane of the objective and the lens, the electric field only undergoes a phase
shift which does not depend on the distance to the optical axis. It follows then from
Eq. (99) that

W
W | Fr2lPralE, v). (106)
0

fp)

Ftli i P
Fr2lEgan](€,v) = C(fopg)e™ 77

Applying Eq.(94) where we replace Fra[EEY ] by le[/E\stn%;“] and inserting
Eq. (106), we obtain
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2
B (x6) = Ce e (Fial Pul + Fial By ) (Exf)

W
= | U | (Fr2lPo] * Fr2[Punl) (€, v)
0

L 21
= | V¥, | Fr2[PLPral, v),
0

where we use the following polar coordinates: Xf & (

cos(v)
sin(v)) '

Now, assuming that R > NA (the lens is blgger than the objective), we have
Pr, Pya = Pya and Eq. (97) provides,

=f J(rEY )
Esmall(xf) = C(fop3)CePre™3 3
‘Ijl JI(NA [x£]) \IJ] J1(NA 2 Ix£])
') NAZA =T(w) | ¥, NA2¢
NAxf*|Xf\ NAﬁlxﬂ
0 L 0 -

Finally, what is actually measured in experiments is the intensity m(Xx¢, ) =
|Ef (x¢, 1)|? averaged in time. If we assume that the signal E is compactly supported
in time and that what is measured by the detector contains this whole support, we
can use that the time Fourier transform is a unitary operator and write

i) = [ o) Par
teR
_ =t 2
_/¢;6R |E (Xf)| do (107)

2
JI(NAZ- [x£])
:/ INOAE 2# (\1112+\1/§) do.
weR NA— |x£|

So, under these approximations (small aperture), what is observed by the detector
is an Airy pattern (see Fig. 11) whose intensity depends on the optical system but
is also proportional to the squared norm of the component of the dipole which lies
orthogonally to the optical axis. Making use of the notation introduced before for
the dipole orientation, we obtain that the measured intensity m is proportional to
cos?(6,,). Since the Airy function can be well approximated by a Gaussian function,
the measured signals of the emitted dyes very much looks like a superposition of
Gaussian functions.
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Fig. 11 Airy pattern

Now, having summarized the mathematical modeling of single molecule local-
ization microscopy we can state the associated inverse problems:

Definition 13 (Inverse Problem) The inverse problem of single molecule local-
ization microscopy in the two different settings for the two experiments consists in
calculating

(Yo, Ty Xm (8))m=1....m, from the measurements m.

Indeed the inverse problem could also be generalized to reconstruct Eq. (103) in
addition, which would result in an inverse scattering problem [8]. However, this
complex problem is not considered here further.

In current practice of single molecule localization microscopy the simplified
formulas Eq. (107) are used for reconstruction of the center of gravities (r,l,, r,i)
in the measurement data m induced by the point spread function PSF,,.

8 Conclusion

The main objective of this work was to model mathematically the propagation of
light emitted from dyes in a superresolution imaging experiment. We formulated
basic inverse problems related to single molecule superresolution microscopy,
with the goal to have a basis for computational and quantitative single molecule
superresolution imaging. The derivation of the according equations follows the
physical and chemical literature of superresolution microscopy, in particular [3, 17],
which are combined with the mathematical theory of distributions to translate
physical and chemical terminologies into a mathematical framework.
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Appendix 1: Derivation of Particular Fourier Transforms

Before reading through the appendix it might be useful to recall the notation of
Table 2. The derivation in Lemma 3 uses the residual theorem.

Theorem 2 (Residual Theorem) Let the function z € C — f ():=f (2)el% with
a > 0 satisfy the following properties:

1. f is analytic with at most finitely many poles p;, i = 1, ..., m, which do not lie
on the real axis.
2. There exists M, R > 0 such that for every z € C satisfying 3(z) > 0and |z| > R

M
If ()] < =L (108)

Then
/ f(x)dx = 2niZRes(f; Di).
R i=1

Using this lemma we are able to prove the following result used in Lemma 3:

Lemma 10 Let the assumptions and notation of Lemma 3 hold (in particular this
means that r3, r;I' € R satisfy r3 — rgl’ > 0), then

75 [ (v ) e
ige (r3—ry ¥

= W3e38(r3 —ry) + 7(\1, x kg,) x kg, . (109)

First, we note that

(¥ x k) xk (¥ x k) xk
‘I’+2—2= ‘I’—\I’3e3+2—2 + Wses.
k3_qs k3—q£

Now, we calculate the Fourier-transform of each of the two terms on the right-hand
side. The second term can be calculated from Eq. (9) and is given by

F5 s > e 703 () = V21 8(r3 — 1Y), (110)
For the calculation of the first term, let

ki ki
U ko | ] x k| +W = Wies, (111)
Z Z

zeC— f(z):=

2
&
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and we use the residual theorem:

e Clearly f is analytic with potential poles at k3 = £g,.
» To verify Eq. (108) we use the elementary calculation rules for V. x, summarized
in Eq. (45) and get

(U xKk) xk 1
k3 —q?2 k3 — q2
W3k W1ky + Wako)k
k(W — Wses) — ks W3k, + (K2 + k)W — | (W1k; + Wako)ky
Wi k1+Wako 0
1 Wik
=— ——— k3 (¥ — W3e3) — k3 W3k,
k2 _ q2
3 e Wik; + Yok
—\Iflk% — Wrkok
FUE 4+ K3) (¥ — Waes) + [ 9okl — Wikiks
(k3 + k3) W3
1 ‘~I’3k1
= oo (B W W)~k | Wk [+t - dse)
374 Wiky + Yok
—\Illk% — Wrkoky ks 1
+ [ —W2k3 — Wikiky | | = —W + W3e3 + PERp L sb
(&3 + k)3 37 BTk
where
W3k (k2 — k)W — Wokiky
a= W3k andb = | (x? — k3 Wy — Wikik,
Wiki + Wako (k? + k3) W3
Using that

ks 1/ 1 | 1 1 1
215 + and >——r = -
ky—q? 2\ka—q. k3+gqe ky —qz  2qc \k3—qe k3+q;
we get

(‘I’Xk)xk+‘I’ Dre 1 <la 1 b)+ 1 (la+ 1 b)

———— t¥-Ve3=-——|-a— — sa+—b].

k%-élg k3 —qe \2 2q. k3 +qe \2 2q.
(112)

This shows Eq. (108).
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Therefore we can apply the residual Theorem 2 for f defined in (111). Then, since
qe 1s complex with positive imaginary part, f has only one pole in the upper half
plane, and we get

/ F ke~ gk = 2riRes (f(z)eiz(”_’;’ ).z = qg)
R

| ki kl\ .
=2mi| — (O x |k | | x | &y | 937730

qe ge ge

This implies

1 1 (¥ xk) xk Zikyr¥
—,ET; k3 — ‘I’+|k|2——/(2 e 3 | (r3)
&

. v
ieide (3=

= \113635(}’3 — I’;I’) + 26]
e

(¥ x kg, ) x Kg,.

Appendix 2: Derivation of the Far Field Approximation for the
Electric Field

Lemma 11 Let ¢ be the function defined in Eq. (61). That is, for all kjo € R?
¢(ki2) = ko - v+qKky2), withqg = /% — k12 — k%; note the formal definition of q
in Eq. (42) is via the limit ¢ — 0. Then the gradient of ¢ is given by

k12

Vi2 — ko

Vikip) =v— (113)

which vanishes for

A

ki = (114)

K
——F—V.
V14 v

Consequently r = rzez 4+ r3 (v I)T as in Eq. (59) satisfies

r 1 A
e — . 115
Irl 1+ v)? (1) ()

Moreover, with q as defined in Eq. (42), we get the following identities
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§(lA<)=lA<12'V+6]=/<\/1—i-|V|2 and

A - - " (116)
g=qk) =k =k -k} = ——.
VIt v)?
The Hessian of ¢ is given by
_ 1 _ k% _ kiko
2_ 243/2 2_ 2y3/2
H(@) (k) = Vi lkp? ) k(x lk12/%) (2 —[k12%) B ’
—__kikp — 1 _ 2
(2K 2]%)3/2 Vie—kp? 2=k
which evaluated at k gives
H(5)(k) =
_c 7_ & 232 _vje? _é 2\3/2 | _vino?
wVIHIVE =5+ IV 2D 2 TV B .
_a 2)3/2 _vine’ e STx P = & 232, _ve” |7
sV S sV 1+ IV = G+ VDY o
c 1+ v v
=——4/1 2 1 ,
w + v (v1v2 1+v§
and the determinant satisfies
A+ vP)?
= 5 > O
w
Appendix 3: Bessel Identities
For x € R and ¢y € [0, 27) the Bessel-identities hold:
2 .
27 (—1)™i™ Jy (x) cos(meg) = / e ¥ eos9=%0) cos(me)dg,
0 (117)

2r
27 (—1)™i"™ Jy (x) sin(meg) = / e X cos(0=%0) gin(me)de,
0

where J,,, is the Bessel function of the first kind of order m.
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Parameter Identification for the )
Landau-Lifshitz—Gilbert Equation in G
Magnetic Particle Imaging

Barbara Kaltenbacher, Tram Thi Ngoc Nguyen, Anne Wald,
and Thomas Schuster

Abstract Magnetic particle imaging (MPI) is a tracer-based technique for medical
imaging where the tracer consists of ironoxide nanoparticles. The key idea is to
measure the particle response to a temporally changing external magnetic field to
compute the spatial concentration of the tracer inside the object. A decent mathe-
matical model demands for a data-driven computation of the system function which
does not only describe the measurement geometry but also encodes the interaction of
the particles with the external magnetic field. The physical model of this interaction
is given by the Landau-Lifshitz—Gilbert (LLG) equation. The determination of
the system function can be seen as an inverse problem of its own which can be
interpreted as a calibration problem for MPI. In this contribution the calibration
problem is formulated as an inverse parameter identification problem for the LLG
equation. We give a detailed analysis of the direct as well as the inverse problem in
an all-at-once as well as in a reduced setting. The analytical results yield a deeper
understanding of inverse problems connected to the LLG equation and provide a
starting point for the development of robust numerical solution methods in MPL

1 Introduction

Magnetic particle imaging (MPI) is a dynamic imaging modality for medical appli-
cations that has first been introduced in 2005 by B. Gleich and J. Weizenecker [10].
Magnetic nanoparticles, consisting of a magnetic iron oxide core and a nonmagnetic
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coating, are inserted into the body to serve as a tracer. The key idea is to measure the
nonlinear response of the nanoparticles to a temporally changing external magnetic
field in order to draw conclusions on the spatial concentration of the particles inside
the body. Since the particles are distributed along the bloodstream of a patient, the
particle concentration yields information on the blood flow and is thus suitable for
cardiovascular diagnosis or cancer detection [23, 24]. An overview of MPI basics
is given in [23]. Since MPI requires the nanoparticles as a tracer, it mostly yields
quantitative information on their distribution, but does not image the morphology of
the body, such as the tissue density. The latter can be visualized using computerized
tomography (CT) [29] or magnetic resonance imaging (MRI) [15]. These do not
require a tracer, but involve ionizing radiation in the case of CT or, in the case of
MRI, a strong magnetic field and a potentially high acquisition time. Other tracer-
based methods are, e.g., single photon emission computerized tomography (SPECT)
and positron emission tomography (PET) [8, 30, 36], which both involve radioactive
radiation. The magnetic nanoparticles that are used in MPI, on the other hand, are
not harmful for organisms. For a more detailed comparison of these methods, we
would like to refer the reader to [23].

At this point there have been promising preclinical studies on the performance of
MPI, showing that this imaging modality has a great potential for medical diagnosis
since it is highly sensitive with a good spatial and temporal resolution, and the
data acquisition is very fast [24]. However, particularly in view of an application
to image the human body, there remain some obstacles. One obstacle is the time-
consuming calibration process. In this work, we assume that the concentration of the
nanoparticles inside the body remains static throughout both the calibration process
and the actual image acquisition. Mathematically, the forward problem of MPI then
can essentially be formulated as an integral equation of the first kind for the particle
concentration (or distribution) c,

u(t) =/ c(x)s(x,t)dx,
Q

where the integration kernel s is called the system function. The system function
encodes some geometrical aspects of the MPI scanner, such as the coil sensitivities
of the receive coils in which the particle signal u is measured, but mostly it is
determined by the particle behavior in response to the applied external magnetic
field.

The actual inverse problem in MPI is to reconstruct the concentration ¢ under
the knowledge of the system function s from the measured data u. To this end,
the system function has to be determined prior to the scanning procedure. This is
usually done by evaluating a series of full scans of the field of view, where in each
scan a delta sample is placed in a different pixel until the entire field of view is
covered [23]. Another option is a model-based approach for s (see for example
[22, 28]), which basically involves a model for the particle magnetization. Since
this model often depends on unknown parameters, the model-based determination
of the system function itself can again be formulated as an inverse problem. This
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article now addresses this latter type of inverse problem, i.e., the identification of the
system function for a known set of concentrations from calibration measurements.
More precisely, our goal is to find a decent model for the time-derivative of the
particle magnetization m, which is proportional to s.

So far, in model-based approaches for the system function, the particle magne-
tization m is not modeled directly. Instead, one describes the mean magnetization
m of the particles via the Langevin function, i.e., the response of the particles is
modeled on the mesoscopic scale [21, 23]. This approach is based on the assumption
that the particles are in thermodynamic equilibrium and respond directly to the
external field. For this reason, the mean magnetization is assumed to be a function
of the external field, such that the mean magnetization is always aligned with the
external field. The momentum of the mean magnetization is calculated via the
Langevin function. This model, however, neglects some properties of the particle
behavior. In particular, the magnetic moments of the particles do not align instantly
with the external field [4].

In this work, we thus address an approach from micromagnetics, which models
the time-dependent behavior of the magnetic material inside the particles’ cores on
the micro scale and allows to take into account various additional physical properties
such as particle-particle interaction. For an overview, see for example [25]. Since the
core material is iron oxide, which is a ferrimagnetic material that shows a similar
behavior as ferromagnets [5, 6], we use the Landau—Lifshitz—Gilbert (LLG) equation

d ~ ~
5, M= —cim Xx (m x Hefr) + aom x Hegr,

see also [9, 26], for the evolution of the magnetization m of the core material.
The field Hefr incorporates the external magnetic field together with other relevant
physical effects. According to the LLG equation, the magnetization m performs a
damped precession around the field vector of the external field, which leads to a
relaxation effect. The LLG equation has been widely applied to describe the time
evolution in micromagnetics [2, 7, 11].

In contrast to the imaging problem of MPI, the inverse problem of determining
the magnetization m along with the constants @1, @, turns out to be a nonlinear
inverse problem, which is typical for parameter identification problems for partial
differential equations, for example electrical impedance tomography [1], terahertz
tomography [38], ultrasound imaging [3] and other applications from imaging and
nondestructive testing [20].

We use the all-at-once as well as the reduced formulation of this inverse problem
in a Hilbert space setting, see also [16, 17, 31], and analyze both cases including
well-definedness of the forward mapping, continuity, and Fréchet differentiability
and calculate the adjoint mappings for the Fréchet derivatives. By consequence,
iterative methods such as the Landweber method [14, 27], also in combination
with Kaczmarz’ method [12, 13], Newton methods (see, e.g., [33]), or subspace
techniques [37] can be applied for the numerical solution. An overview of suitable
regularization techniques is given in [18, 19].
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We begin with a detailed introduction to the modelling in MPI. In particular, we
describe the full forward problem and present the initial boundary value problem for
the LLG equation that we use to describe the magnetization evolution. In Sect. 3,
we formulate the inverse problem of calibration both in the all-at-once and in
the reduced setting to obtain the final operator equation that is analyzed in the
subsequent section. First, in Sect.4.1, we present an analysis for the all-at-once
setting. The inverse problem in the reduced setting is then addressed in Sect.4.2.
Finally, we conclude our findings in Sect. 5 and give an outlook on further research.

Throughout the article, we make use of the following notation: The differential
operators —A and V are applied by components to a vector field. In particular this
means that by Vu we denote the transpose of the Jacobian of u. Moreover, (a, b)
or a - b denotes the Euclidean inner product between two vectors and A: B the
Frobenius inner product between two matrices.

2 The Underlying Physical Model for MPI

The basic physical principle that is exploited in MPI is Faraday’s law of induction,
which states that whenever the magnetic flux density B through a coil changes in
time, this change induces an electric current in the coil. This current, or rather the
respective voltage, can be measured. In MPI, the magnetic flux density B consists
of the external applied magnetic field Hey, and the particle magnetization MY, i.e.,

B = o (Hext + MP) )

where o is the magnetic permeability in vacuum. The particle magnetization
MP(x, 1) in x € © € R? depends linearly on the concentration c¢(x) of magnetic
material, which corresponds to the particle concentration, in x € €2 and on the
magnetization m(x, ¢) of the magnetic material. We thus have

MP(x, 1) = c(x)m(x, 1),

where |m| = mg > 0, i.e., the vector m has the fixed length mg that depends on the
magnetic core material inside the particles. At this point it is important to remark
that we use a slightly different approach to separate the particle concentration, which
carries the spatial information on the particles, from the magnetization behavior of
the magnetic material and the measuring process. In our approach, the concentration
is a dimensionless quantity, whereas in most models, it is defined as the number of
particles per unit volume (see, e.g. [23]).

A detailed derivation of the forward model in MPI, based on the equilibrium
model for the magnetization, can be found in [23]. The steps that are related to the
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measuring process can be adapted to our approach. For the reader’s convenience, we
want to give a short overview and introduce the parameters related to the scanner
setup.

If the receive coil is a simple conductor loop, which encloses a surface S, the
voltage that is induced can be expressed by

d d
I/t(l) = _a /SB(X,I) - dA = —/,L()a /S (Hext +MP> - dA. (1)

The signal that is recorded in the receive coil thus originates from temporal changes
of the external magnetic field H as well as of the particle magnetization M”,

u(t) = o ( / pR<x>~33Hext<x,z>dx+ / p“(x)-iM"(x,r)dx) @
Q 4 Q ot

= uP @) +u @) 3)

For the signal that is caused by the change in the particle magnetization we obtain
P d R P
w@®)=—po— [ p (x) -M"(x,t)dx
dr Q
d
= —Mo/ pR(x) - —MP(x, 1) dx
Q ot
R d
=—po [ c(x)p (x) - —m(x,)dx
Q at

= —/L()/ c(x)s(x,t)dx.
Q

The function

R . 0 < Ry O >
s(x, 1) :=p (x) - —m(x, 1) =(p"(x), —m(x, 1) “4)
ot ot R3

is called the system function and can be interpreted as a potential to induce a signal

in the receive coil. The function pR is called the coil sensitivity and is determined

by the architecture of the respective receive coil. For our purposes, we assume that

pR is known. The measured signal that originates from the magnetic particles can

thus essentially be calculated via an integral equation of the first kind with a time-
dependent integration kernel s.

The particle magnetization, however, changes in time in response to changes

of the external field. It is thus an important objective to encode the interplay of

the external field and the particles in a sufficiently accurate physical model. The
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magnetization of the magnetic particles that are used in MPI can be considered on
different scales. The following characterization from ferromagnetism has been taken
from [25]:

On the atomic level, one can describe the behavior of a magnetic material as a
spin system and take into account stochastic effects that arise, for example, from
Brownian motion.

In the microscopic scale, continuum physics is applied to work with deterministic
equations describing the magnetization of the magnetic material.

In the mesoscopic scale, we can describe the magnetization behavior via a mean
magnetization, which is an average particle magnetic moment.

Finally, on a macroscopic scale, all aspects that arise from the microstructure
are neglected and the magnetization is described by phenomenological constitutive
laws.

In this work, we intend to use a model from micromagnetism, allowing us to work
with a deterministic equation to describe the magnetization of the magnetic material.
The core material of the nanoparticles consists of iron-oxide or magnetite, which
is a ferrimagnetic material. The magnetization curve of ferrimagnetic materials is
similar to the curve that is observed for ferromagnets, but with a lower saturation
magnetization (see, e.g., [5, 6]). This approach has also been suggested in [32]. The
evolution of the magnetization in time is described by the Landau—Lifshitz—Gilbert
(LLG) equation

d - ~
m; = oM = —om X (m x Hegr) + aom x Hegy, 5

see [9, 25] and the therein cited literature. The coefficients

~ yap ~ 14
oy = TN > 0, oy = PPN >
ms(1 + ap) (1 +ap)

are material parameters that contain the gyromagnetic constant y, the saturation
magnetization mg of the core material and a damping parameter op. The vector
field Hegr is called the effective magnetic field. 1t is defined as the negative gradient
—D&E(m) of the Landau energy E(m) of a ferromagnet, see, e.g., [25]. Taking into
account only the interaction with the external magnetic field H and particle-particle
interactions, this energy is given by

Ea(m) = Af |Vm|? dx — MOMS/ (H, m)s dx,
Q Q

where A > 0 is a scalar parameter (the exchange stiffness constant [9]). We thus
have

Herr = 2AAM + pomsHey,. (6)
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Together with Neumann boundary conditions and a suitable initial condition our
model for the magnetization thus reads

m; = —aym X (m X (Am 4+ hgye)) + aom x (Am + hey) in [0, T] x €,

(7
0=0,m on [0, T] x 02,
3
my = m(t = 0), [mg| = msg in €, )
where hexy = “55Hex and o) := 2Ad;, o = 2Ad@; > 0. The initial value

my = m(t = 0) corresponds to the magnetization of the magnetic material in the
beginning of the measurement. To obtain a reasonable value for mg, we take into
account that the external magnetic field is switched on before the measuring process
starts, i.e., mg is the state of the magnetization that is acquired when the external
field is static. This allows us to precompute mg as the solution of the stationary
problem

aymg X (Mo X (Amg + hex (1 = 0))) = aomg x (Amg +hei(r =0))  (10)

with Neumann boundary conditions.
Remark 1 In the stationary case, damping does not play a role, and if we addition-
ally neglect particle-particle interactions, we obtain the approximative equation

mg x (ﬁlo X hext(f = O)) =0

with an approximation myg to m, since ap ~ 0 and Hegr &~ pomsHey. The above
equation yields myg || hexi(r = 0). Together with [mg| = mg this yields

hext (t = O)

Ifl() =mg——— .
|hext(t = O)l

This represents a good approximation to mgy where hey; is strong at the time point
t=0:

hext (t = O)

my~ my =mg————.
lhex (r = 0)]

2.1 The Observation Operator in MPI

Faraday’s law states that a temporally changing magnetic field induces an electric
current in a conductor loop or coil, which yields the relation (1). By consequence,
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not only the change in the particle magnetization contributes to the induced current,
but also the dynamic external magnetic field Hey. Since we need the particle
signal for the determination of the particle magnetization, we need to separate the
particle signal from the excitation signal due to the external field. This is realized by
processing the signal in a suitable way using filters.

MPI scanners usually use multiple receive coils to measure the induced particle
signal at different positions in the scanner. We assume that we have L € N receive
coils with coil sensitivities p?, £=1,..., L, and the measured signal is given by

T
ve(t) = —MO/ 5e(t—f)f c(x)py (x) - im(x,r)dx dr, (11
0 Q ot

where T is the repetition time of the acquisition process, i.e., the time that is needed
for one full scan of the object, and a, : [0,7] — R is the transfer function
with periodic continuation @; : R — R. The transfer function serves as a filter
to separate particle and excitation signal, i.e., it is chosen such that

r 9
V() == (A % uf) (1) = _“O/o et — r)/szp}}(x) : EHm(x, 1) dx dr ~ 0.

In practice, dy is often a band pass filter. For a more detailed discussion of
the transfer function, see also [23]. In this work, the transfer function is known
analytically.

We define

Ko (7, T, x) := —pode(t — T)c(x)pR(x),

such that the measured particle signals are given by

T
ve(t) = / / Ke(t, 7, x) - im(x, t)dr dx, (12)
0 Q aT
where m fulfills (7), (8), (9).
To determine m in 2 x (0, T), we use the data vge(t), k = 1,..., K, £ =
1, ..., L, from the scans that we obtain for different particle concentrations ci, k =
1,..., K, K € N. The forward operator thus reads

T
vkz(l)=/ /Kke(t, T,X)-im(x,r)dxdr,
0o Jo ot (13)

Ko (t, T, X) 1= —pode(t — T)cx(x)py(x).
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2.2 Egquivalent Formulations of the LLG Equation

In this section, we derive additional formulations of (7)—(9) that are suitable for the
analysis. The approach is motivated by Kruzik and Prohl [25], where only particle-
particle interactions are taken into account.

First of all, we observe that multiplying (7) with m on both sides yields

1 d 2 _ -0 14
5.E|m()c,t)| =m(x,?) -m(x,t) =0, (14)

which shows that the absolute value of m does not change in time. Since |my| = mg,
we have m(x, 1) € ms - 8%, where S? := {v.e R? : |v| = 1} is the unit sphere in
R3. Asa consequence, we have 0 = V|m|2 =2Vm - m in £, so that, by taking the
divergence we get
(m, Am) = —(Vm, Vm). (15)
Now we make use of the identity
ax(bxc)=(a,c)b—(a, b

for a, b, ¢ € R3 to derive

m x (m x Am) = (m, Am)m — [m°’Am = —|Vm|*m — m}Am, (16)

m X (M X he) = (M, hew)m — M| hex = (M, hex)m — mghes. (17)

Using (15) together with (16), (17) and |m| = mg, we obtain from (7)—(9)

m; — o m% Am = o |Vm|2m + aom x Am

) in [0, T] x £2,
— ap(m, hexe)m + oy mg hexe + o0om X heyt
(18)
0=0,m on[0,T] x 052,
(19)
my =m(t =0), mg| =ms in2, (20)

Taking the cross product of m with (18) and multiplying with —d&», where &; =
o] A~ o) . .
el oy = latral’ by (16), (17) and cancellation of the first and third term on
the right hand side we get
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— Gom X my +a1&2m§m x Am

2
0‘2
=—— <|Vm| m ~|—msAm)
 mdai+a}
2
~ 2 0‘2
— 0jaxmgm X hext + ———— mshext (m, hexe)m ) |
so‘l + “2

where the second term on the left hand side can be expressed via (18) as

2
A~ A a
oj0om X Am = a¢jm; + 1 (—m%Am — |Vm|2m

mgai + a3

2 N
+(m, hexe)m — mshext) — apoom X hey .

This yields the alternative formulation

&ymim; — &m x m; — mZAm = |Vm|’m + mZhex — (m, hex)m  in [0, T] x €2, 21
0=09,m on [0, T] x 32, 22)
my =m( = 0), |mg| = mg inQ. (23)

3 An Inverse Problem for the Calibration Process in MPI

Apart from the obvious inverse problem of determining the concentration ¢ of
magnetic particles inside a body from the measurements vg, £ = 1,..., L, MPI
gives rise to a range of further parameter identification problems of entirely different
nature. In this work, we are not addressing the imaging process itself, but consider
an inverse problem that is essential for the calibration process. Here, calibration
refers to determining the system function s, which serves as an integral kernel in
the imaging process. The system function includes all system parameters of the
tomograph and encodes the physical behaviour of the magnetic material in the
cores of the magnetic particles inside a temporally changing external magnetic
field. Experiments show that a simple model for the magnetization, based on the
assumption that the particles are in their equilibrium state at all times, is insufficient
for the imaging, see, e.g., [22]. A model-based approach with an enhanced physical
model has so far been omitted due to the complexity of the involved physics and
the system function is usually measured in a time-consuming calibration process
[23, 24].

In this work, we address the inverse problem of calibrating an MPI system for
a given set of standard calibration concentrations ck, k = 1, ..., K, for which we
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measure the corresponding signals and obtain the data vge(t), k = 1,..., K, £ =
1, ..., L. Here we assume that the coil sensitivity p? as well as the transfer function
dy are known.

This, together with the fact that m is supposed to satisfy the LLG equation (21)—
(23), is used to determine the system function (4). Actually, since pR is known, the
inverse problem under consideration here consists of reconstructing m from (13),
(21)—(23). As the initial boundary value problem (21)—(23) has a unique solution
m for given &, &», it actually suffices to determine these two parameters. This is
the point of view that we take when using a classical reduced formulation of the
calibration problem

F@)=y 24
with the data yxy = vie and the forward operator
F:DF)(CX) — Y, & = (@1,42) > ‘7(%5(&) (25)
containing the parameter-to-state map
S:X—>U (26)
that maps the parameters & into the solution m := S(&) of the LLG initial boundary

value problem (21)—(23). The linear operator K is the integral operator defined by
the kernels Ko, k=1,..., K, £=1,...,L,ie.,

T
Kiou = / f Kge(t, 7,x) -u(x, 7)dr dx. 27
0o Jo
Here, the preimage and image spaces are defined by
X=R*®  Y=L%0,Tk" (28)
and the state space U will be chosen appropriately below, see Sect. 4.2.
Alternatively, we also consider the all-at-once formulation of the inverse problem
as a simultaneous system
Fm, &) =y:= 0.y (29)
for the state m and the parameters &, with the forward operator

. ]Fo(m,&)
F(m, &) = (Fkl(m’&))kzl K. t=1,..L ’

,,,,,,,,,,
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where
Fo(m, &1, &) =: @im; — Am — dom x m; — |[Vm|>m — heg; + (m - hex)m
and
Fre(m, @1, &2) = K omy

with K ¢ as in (27). Here F maps between U x X and ‘W x Y with X, Y as in (28),
and U, ‘W appropriately chosen function spaces, see Sect. 4.1.

Iterative methods for solving inverse problems usually require the linearization
F'(&) of the forward operator F and its adjoint F'(&)* (and likewise for F) in the
given Hilbert space setting.

For example, consider Landweber’s iteration cf., e.g., [14, 27] defined by a
gradient decent method for the least squares functional || F (&) — y ||§ as

&n—H = — MnF/(&n)*(F(&n) -y

with an appropriately chosen step size w,. Alternatively, one can split the forward
operator into a system by considering it row wise Fi (&) = yx with Fy = (Fii)e=1..L
or column wise Fy(&) = y; with Fy = (Fg)k=1..... K, or even element wise Fi; (&) =
Yki, and cyclically iterating over these equations with gradient descent steps in a
Kaczmarz version of the Landweber iteration cf., e.g., [12, 13]. The same can be
done with the respective all-at-once versions [16]. These methods extend to Banach
spaces as well by using duality mappings, cf., e.g., [35], however, for the sake of
simplicity of exposition and implementation, we will concentrate on a Hilbert space
setting here; in particular, all adjoints will be Hilbert space adjoints.

4 Derivatives and Adjoints

Motivated by their need in iterative reconstruction methods, we now derive and
rigorously justify derivatives of the forward operators as well as their adjoints, both
in an all-at-once and in a reduced setting.

To simplify notation for the following analysis sections, the subscript “ext” in the
external magnetic field will be skipped. Moreover, to avoid confusion with the dual
pairing, we will use the dot notation for the Euclidean inner product.

4.1 All-at-Once Formulation

We split the magnetization additively into its given initial value mg and the unknown
rest m, so that the forward operator reads
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Fo(m, &1, @)
F@n, a1, @) =
(sz (m, @, &2))
k=1,..K , t=1,...L
aim; — Ay (mg +m) — @ (mg + ) x iy
—|V(mg + i) [>(mg + ) — h + ((mg + 1) - h)(mg + 1)

T
K s Ly ° ) )
(fo Jo Kee(t, 7, ) - my (x, 1) dx dv k=1,...K ., t=1,..L

for given h € L?(0, T; L?(S; R?)), p > 2, where Ay : H'(Q) — H'(Q)* and,
using the same notation, Ay : H}(Q) — L?(Q)(S H'(Q)*) with Hy(Q) = {u €

H?*(Q) : du = 0ondQ}' is equipped with homogeneous Neumann boundary
conditions, i.e, it is defined by

(—Apnu, v>Hl(Q)*,H1(Q) = (Vu, VU)L2(Q) Yu,v € HI(Q)

and thus satisfies
(—ANuU, )20 =/ Vu-Vvdx Vue Hy(RQ), ve HY(Q). (30)
Q

The forward operator is supposed to act between Hilbert spaces
F:UxR> > W x L0, T)KL
with the linear space

U=f{uel*0,T; H:(:R») N HY0, T; L*(2; R?)) : u(0) =0}

31)
CC,T; H(Q)NH 0, T; H>(Q)),

for s € [0, 1], where the latter embedding is continuous by, e.g., [34, Lemma 7.3],
applied to g%j_, and interpolation, as well as

W=H"0,T; H (2 R*)* or,incase p > 2, W = H' (0, T; L>(Q; R*)*.

(32)
We equip U with the inner product

T
o= [ (avu - o) ) drdr
0 Q

—i—/ Vui(T): Vuy(T) dx ,
Q

I'Note that as opposed to H'(£2) functions, H2(2) functions do have a Neumann boundary trace.
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which, in spite of the nontrivial nullspace of the Neumann Laplacian —A y, defines a
norm equivalent to the usual norm on L2(0, T; H*(S: R3)NHY 0, T: L2(Q; RY)),
due to the estimates

T t t
2 —_
lally20.7. 120 = /0 /sz/o u(s)dsu(t) dx dt +/§z/0 u(s)dsw(T) dx
< (T||u,||Lz(0’T;Lz(Q)) + ﬁ”u(T)”Lz(Q))”u||L2(0,T;L2(Q))
T
la(D)llz2@) = ||/(; w (1) dt 2 < ﬁ||“t||L2(o,T;L2(Q))~

This, together with the definition of the Neumann Laplacian (30), and the use of
solutions z, v to the auxiliary problems

7z, —Az=vin (0,T) x —v; —Av=Ffin(0,T) x Q
dyz=0o0n (0,T) x 02 , v=00n(0,T) x 92 , 33)
z(0) =0in Q v(T) =gin

allows to derive the identity
T
mmu=/ /(muveAmyqpm)um+/uqy@AD—Ama»dx
0 Q Q

T
=/ / (Vu: V(v—z,)—u-(v;—|—ANz[))dxdt+/ w(T) -v(T)dx
0 Q Q
T
:/ / u-(—ANv—V;>dxdt—|—/ w(T) -v(T)dx
0 Q Q

T
:/ /u-fdxdt+/u(T)~gdx,
0 Q Q

which will be needed later on for deriving the adjoint.
OnW = H' (0, T; H(Q; R?))* we use the inner product

(34)

T
(W1, Wa)qy = /O fQ (II[V(—AN +id)"'wi1(t): LIV(=AN +id) " 'wal(r)
+ L[(—=Ay +id)"'wil() - [I[(—Ay +id) " 'wal(0) dx dt

with the isomorphism —Ay +id : H'(Q) — (H'(Q))* and the time integral
operators
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t T
Li[w]() := / w(s)ds — l/ (T —s)w(s)ds,
0 T Jo

' T
Llw]() := —/ (t —s)w(s)ds + i/ (T —s)w(s)ds,
0 T Jo

so that L[w], (1) = —L[wl@), h[wl (1) = —L[wl; (1) = w(r) and L[w](0) =
L[w](T) = 0, hence

T T
/0 Ii[wi]@) L [w2](®) dt :/0 Dw1]() wa () dt,
so that in case wy € L2(0, T; LZ(Q; R3)),

T
(W1, Wa)qy = /0 /Q (Iz[w—AN +id)'wi1(): [V(=Ay +id) " 'wal(r)

+ LI(—=Ay +id)"'wi1(t) - [(— Ay +id) " 'wal(r) dx dt

T
=/ /12[<—AN+id>—1w]]<r>-wZ<r>dxdr.
0 Q

(35)
In case p > 2 in the assumption on h, we can set W = H' (0, T; Lz(Q; R3))* and
use the simpler inner product

T
(W1, W)y i=/0 /Qll[wl](f)'11[W2](t)dxdt,

which in case wo € L2(0, T; L%(Q; R3)) satisfies

T
(Wl,Wz)w=/0 fglz[Wﬂ(t)-Wz(t)dxdt-

4.1.1 Well-Definedness of the Forward Operator

Indeed it can be verified that ' maps between the function spaces introduced
above, cf. (31), (32). For the linear (with respect to m) parts @m,, —Axm, and
fOT Jo Kie(t, T, x) -m; (x, ) dx dt of F, this is obvious and for the nonlinear terms
G2(mg + ) x Ay, [V(mg + m)|>(mg + m), (mg + m) - h)(mg + m) we use the
following estimates (36), (37), (38), (39), (40), (41), holding for any u, w,z € U.
For the term &> (mg + m) x m,, we estimate
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||u X W¢ ||H1(0,T;H1(Q;R3))*
= o Wil 20,75 @3
< C21—>L3 ||ll X Wy ||L2(0,T;L3/2(Q;R3)) (36)
Q
= Copiopsllulle,r;co@man IWell 120, 7; 12 (2;m3))
Q Q
= Cpin p3Chis polltllco s m@ren IWell 20,7 2:m3)) »
where we have used duality and continuity of the embeddings H 1 O, T; H 1 (2; ]R3))
> LZ(O, T: H! (€2; R3)) LIS L2(0, T; L3(Q)) in the first and second estimate, and
Holder’s inequality with exponent 4 in the third estimate; For the term |V (mg +
m)|2(mgy + m), we use
||(Vll: VW)Z”Hl(O,T;Hl(Q;R3))*
0,7) .
= Coi 1o (VU VWIZI L1 o 7 111 (2:R3))%)

01 0 .
< Cyi 1o Chi, sl (VU YWz L1 o 7, 165 (0 R3))

0.7) Q
= CH‘—)LWCH1—>L6 (37

IVullz20,7;0@m3n IV W20, 7 0@ 12l c 0,75 12003

0.1 @

= CH1—>L°O H!—> L6

lullz20,7; m2@:r3) Wl 20,7 B2 (2R3 |2 0 (0,7 F 1 (2, R3Y) »
again  using duality and the embeddings H'(0,T; H'(Q;R?))

— L0, T; HY(Q)) = L®(0, T; L5(Q));
For the term ((mg -+ m) - h)(mg + m), we estimate

||(u . h)z||Hl(O,T;H1(Q;R3))*
< Co el Wzl 120 7 16753y
Q
= Cyipsllalico,r;s@min lZllco,m;20:r3) Il 220, 7; 22 (2 R3))

Q . ™3
= (Chpi 6 ROl e, 7; 11 @r3) 12l 0,75 11 (23 Il 20,7 122 %))

(38)
by duality and the embedding H'(0, T; H'(Q2; R?)) — L?(0, T; L%(Q)), as well
as Holder’s inequality.
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In case p > 2, F maps into the somewhat stronger space W =
HY 0, T; L2(S2; R3))*, due to the estimates

||ll X W; ||H1(0,T;L2(§2;R3))*

0,7)

= Cpil ool X Well g1 7, 12(0;R3))

0.7 39)
= Cyil oo lluliz2o ;oo ir3y) IWell 20,75 12 (2 R3))

01 A0
< Cpil o Cra peo Ul 2, 7; m2ir3) 1Well 1200, 7 12002 3)) »

as well as

” (Vu: VW)ZHHI (0,T;L2(Q;R3))*

©,7) .
< CH1—>L°° ||(Vu VW)Z||L1(0,T;L2(Q;R3))

0,7)

. CH1_>Loo ||V“||L2(0,T;L6(Q;R3)) ||VW||L2(0,T;L6(Q;R3)) ||Z||C(0,T;L6(Q;JR3))

©,7) Q .3
= Cyil 1o (Copiy o3 RO 2 0,7: 2023

IWllz20,7. 2R3 12l c 0,7, H (@ R3)) >
(40)
and

|| (u . h)z||H1(0,T;L2(Q;R3))*

0.7)
i oo @Mzl 1o 712 r3))

©.7) b
= oo 10 a0, 7 0 (@r3) 12l 20,7 o7 (@3 I 20,72 Lr (2:m3)

0,7) 0.7) 2, 2
H1—>L°°(CH1/4,L4) (CH3/2,LP**)

<C
<C
<cC

”u”H1/4(0,T;H3/2(SZ;]R3))”Z”H1/4(0,T;H3/2(SZ;R3))||h||L2(O,T;LP(S2;R3))£

for p** = ZT”Z < 00, which can be bounded by the U norm of u and z, using

p
interpolation with s =  in (31).

4.1.2 Differentiability of the Forward Operator

Formally, the derivative of IF is given by
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F/(ﬁla &ls &2)(119 :31? :32)

:Blﬁlt — Ba(mg + ﬁl) X Ay
+a1u; — Ayu — apu x m; — ap(mg +m) x u,
—2(V(mg + m): Vu)(mg + m) — |V(mg + m)|%u
+((mg + m) - h)u + (u - h)(mp + m)

T
K s LUy : ) )
(fo Jo Kielt, 7, %) - wy(x, 1) dx dt k=1, K, t=1,..L

(( i, @) 8IF°( &) G (ah, )) 5

WU (th, &)1, . Kot=1 0 0

.....

where %(ﬁl,&) U - W, %(ﬁl,&) R — W, IFO( a) : R - W,
(aF” (0, @)i=1... K.o=1...1 : U— L*0, T)KL. Fréchet differentiability follows
from the fact that in

F(n +w, &1 + B, &2 + B2) — F, @1, &2) — F'(m, &1, &2)(u, B, B2)

all linear terms cancel out and the nonlinear ones are given by (abbreviating m =
mg + m)
(@1 + B)(m; +u;) —aym; — aju; — fmy
= Biu,
(ap + Br)(m +u) x (m; +u;) —a@oym X m;—Bom X m;—@u X m; —@m X U,

=aou x u; + fom X u; + fou X m; + Bou x u,
|Vm + Vu|2(m +u) — |Vm|2m —2(Vm: Vu)m — |Vm|2u
= |[Vu/>’(m + u) + 2(Vm: Vuwu

(m+u)-h)y(m+u) — (m-h)m— (u-h)m — (m - h)u
= (u-h)u,

hence, using again (36)—(38), they can be estimated by some constant multiplied by
lullg, + B7 + B3
4.1.3 Adjoints

We start with the adjoint of %(ﬁl, &). Foranyu € U,y € L>(0, T; L*(RQ)), we
have, using the definition of — Ay, i.e., (30),
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/ /(a 9 (th, @)u) - y dx dt

=/0 /Q<&1ur~y+VurVy—&z(uxﬁz)~y—&z((mo+lﬁ)xuz)-y

—2(V(mg +1): Vu) ((mg + 1) - y) — |V(mg +1i)|* (u-y)

+ ((mo 1) - B) (u-y) + (@ h) (g + 1) - y)) dx d

T
:/0 _/Qu- (—&13’1 + (—Ay) — domy X y + @yr x (mg + m) + Gy x My
—2((mg + 1) - y) (—Ay (mg + 1)) + 2((V(mg + )7 (Vy)) (mg + 1)
+2((V(mg + )T (V(mg + i) y — |V (mg + )| %y

+((mo+ﬁ1)-h)y+((mo+ﬁ1)-y)h)dxdz

+ /Q u() - (@1¥(T) = day(T) x (mo + (7)) dx

T
=:/ /u~fydxdt+/u(T)-gdex,
0 Q Q

where we have integrated by parts with respect to time and used the vector identities
a-(bxc)=b-(cxa)=c-(axbh).

Matching the integrals over Q x (0,7) and Q x {T}, respectively, and tak-
ing into account the homogeneous Neumann boundary conditions implied by
the definition of —Ay, (30), as well as the identities (34), (35) we find that
‘HFO (m &)*y =: z is the solution of (33) with f = ¥, g = gT, where in case

’W HY0,T; H! (2; R3))*, y = L[y], with J(¢) solving

—AY(@) +5(t) = w() in Q
9,y = 0on Q2

for each t € (0, T), orin case W = H' (0, T; L?>(2; R}))*, justy = L[w].

With the same y, after pointwise projection onto the mutually orthogonal vectors
m; (x, t) and (mg(x) + m(x, £)) x m,(x, t) and integration over space and time, we
also get the adjoints of 572 BF (m Q), 8&2 (m, @)

oF r
% (1, &) _/ /ﬁlt-ydxdt,
aay 0o Jao

oFy
g

T
——/ /((mo+ﬁ1) x Ry) - ydxdt .
0 Q
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Finally, the fact that foru e U, y € LZ(O, T)KL

,,,,,

/ /Ku(z 7,x) - (x, ) dx drye(t) dt (42)

f /—Kk((l T,x)-ulx, t)dxdr

+ [ Ko, 7o) ute, 1y dn ety dr.
Q

where we have integrated by parts with respect to time, implies that due to (34),
(EHF"‘Z (M, &);_; . g1,y = zis obtained by solving another auxiliary problem

,,,,,

(33) w1th
T K L
fx, 1) = f Kkz(t T X)yke (D) i,
k= ll 1
43)
T K L
g(x) = /O DO Kot T, x)yre(e) dt .

k=1 (=1

Remark 2 1In case of a Landweber-Kaczmarz method iterating cyclically over the
equations defined by Fo, Fye, k = 1, ..., K, £ =1,..., L, adjoints of derivatives
of IFp remain unchanged while adjoints of %(ﬁl, @))k=1....K.t=1.....1, are defined
as in (42), (43) by just skipping the sums over k and ¢ there.

,,,,,

4.2 Reduced Formulation

We now consider the formulation (24) with F defined by (25), (26), and (27). Due
to the estimate

2 ~ 2
1Keem 125 7 < Tlael2,

R 2 2
0,7) 0,7) ||Ckpe ”LZ(Q,R3) ”m”Hl (O,T;LZ(Q,R3)) )

ifa, € L%0,T), ckp§ e L%(Q, R?) we can choose the state space in the reduced
setting as
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U=H0,T; L*(Q,R?), (44)

which is different from the one in the all-at-once setting.

4.2.1 Adjoint Equation
From (25) the derivative of the forward operation takes the form

F'(@)B = Ku,, (45)
where u solves the linearized LLG equation

aju, —aom X u; — dou x my — Au—2(Vu : Vm)m

+u(=|Vm|?> + (m-h)) + (u-h)m

= —pim; + fom x m; in@,7) xQ
du=0 on (0,T) x 082
u0) =0 in Q,

and m is the solution to (21)—(23). This equation can be obtained by formally taking
directional derivatives (in the direction of u) in all terms of the LLG equation (21)—
(23), or alternatively by subtracting the defining boundary value problems for S (m+
eu) and S(m), dividing by € and then letting € tend to zero.

The Hilbert space adjoint

F'(&)* : L?(0, T)KL — R?

of F/'(&) satisfies, for each z € L2(0, T)KL,
(F'(@)z, B
= (Z, F/(&)IB)LZ(O,T)KL

K T T
=>> /0 2ke(1) /O /Q (—10)ar(t — Dex()PY (x) - ur (v, x)dx dv dt

K L T T
-y fo ka(— fo /Q (—0) - (=D (D) (OPF () - u(r, ) dx d

+/Q(—Mo)5z(t— T)cr(x)pg (x) ~U(T,x)dX>dt
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T
= /(; /Qll(‘c,x) . Z (/ (—po)de, (t — T)zke(t) d;) Ck(x)p[ (x) dx dt

/ u(T, %) - Z ( / - Mo)ae(I)Zkz(l)df> k(PR (1) dx

=: (u, IEZ)LZ(()’T;LZ(Q’R.?)) + (u(7), KTZ)L2(Q,R3) (46)

as the transfer function a is periodic with period 7', and the continuous embedding
H(0,T) — CJ0, T] allows us to evaluate u(r = T).
Observing

T
f /—&1qf-udxdt
0 Ja
T
=/ f&1ut-qzdx—f&1qz(T)-u(T)dX7
0 Jao Q
T
/f—&z(quz),~udxdt
0 Ja
T
:/ /—&z(mxu,)oqzdxdt—/&z(quz)(T)~u(T)dx,
0o Jao Q
T
//&z(qzxm,)-udxdt
0 Ja
T
:/ /—&z(uxm,)~qzdxdt,
0 Ja
T
//—qu~udxdt
0 Ja
T T
=f /—qZ-Audxdt—/ / d,q° - udxdr,
0o Ja 0o Jog
T
//qz(—|Vm|2+(m-h))-udxdt
0 Ja
T
=/ /(u(—|Vm|2+(m-h))).quxdr,
0 Ja
T
//(qzom)h~udxdt
0o Ja
T
:/ /(u~h)m-qzdxdt,
0o Ja
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T
/ / 2(m - q¢°)Am - udx dt
0 Ja

T
= —/ / 2(Vm : Va)(m - q°) dx dt
0 Q
T
+ 2/ / —u- ((Vm) ' Vm)q® —u- (Vm) ' Vg©)mdx dt,
0 Q

we see that, if q° solves the adjoint equation
—ai1q; —aom x qf —2aom; X ¢° — Aq°
+2 ((Vm)TVm) q +2 ((Vm)TVqZ> m

+(=|VmP+ m-h)g+ m-qg)h+2Am)=Kz in(0,7T) x

A7)

3,q°=0 on (0, T) x 9%
(48)
a1q°(T) + @2(m x ¢°)(T) = K7z in Q (49)

then with (46), we have
(F/(&)*Z, ,B)R2 = (l.l, EZ)LZ(O,T;L2(Q,R3)) + (ll(T), kTZ)L(Q,R3)

T
=/ /(—ﬂlmt+ﬂzmxmt)-qzdxdt
0 Q

T T
=(ﬂ1,ﬁ2)~</ /—m,-qzdxdt,/ f(mxmt)-qzdxdt),
0o Ja 0 Ja

which implies the Hilbert space adjoint F/(&)* : Y — R?

T T
F'(&)*z = (/ / —m, - q°dx d;,/ /(m xmy) - @ dx dt), (50)
0 Q 0 Q

provided that the adjoint state q° exists and belongs to a sufficiently smooth space
(see Sect. 4.2.2 below).
The final condition (49) is equivalent to

ar —aom3(T) aymy(T) . )
aom3(T) a —aom(T) | ¢°(T) =: M7q*(T) = Krz,
—aom(T) aomy(T) ay
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where m; (7T),i = 1, 2,3, denotes the i-th component of m(7"). The matrix M?
with det(M$) = |&1 (@7 + &3)| is invertible if @ > 0, which matches the condition
for existence of the solution to the LLG equation. Hence, we are able to rewrite the
adjoint equation in the form

—a1q; —aym x q; — 2aom; X ¢° — Aq°
+2 ((Vm)TVm) q-+2 ((Vm)TVqZ) m

+(—VmP+ m-h)g+ m-g)h+2Am)=Kz in(0,7T) x

(1)
gt =0 on (0,T) x 9L2

(52)
@ (T) = MKz in Q. (53)

Remark 3 Formula (50) inspires a Kaczmarz scheme relying on restricting the
observation operator to time subintervals for every fixed k, £, namely, we segment

(0, T) into several subintervals (z/, /11) with the break points 0 = <. <
"~ =T and
j . j 5 s v 9 o
Fl, : D(F)(S X) = Y/, ayl = (](k(ES(Ol)“tj’thrl) 54
with
Y =L@ tHKL i =0...n—1, (55)
hence
' (it
Vi) = / | / — oG (t — D)ek (PR () - me (x, T)dxd, (56)
1] Q

Here we distinguish between the superscript j for the time subinterval index and
subscripts k, £ for the index of different receive coils and concentrations.
Forz/ € Y/,

Jj+l

L . '
Z—MOCk(X)pf(X) / dpo(t — Dz, (v) dt te(0,7),
=1 ¢

M=

(Kz/)(x, 1) =

~
Il

1
. ‘ K L 1itl )
(Krz/)(x) = )Y —pock (x)pf (x) /  G(D)z(v)de
— tJ

k=1¢=1
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yield the same Hilbert space adjoint F 7'@)* : ¥ — R? as in (50), and the adjoint
state qu still needs to be solved on the whole time line [0, T'] with

— &Iij — aom X qu — 20om; X qzj - quj
+2 ((Vm)TVm> qzj +2 ((Vm)TVqZ'/) m

+ (—|VmP + m-h)g” + m-q7)h+2am) = K/ in (0, 7) x @

(57)
g =0 on (0, T) x 92

(58)
Q@ (T) = (M8 Rzl in Q. (59)

Besides this, the conventional Kaczmarz method resulting from the collection
of observation operators K, with k = 1...K,£ = 1...L as in (13) is always
applicable, where

N 0 . .
Fro : D(F)Y(C X) = Yo, o> Yie = Wki&(s(a)) (60)
with
Yuw=L*0,T) k=1...K, ¢=1...L (61)

Thus F, (&)™ can be seen as (50), where the adjoint state q;, solves (51)~(53) with
corresponding data

T
Kiez(x, 1) = —MoCk(X)pf(X)/O dg-(t —nHz(v)dt ~ t€(0,7),

T
Krkez(x) = —pock ()R (x) fo dy(r)z(r)dt

for each z € Yyy.

4.2.2 Solvability of the Adjoint Equation

First of all, we derive a bound for ¢°. To begin with, we set t = T — ¢t to convert
(51)—(53) into an initial boundary value problem. Then we test (51) with q and
obtain the identities and estimates
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/&1qf(t) Qi (1) dx
Q
A z 2
- 0‘1”(1; ([)”LZ(Q,R3) )
/Q Ga(m(t) x (1)) - g (1) dx
=0,
/Q Ga(m (1) X () - qF (1) dx
< l&alllm; ) L3 r3 194° Ol L6 (@ r3) 197 D] L2(0 R »
/ —Aq*(t) - q; (1) dx
Q
1d
= EEanZ(t)uiQ(Q,R% :
/Q ((Vm@) Vm@)a ) - 4; @) dx
<(C ) IVm][3 RG] ;
= Hl— 16 L0, T; H(Q,R3)) q ||L6(Q,R3)”q[(t)||L2(Q,R3),
/Q ((Vm@) T VEOm®) - g (1) dx
= ngﬁLoo ||Vm(t)”H2(S2,R3)”qu(t)”Lz(Q,]R3)”qf(t)”Lz(Q,]R% )
fg (—=IVm®)* + m(1) - h)g* () - ¢ (1) dx
= (€ oM 1vmi3 + Ih@)]
= H! L6 L®(0,T; H' (Q,R3)) L3(Q.RY)
Ig* Ol Lo r3) 147 Dl 200 13 -
/Q (m() - ¢°()) h(t) - g5 () dx
= ||h(t)||L3(Q,R3)||qz(t)||L6(Q,R3)||(lf(t)||L2(Q,R3) ;
fQ m() - g€ (1)) Am(t) - g5 (t) dx
< C8 S IAmMO @ roy 16O | ogo.r3 10V4F Ol 120 83 -
/ Kz(t) - ¢ (1) dx
Q

< IKzO 2@ r3llgr Ol L2(q R3) -
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Above, we employ the fact that the solution m to the LLG equation has
Im| = 1 and the continuity of the embeddings H'(2,R%) — L%, R3) —
L*(Q,R%), H*(Q,R?) < L™(Q,R?) through the constants C: ce

H!->L3
and C 22% 1 00> Tespectively.
Employing Young’s inequality we deduce, for each t < T and € > O sufficiently

small,

1 p6°

1 d
2 dr ”Vq (t)”Lz(Q ]RS + (Ol] 6)”‘1 (t)“LZ(Q R3)

< [(anu‘zmw,T;Hl(Q,R3))+nVm(z)ﬂi,z(gngﬁnmt(r)||§3(Q,R3)+||h<r>||i3(Q,R3))

c

N D131 g ) + ||[€Z(Z)||iz(Q’R3)i|£~ (62)

The generic constant C might take different values whenever it appears.

To have the full H!'—norm on the left hand side of this estimate, we apply
the transformation qZ(t) = e'q*(t), which yields qZ,(t) = e (qz(t) + ¢ (@)).
After testlng by q;, the term [, q*(2) - q;(1)dx = 20_,[ ||qz(z‘)||L2(Q R%) will
contribute to 5 2 n 4y Vi (t)|)? 72 (Q R3) forming the full H'—norm on the left hand side.
Alternatively, one can add q to both sides of (51) and evaluate the right hand side
with [o @7 (1) - GG () dx < 1G5 D12 g o) + €IG O122 g 5o

Integrating over (0, t), we get

1 z 2 A 712
z ”q (t) ”H] (Q,R3) + (051 - 6) ”qt ”LZ(O,t;LZ(Q,R3))
C ! 4 2 2
S E 0 (”Vm||L°°(0,T;H1(SZ,R3)) + ”Vm(f)”HZ(Q,H@) + ”ml(T)”L}(Q’R})
+ I3 g 25)) 16 (D11 g ) 4T
+ ||I€Z||iz(0,T;L2(Q,R3)) + ||(M%)_1I€TZ”3_11(Q’R3)i|

. . i 1
with the ej,valuatlon .for the terms. ||Kz||Lz(0,.T;Lz(Q’R3)) and ||§M )~ KTZ”HI(Q RY)
(not causing any misunderstanding, we omit here the subscripts k, £ for indices of
concentrations and coil sensitivities)

” 2 R)2 =2 2 a,c.pR 12
”KZ(I)HLZ(QJRB) S C”Cp ||L2(Q,R3)||a||H1(0,T)||Z||L2(0,T) S Ca,c,p ||Z||L2(0,T) 5

|(M )7 KTZ”HI(Q R?)

E Ca ”Z”LZ(O,T) ”a”LZ(O,T)



404 B. Kaltenbacher et al.

(NP 131 gz + Py (T 21 g gy + e my (TImi(TZ 1 g 2
< C&O’p’&”ZHZLZ(O,T) (||CPR||2HI(Q,R3> + ||CPR||2Lﬁ(sz,R3)va(T)”i%Q,R**))
< C7lzll72, 1,
: (IICPRllﬁl(Q,Rz) +(CH_ 16sCipi ) llep® ”?{1(9,3@3)”Vm”iw(o,T;H'(Q,R%))
< CRP 22 0 VM2 s 7o)
with some i, j, k = 1,2, 3. This estimate holds for cp® € H'(Q,R?) and thus
requires some smoothness of the concentration ¢, while the coil sensitivity pR is
usually smooth in practice.
Then applying Gronwall’s inequality yields
19l Lo 0. 7: 11 (2. R3))
< Cexp (”le|ioc(0’T;Hl(Q’R3)) +IVmll 20 7, g2 r3)) + Ml 220, 7,13, R3))
+ I8l 20,730,200 )- (1R 2l 207322000y + 1M ™ Rzl g )
< Cé’c’pk(va"LOO(O,T;Hl(Q,R3))DL2(O,T;HZ(S'Z,R3))’ Iy ll 200,703 02.R3))
Bl 227,280 ) 12l 207
Integrating (62) on (0, T'), we also get
las l220.7: L2 (2.R3))
< ¢iept (”Vm”LOC(O,T;Hl(Q,R3))0L2(0,T;H2(Q,R3))’ Imyll 220,713 0. R3))
20 7.5 m0y ) D2l 2.
Altogether, we obtain
19Nl oo o.7: 11 (2. R3)) + 1G5 I 220,72 12 (2. R%))
< C[”C’pR(||VmI|L°°<o,T;H1(9,R3))0L2<o,r;HZ(Q,R»*))’ el 220,713 (2. %))
. ||h||L2(0,T;L3($2,R3)))'||Z||L2(O,T)' (63)

This result applied to the Galerkin approximation implies existence of the solution
to the adjoint equation. Uniqueness also follows from (63).
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4.2.3 Regularity of the Solution to the LLG Equation

In (63), first of all we need the solution m € L®(0,T; H*(2, R3?))
NL?(0, T; H3(2,R3) to the LLG equation. This can be obtained from
the regularity result in [11, Lemma 2.3] for mg € H?*(Q,R3?) with small
Vmo|l 2 r3)- The remaining task is verifying that the estimate still holds in
case the external field h is present, i.e., the right hand side of (21) contains the
additional term Proj,  h.

Following the lines of the proof in [11, Lemma 2.3], we take the second spatial
derivative of Proj,, 1 h, then test it by Am such that

/ Ah(t) - Am(t) dx
Q

_ JIARO) 20 moy [ AM@) 2@ g2y ifh € L0, T; H*(2,R%))
T IVl 20 r3) IV M@ |12 g3y ifh e L0, T; H' (R, R?)), 3,h =0 0n 8Q ’

/ A(m() - h())m(?)) - Am(t) dx
Q

CIh®) | g2eq.r3) (1 + 61VMO)|| g1 g3y + 20VMO) || 2. 13 | VM 1o 0,7 12(0.R3)))
NAm@) 120 r3) ifh e L2(0, T; HX(Q2, R3))
Cllh®)ll 1@, r3 (1 + 2||Vm(l)\|L3(Q.]R3)) ||V3m(l)||L2(Q,R3)
ifhe L%0,T; H (2,R%), 8,h =00n i

with C just depending on the constants in the embeddings H'(Q,R3)
LO(Q,R%) — L3(Q,R3). Then we can proceed similarly to the proof of [11,
Lemma 2.3] by applying Young’s inequality, Gronwall’s inequality and time
integration to arrive at

1Vm|l oo 0. 7: 51 (@.R3)NL20.T: H2(Q.R3))

< (IIVmo |l ;1@ g3y + 1) CUIVMo |l 41 (g w3), I1hID,
(64)

where ||h|| is evaluated in L2(0, T; H' (2, R?)) or L2(0, T; H*(2, R3)) as in the
two cases mentioned above.

It remains to prove m, € L?(0,T; H'(Q,R3) — L%, T; L*(2,R%)) to
validate (63). For this purpose, instead of working with (21) we test (18) by —Am;
and obtain

/Q m(0) - (—Amy(0) dx

= IV (D175 g3, -
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/ —a1 Am(7) - (—Am, (1)) dx
Q

Ol]

- 2 d ”Am(t)”LZ(Q RS)v

/Q e [VI(®) Pm(r) - (—Amy (1) dx
_ —aI/QV <|Vm(t)|2m(t)) - Vi, (1) dx
< (262 1 CR L IVml oo, 721 (.m0 1AM | 1 0 0
(D IVMI 7t gy )NV Ol 2 )
/Q —ai(h(t) — (m() - h())m(t) - (—Am, (1)) dx
— /Q V(h() — (m() - h())m(1)) : Vi, (1) dx
< 201 (VR 20,7
+ C1 o IO |Vl L 0.7t 0.0 ) IV (O 202 85
/Q—az(m(t) x Am(t)) - (—Amy (1)) dx
= /Q —aoV(m(t) x Am(t)) : Vi, () dx
< loal (1 6Clh_ 5 19l 0,711 oy | AW 11 e
IV MO 2 p) ) IVM Ol 200 )
/S;—az(m(t) x h()) - (—Am, (1)) dx
= /Q —opV(m(t) x h(t)) : (Vm, (1)) dx
< loal(C21_ oI 3 ey I VMl 0.7 111 20
+ IVRO 2@, ) IV O 20 20 -

Integrating over (0, T') then employing Holder’s inequality, Young’s inequality and
(64), it follows that
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(I =V |l 200.7:22(2.R3))
C 3
< E(llvm||L00(0,T;Hl(§z,R3))||Vm||L2(0,T;H2(Q,R3)) VM 0.7, 11 0.R3))
+IVmll 20 7. 52 r3) + 20, 7; 51 (@ R3 IVM Lo 0,72 1 (2, R3))

+ ||h||L2(o,T;H1(Q,R3)))

< (IVmoll 1 gz + I111) CAVMoll 10 g3y, 1R (65)

Also |lmy |l 20 7: 2.3 < C (||vm0||L2(Q,R3) + ||h||L2(0,T;L2(Q,R3))) according
to [25] with taking into account the presence of h, we arrive at

Iyl 200 7: 11,3y < (IVMOll 1@ g3y + 1) CUIVmo |l 471 g3 IR,
(66)

where ||h| is evaluated in L2(0, T; H (22, R3)) or L2(0, T; HX(2, R3)).

In conclusion, the fact thatm € L®(0, T; H2(Q2, R*))NL2(0, T; H3 (2, R3))N
H'(0,T; H'(Q,R?)) formg € H*(Q, R?) with small || Vmg ;2 gs). and
h € L%0,T; H'(Q,R%),30h = 0 on 9Q or h € L2, T; H*(Q,R?)
guarantee unique existence of the adjoint state ¢ € L0, T; H'(Q,R?) N
H' (0, T; L>(2, R?)). And this regularity of q° ensures the adjoint F’(&)* in (50)
to be well-defined.

Remark 4

e The LLG equation (21)—(23) is uniquely solvable for &; > 0 and arbitrary &;.
Therefore, the regularization problem should be locally solved within the ball

B, (@) of center &° with &(1) > 0 and radius p < &?.

* [I1, Lemma 2.3] requires smallness [Vmyl|;2q g3y < A, and this smallness

depends on & through the relation C’ (Xz + 21+ g—fk) < 1 with C' depending
on the constants in the interpolation inequalities.

Altogether, we arrive at
D(F) = {& = (b1.62) € 8,@%) :0 <&l p <a? ¢! (AZ + 20+ ‘iﬁx) < 1} .
o]
(67)
4.2.4 Differentiability of the Forward Operator

Since the observation operator K is linear, differentiability of F is just the question
of differentiability of S.
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Let us rewrite the LLG equation (21) in the following form

2@, m)— Am = f(m)

and denote
. S@+ep)—S@ n—m e
Ve = —u= —u=v"—u
€ €
Considering the system of equations
g(@+ep.m) —An = f(m),
g(@,m) —Am = f(m),

gim(@ myu + g4 (&, mp — Au = f (mu,
with the same boundary and initial data for each, we see that v¢ solves

2 (@, m)V¢ — AVE — £ (m)V¢

f)— fm) - 2(@+e€B,m) — g(@, m
= — fnm)v¢ — (63)
€ €
+ 8 (G, M)V + g, (6, m)B in(0,7) x Q
V=0 on[0, T x a2 (69)
¥0) =0 inQ, (70)
explicitly
&1(’; — Gom X f’f — V€ x m; — AVE
—2(V¥€ : Vm)m + ¥ (—|Vm|> + (m - h)) + (¥ - h)m
1
— - (|Vn|2n + Proj, i h — |Vm[>m — Projmlh) 1)
€
—2(Vv¢ : Vm)m + v¢ (—|Vm|? + (m - h)) + (v - h)m
L/ . N A N
— —(@ +eBim, — @+ efn x my — dim, + Gom>xm, )
+ @ v{ — dom X V{ — v x my
+ fim; — fom X my in(0,7) x
9,v¢ =0 on[0,T] x 02
(72)

¥€(0) =0 in . (73)
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Observing the similarity of (71)—(73) to the adjoint equation (51)—(53) with v€ in
place of q* and denoting by b€ the right-hand side of (68) or (71), one can evaluate
Iv€ || using the same technique as in Sect. 4.2.2. By this way, one achieves, for each
€ € [0, €],

”{’6”LOO(O,T;HI(Q,R3))DH1(0,T;L2(Q,R3)) = C||b€||L2(0,T;L2(Q,R3))
with b€ e L?(0, T; L*>(22, R%)) also by analogously estimating and employing
m,n € L0, 7T; H*(Q,R*) N L*0,T; H3*(Q,R3) n H' (0, T: H' (2, R3)).
We note that the constant C here is independent of €.

Next letting V := L°°(0, T; H' (2, R*) N H'(0, T; L*(2, R3)), we have

g(&—’_éﬁsn)_g(&vm)
€

— fram)ve —

g | f@ = fam)
D202y = | =

+ (@, mMVE + 7, (6, m)B

L2(0,T;L%(Q,R3))

<

1
/O ((f}’n(m + AevE) — f (m)VE — (§,(& + reB, m + Aev©) — gh (&, m))ve

— (8, (@ + e m + 1evE) — g4 (@, m)),B) dx

L2(0,T;L%(R2,R3))

=2 sup (I + A6Vl 1200, 7; 120 mo IV Iy
r€[0,1]
e€[0,€]

+ ”gl,'n(& + )\6/3, m + )“GVE)||(V~>L2(0,T;L2(Q,R3)) ”Ve ”fV
+ ||§(/3[(6l + AeB, m + )LGVE)||R2_>L2((),T;L2(Q,R3))|.3|)‘
In order to prove uniform boundedness of the derivatives of f , & WI.t A, € in the

above estimate, we again proceed in a similar manner as in Sect.4.2.2 since the
space for q° in Sect. 4.2.2 (c.f. (64)) coincides with V here and by the fact that

1 1
max{|m]|, ||n §max{A—,A—}C my|| ;2 3y, Thil 72007 52 3
{Ilm{], |||} & ar b (Ihmoll g2 g3y 1l 2200.7: 202 B3)))
C
=<0 (74)
al —p

form,n e L0, T; H*(Q,R3))NL20, T; H3(Q,R>)NH (0, T; H (2, R3)).
If 8,h = 0 on 92, we just need the ||.||,2¢ 7. g1(q r3))-norm for h as claimed in
(64). This estimate holds for any € € [0, €], and the constant C is independent of .
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To accomplish uniform boundedness for [|b¢|[ 120 7.12(q r3))> We need to show
that ||v€ ||« is also uniformly bounded w.r.t €. It is seen from

§@G+eB,m)— An = f(n),
g&m)  —Am= f(m)

that v€ solves

1
/0 Zm (@ + 1B, m + AevO)VE + 2. (@ + Aef, m + Xev) B di — AV

= /1 fo (m 4 1eve)vE da in(0,7) x Q
0 (75)
9,v¢ =0 on [0, T] x 92
(76)
ve(0)=0 in Q. (77)

Noting that M := m + Aev® = An + (1 — A)m has |M]| < &Ocp for all A € [0, 1]
0_

with C being independent of €, and g is first order in &, we can rewrite (75) into the

linear equation

G (& + reB, M)VE — AVE + F(M)v¢ = B(M)B. (78)

li‘ollowing the lines of the proof in Sect. 4.2.2, boundeiiness of the terms — A, F M),
B(M) are straightforward, while the main term in G(@ + Aef8, M) producing the
single square norm of vy, after being tested by vy is

1 ~ N €
fo (@ + Aepr) fﬂ Vi) Vi@ dx dd = Vg (D172 g, <a1 + %)

> IV D720 g3 @) — )-
According to this, one gets, for all € € [0, €],
IV¥lly < CIBIIBD g2 1200710283y < |BIC (79)
with C depending only on mg, h, &°, p.
Since b — 0 pointwise and ||b¢|l, 2 7.12r3)) < C for all € € [0, €],
applying Lebesgue’s Dominated Convergence Theorem yields convergence of

b1l 2(0.7: 2 (2. R3))» thus Of [[V€ |y, to zero. Fréchet differentiability of the forward
operator in the reduced setting is therefore proved.



Parameter Identification for the Landau—Lifshitz—Gilbert Equation in MPI 411

5 Conclusion

In this contribution we outlined a mathematical model of MPI taking into account
relaxation effects, which led us to the LLG equation describing the behavior of
the magnetic material inside the particles on a microscale level. For calibrating the
MPI device it is necessary to compute the system function, which mathematically
can be interpreted as an inverse parameter identification problem for an initial
boundary value problem based on the LLG equation. To this end we deduced a
detailed analysis of the forward model, i.e., the operator mapping the coefficients
to the solution of the PDE as well as of the underlying inverse problem. The
inverse problem itself was investigated in an all-at-once and a reduced approach.
The analysis includes representations of the respective adjoint operators and Fréchet
derivatives. These results are necessary for a subsequent numerical computation of
the system function in a robust manner, which will be subject of future research.
Even beyond this, the analysis might be useful for the development of solution
methods for other inverse problems that are connected to the LLG equation.
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An Inverse Source Problem Related to )
Acoustic Nonlinearity Parameter e
Imaging

Masahiro Yamamoto and Barbara Kaltenbacher

Abstract In this article, we discuss an inverse source problem of determining a
spatially varying factor of a source term in a linearized higher order model of
nonlinear acoustics, which is a partial differential equation of the third order in
time and the fourth order in space. We establish two kinds of stability for the
inverse source problems: (1) space-local stability of Holder type and (2) space-
global stability of Lipschitz type. Our key is two types of Carleman estimates with
a regular and a singular weight functions.

1 Introduction and Main Results

We consider the general higher order model of nonlinear acoustics proposed
by Brunnhuber and Jordan [5, Equation (4)] and see also Kaltenbacher [25],
Kaltenbacher and Thalhammer [26]:

B (x, 1) + A AP (x, 1) + Aa A28 (x, 1) — A3APY(x, 1) — AgAd Y (x, 1)
(1)
= -k @)@V, O+ VY, D> xeQ,0<1<T.

Here 2 C R” denotes a bounded domain with sufficiently smooth boundary 92

- nog.o— 0 g4 _ 0% g2 _ 9% o
and x = (x1,...,x,) € R",0; = axj,ala, = axl,axj,aj = ax?, 1 <i,j <n,
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dp = 0, A = 27:1 92,V =(@1,...,0), Vit = (V, d;). Throughout this article,
we further use the following notations: 3} = 81)/1 e fory = (Vs ... Yn) €
(NU{0})", where we set |y| = > i, yj. We set

0=Qx(0,T).

Recently the field of nonlinear acoustics received great attention not only from
the physical but also from the mathematical viewpoint and we refer to, e.g.,
Kaltenbacher [24] for a recent review and further references on the mathematical
analysis such as the well-posedness for initial boundary value problems, qualitative
properties of solutions such as long time behavior, and some optimization problems.
However, to the best knowledge of the authors, there are no works on the
mathematical analysis of inverse problems for (1), although results on quantitative
identification of parameters in (1) are crucial, e.g., for the below mentioned
application of nonlinearity imaging.

We describe more physical backgrounds for (1). In (1), ¥ is the acoustic velocity
potential,

2 2
Ve b(1+ B/A)v 1+ B/A B/A
A =2, AZZT’ A3=v(b+T), A4=C(%, KZF

0

and the quantities have the physical meaning indicated in Table 1. It has been
observed that during ultrasound propagation through biological tissue, the parameter
of nonlinearity B/A exhibits a dependence on the type of tissue and therefore
determining x as a spatially variable coefficient allows to image such media
[4,7, 8,15, 31, 34, 35]. Therefore we will consider « as a function of x, whereas
(neglecting the mild dependence of A, A3 on B/A as it is also done in the above
references), we assume that Ay, A, A3, A4 in (1) are all positive constants.

We assume that all the coefficients are sufficiently smooth, and we do not pursue
the optimal regularity conditions for the concise exposition.

We discuss an inverse source problem for a linearization of Eq. (1):

3u+ A AP+ Ay A% du — A3 A u )
Table 1 Physical parameters b= % + % ... viscosity number
B ... bulk viscosity
I ... shear viscosity
v ... kinematic viscosity
Pr ... Prandtl number
co ...speed of sound

B/A ...nonlinearity parameter
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= — pod;u — p1du — prdfu — p3 - Vou
—pa-Vu—ps-Vu+Rx, 0D f(x), (x.1)€Q.

Indeed (2) follows from the linearization of the right-hand side of (1): for two
coefficients 1 and k7 and corresponding solutions ¥r; and ¥, setting f = «1 — ko,
u = Y1 — Y, we have

=92 [ @n)? — 2092 + (VP = V)]

=— fOR@ YD) — k207 (@1 + 0y2)dpu) — 07 | D@91 + 9;92)0u

=1

= — FOH@Y1)?) — k2Bt + 3 2) 37U — 228, (391 + 3:2)) 87 u

—12 (37 (B0, Y2))ru— Y (99140, ¥2)70,u) =2 Y~ (3 (31 40;2))0, 0 ju

J=1 j=1

=07 | D @y + ;v | 0.

j=1

Therefore, setting pg, p1, p2, p3, P4, ps suitably and R(x, t) = —af(a,wl)z(x, 1),
we reach Eq. (2).

Our main purpose here is to discuss the inverse source problem arising from this
linearization of (1) and establish the uniqueness and the conditional stability for
our inverse problem. Uniqueness and stability are the primary theoretical issues
for the inverse problem, and we expect that the current work should provide a
theoretical basement for further related research, such as numerical reconstruction
of the source term, and, via a differential approach, also approximation of the
nonlinearity parameter. Moreover our method here for (1) can be widely applied
to other types of model equations of nonlinear acoustics.

Our main subject is

Inverse Source Problem

Let I' C 02 be a non-empty relatively open subset of 92 and @ be a non-empty
subdomain of €2, and let ty € (0, T') be arbitrarily given. Then determine f(x) in
or on some subdomain of 2 by u(-, fop) and dataof u onI" x (0, T) or w x (0, T).

Since we can consider f(x) = k1(x) — x2(x) in the reduced Eq. (2), we see
that the inverse source problem is a linearization of the parameter identification of
determining « (x).
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From the above definition of Aj—A4 and realistic values of the physical parame-
ters in Table 1, we can conclude that the positive constants A3 and A4 satisfy

A3 — 445, >0.
Moreover we assume that p;, 0 < j < 5 are sufficiently smooth, and

14 pox,0) >0,  (x,1)€ 0, _ 3)
A} =441+ po(x, 1)) >0,  (x,1) € Q.

Condition (3) is satisfied if
A3 — 44,

T, (X,t)e Q

—1 < po(x,t) <

We rewrite (2) as

(14 p0)du — A3 A%u+ Aj A%u+ Ay A*0u+G(u) = R(x, 1) f(x), (x,1) € Q.
4)

Here we set

2 1

Gu)=>"> qre(x,1)- 0 V'u +qoi(x, 1) - Vu, )
k=1 ¢=0

where gr¢ € L°°(Q) are some sufficiently smooth functions.
We set

H*'(Q) = {u=u(x.t); u,du, y_ 8ueL*Q)

lyl1<2

For simplicity, we always assume that solutions u to (4) under consideration is
sufficiently smooth, for example,

3/ue H*'(Q), j=0,1,23, Aue H*'(Q), k=0,1,2.

Also for the coefficients, we can discuss under more relaxed regularity conditions
for u, but we omit.

We will establish two kinds of stability results.

To state the first result, we assume that ' C 9€2 is an arbitrarily fixed non-
empty relatively open subset. We arbitrarily choose a subdomain ¢ C 2 such
that Qo € QUT, 3y N dQ is a non-empty relatively open subset of 32 and
920 N 92 C I'. We note that the intersection of 9€2 and some small neighborhood
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of 329 N 9L is included in I'. Moreover, we fix fg € (0, T) and § > 0 such that
O0<ty—8<t9y+6<Tandsetl = (tg— 5,19+ 96).

Theorem 1 (Local Holder Stability) We assume (3) and the existence of a con-
stant ro > O such that

Re H'(0,T;L®(Q), |R(x, 1) >r9>0, xeQ (6)

and an a priori bound

u ull . <M 7
ey T b ) S ™
J+k<5,j,keNU{0}

with some constant M > 0 and g > 0. Then there exist constants C > 0 and
x € (0, 1) depending on M, T", Qq such that

1f 2 = C( Z 187 03 wll 121 12y
JHly|=5

X
Hlul, 10)ll g4y + 10, 1)l g4y + 1972, t0)||1-12(gz)>

for each f € L*(Q).

The conclusion is a stability estimate in determining f under the a priori bound
condition (7), and is called conditional stability. We note that Eq. (4) is essentially
of parabolic type as is seen in the proof in Sects. 2-3, and for the determination of
f, we can choose any small T > 0. We do not know the stability in the cases of
to=0andty=T.

Since Qo C R is arbitrary such that Qo € Q U T, as the proof in Sect. 3 shows,
the uniqueness in the inverse problem holds:

Corollary 1 In Theorem I, if

8;u=0 0nF><Iwith|y|§5and8,ju(~,t0)=Oin§2withj=0,1,2,

then f =0in Q.

Next we state the second stability result. Assuming the boundary condition on
the whole 92 x (0, T'), we derive the Lipschitz stability which is global over 2.

Here we choose interior measurements. More precisely, let ® C € be an
arbitrarily fixed subdomain such that o C Q andlet I := (f9 — 38,79+ &) C (0, T).

Theorem 2 (Global Lipschitz Stability) Ler u € H*(0, T; L%(Q)) N H>(0, T;
H*(Q)) satisfy (4) and

u=~Au=0 ondQ2x (0,T). ®)
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We assume (3) and (6). Then there exists a constant C > 0 such that

I f 2@ = CUlul, to)ll g4y + 10, t0)ll g4y + ||312M(', 0l 52

el g2 s m2@)) + 14 53122 (0)

for each f € L*(Q).

Theorem 2 immediately produces the uniqueness in determining f in Q2: u = 0
inw x Iandatju(~,to) =0in Q with j =0, 1, 2, yield f = 0in Q.

In Theorems 1 and 2, we can weaken the norms of data of u, but we omit the
details. Correspondingly to Theorems 1 and 2, we can similarly prove the local
stability with data on I' x I and the global stability with data in w x I respectively,
but we omit the details.

Our results assert stability estimates for the inverse source problem by a single
measurement of data of solution to an initial boundary value problem, and in
Theorem 1, the stability is conditional under a priori bound assumption (7). For
this kind of inverse problems for initial boundary value problems, a method by
Carleman estimates is very effective and Bukhgeim and Klibanov [6] first proved the
uniqueness for partial differential equations of the second order. Also see Klibanov
[27, 28]. After [6], the works Imanuvilov and Yamamoto [17-20] established the
stability mainly for the hyperbolic and parabolic equations by modifying the method
by Bukhgeim and Klibanov [6]. There have been many publications and here as very
limited articles, we refer to Beilina et al. [2], Cannarsa et al. [9, 10], Golgeleyen and
Yamamoto [13], and also to monographs Beilina and Klibanov [1], Bellassoued and
Yamamoto [3], Klibanov and Timonov [29], and to a survey article Yamamoto [33].

This paper is composed of five sections. In Sect. 2, we establish two key
Carleman estimates. Sections 3 and 4 are devoted to the proofs of Theorems 1 and 2
respectively. In Sect. 5 we give remarks on the necessity of spatial data for the
uniqueness.

2 Key Carleman Estimates

The proofs of Theorems 1 and 2 originate from Bukhgeim and Klibanov [6] and
we will use a method from Huang et al. [14] and Imanuvilov and Yamamoto [17].
The key is Carleman estimates and we need to establish Carleman estimates for our
Eq. (4). Equation (4) is of higher order and it is more feasible to factorize into two
partial differential operators of lower orders. In this section, we first carry out such
a reduction.

Henceforth C > 0 denotes generic constants which are independent of the
parameters s, > > 0 later introduced, and Co(A) > 0 means generic constants which
are dependent on A but independent of s.
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2.1 Reduction of (4)

Let

A A A
3 Au+ —2 A2fu 4+ !

AD; A%u.
14+ po 14 po 14 po

Pou := 8,3u -

For R and gx¢ in (4) and (5), we set

>3 _ _RG&.1) ~ _ _qre(x,t)

R(-x’ t) - 1+p0(x,t)’ QkZ(X, t) - l+p0(x,t)’

ul(x) = ulx, 10), u'(x) =du(x, 10), u*(x)=adu(x, t),
Dy = [u°]l 3.

Dy = [t yagey + llu' I gy + 14?2 (-

We set

a1(x. 1) = gy (As — /43 — 4421 + po(x. ).

a2, 1) = gy (A3 + /A3 — 44201+ po(x, 1),

Ay

a3(x, 1) = it gy

419

€))

(10)

By (3) we note that aj, ay are real-valued and and by the assumed smoothness of
Po, the derivatives of a1, ap, az appearing below exist and are bounded, and we note

that ap(x, t) > 0 for (x,t) € Q.
Then

A A
s tzu—i— 2 Adu +
1+ po 1+ po I+ po

=(8 — a1 A)(3*u — a3 Au — ay Ad;u)
+(0;a3)Au + (9;ax) Adyu — 2a1Vasz - V(Au) — aj(Aaz) Au
—2a1Vay - V(Adu) — (a1 Aay — az) Adsu

Pou = 8,314 — A%u

=8t3u — (a1 + az)ABtzu + a1a3A2u + alazAzatu
+(0;a3)Au + (0rax) Adsu — 2a1Vas - V(Au) — a1 (Aaz)Au
—2a1Vay - V(Aoiu) — (a1 Aay — a3) Aou.
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Hence we can rewrite (4) as

(0 — a1 A)(07u — az Au — ay Adyu)

1 1 2
+ Y i )] VEAu+ D (e, 03] Vi = R(x. 1) f(x) in Q.

j. k=0 k=0 j=0
(11)
where a i and b ji are also sufficiently smooth.
Moreover we introduce a function by
w = 82u — ayAdu — a3 Au. (12)
Therefore each of (4) and (11) is equivalent to
v = 0u,
ov —ax(x,t)Av = az(x, t) fz; Av(x, £)dE — a3 (x, ) Aul(x) + w(x, 7).
(13)
Since

t
u(x,r>=/ o(x, E)dE +u'(), (r.1) € O,
1

0

we can represent

1 1 2
— > a3} VEAU =YY b, )9 VFu

j.k=0 k=0 j=0

in terms of v = d;u, we have

1 1 1
oow —ajAw = — ZakaAv — ZijH,kB,JVkv
k=0 k=0 j=0

1 ; 1 t
—Za()kf v"Av(x,g)dg—ZbOk/ VEu(x, £)dE+bo(x, 1)+R(x, 1) f(x) in Q,
k=0 o k=0 fo
(14)
where

1
bo(x, 1) =Y (ao(x, ) VF AU + boi (x, 1) V*u?).
k=0
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In particular,

PO, )l < € Y 1lu )l (k1) € Q. (15)

ly1<3

Henceforth we mainly discuss Carleman estimates for system (14).

2.2 The First Carleman Estimate: Proposition 1

Letd € C%(Q) and |Vd| # 0 on Q. We arbitrarily fix o € (0, T) and § > 0 such
that 0 <79 — 8 < t9g+ 6 < T.In addition to Q := Q x (0, T), we further set

I =(t—38,10+9), Or=QxI,
and
P, 1) =MDy, = d(x) — Blt — 1o,

where A, B > 0 are parameters chosen later. Moreover for convenience, we set

®(v) :=/ 303 (01 + Ve v + [V P)e®d Sdt
aQxI

+f $SA0G3 (0, 10 — 8) + Vo, 1o — O + o(x, 1 + )
Q
+HV(x, 1o + 8)[H)e™ 0ty (16)

Here we notice that ¢(x, fop — §) = ¢(x, fp + §) for x € Q.
Now we are ready to state our first Carleman estimate for system (14) with the
weight function ¢(x, t).

Proposition 1 There exists a constant Ay > 0 such that for each A > Ao, we can
choose constants so = so(A) > 0, C = C(A) > 0, and Cy = Co(A) > 0 satisfying

(i)

(s o 02w 4 530 %03 |8, w|?)e* Y dxdt
0O

<C [ spUa P+ IRPIS o drd
or
+CeCOMS D2 L C(®(v) + (Vs v) + DY, V) + D (w) + D(Fw))

forall s > sg.
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(ii)

o (8wl + [Aw?) + 52 20| Vw|? + s2 147 [wP)e> P dxdt
(9]

gc/ IR f12¢*¢dxdt + CeS0™S D + C(D(Vv) + D (v) + D(w)).
[

forall s > sg.
Here w solves (14), ® is defined in (16) and D1 in (9).

We can further estimate

o7 (02w]? + 18, Aw|?) + 5220V, w|? + s22%0* V|
[}

+53240% 10, w | + sTA et w|P)e* Cdxdt,

but for the proof of Theorem 1, the estimates of |8t2w|2 and |3, w|* in (i) are
sufficient.

We can describe an estimate in terms of the original solution u to (4), but for the
proof, the estimate of w is convenient. Proposition 1 asserts a weighted L>-estimate
which is uniform in all large s > 0: more precisely, the constants C > 0 and
Co(A) > 0 are uniform for all large s > 0. As for the general theory for Carleman
estimates, see Isakov [23], but the general theory does not work for our equation.
Moreover in Carleman estimates proved in [23], it is assumed that boundary data of
w should vanish especially at the final and the initial times #y=£4. Such an assumption
makes the application of the Carleman estimate to the inverse problem more com-
plicated. A recent work [14] simplifies the argument, which we follow in Sect. 3.

Proof of Proposition 1

First Step
The proof is based on the Carleman estimate for a parabolic equation.

Lemmal Letm =0,1,2and k € CI(E), > Qon E There exists a constant

ro > 0 such that for each A > Ao, we can choose constants so = so(A) > 0 and
C = C(A) > 0 such that

fQI {Sml)\.m(pml (|81Z|2 + ZW\SZ |a))c’z|2)

+Sm+l)\m+2¢m+1 |VZ|2 + sm+3km+4<pm+3|z|2}ezs‘ﬂdxdt

< Cf S"AT Q™02 (x, 1) — k(x, 1) Az(x, 1)|?e>dxdt + CP(2) (17)
O
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forall s > so and all z € HY(0, T; L*(Q)) N L2(0, T; H3(Q)) satisfying 9,z €
L2(3Q x (0, T)), z(-, 1o £ 8) € HY().

Lemma 1 is a classical Carleman estimate for m = 0 especially in the case of
u(-,tp £6) = 0in Q2 (e.g., Bellassoued and Yamamoto [3], Yamamoto [33]). We
note that without such a vanishing assumption, the proof is the same as in [33] by
keeping all the boundary terms in €2 x {fo£8} which are created by the integration by
parts during the proof. We can prove similar Carleman estimates for general m > 0.
Indeed, for m # 0, setting v; = go% v and applying (17) with m = 0 to vy, we can
directly complete the proof (e.g., Lemma 7.2 (p. 195) in [3]).

Furthermore we need a weighted integral inequality.

Lemma 2 Let ¢ € NU{0}. Then there exists a constant C > 0 depending on € such

that
f GOl wz
0

S C/ Se_l)\.e_lgﬁe_llg(x,t)|262S(p(x’t)dxdt
o1

2
XD dxdt

f g(r, £)lde

foralls > 0andall g € Lz(QI).

The lemma relies on the fact that that ¢ gains the maximum at t = fy where
the definite integral of |v(x, £)| on the left-hand side is considered. This type of
inequality is essential for the application of Carleman estimates to inverse problems
(Bukhgeim and Klibanov [6], Klibanov [27]) especially in the case of £ = 0. For
general £, we can prove it in the same way (e.g., Loreti et al. [30]), and so the proof
is omitted. An inequality of the type of Lemma 2 is essential for Carleman estimates
and inverse problems for integro-differential equations (e.g., Cavaterra et al. [11],
Imanuvilov and Yamamoto [21, 22], and Loreti et al. [30]).

The proof of Proposition 1 is done by applications of Lemma 1. It is an essence
in the proof that we absorb integrating terms with lower powers of s and A into the
terms with the highest powers. In particular, thanks to Lemma 2 with g = v, we can

2
regard a term ft; lv(x, §)|d$‘ , etc., as a term |v(x, 1)|> with lower power which

is reduced by s~'A~!p~!. For such reduction of the integral terms, we have to be
given data u(-, fp) in 2.

Remark: Main Idea of the Proofs of the Key Carleman Estimates for Our System
(11) The proof is based on Carleman estimates Lemmata 1 and 3 below and these
Carleman estimates can estimate derivatives of at most first order but in our system
(11) we have to estimate derivatives of higher orders. Therefore we will apply the
basic Carleman estimates for v := 9d,u and its derivatives by Eq. (13), and then for
w = 312” — ap Ad;u — a3 Au by Eq. (14). For raising the orders of the derivatives
to be estimated for v, we take 7- and x-derivatives of (13) at the expense of extra
higher-order derivatives of w, while for w we can take only ¢-derivatives of (14)
because (14) is attached with R f, and so the x-derivatives would produce V f,
which cannot be controlled by || fl;2(q). For completing the proofs, we finally
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synthesize the gained Carleman estimates for v and w, and we absorb minor terms
on the right-hand sides into the left-hand sides by choosing s, A > 0 sufficiently
large. The proof of the second key Carleman estimate Proposition 2 stated below is
based on the same strategy. However the underlying Lemma 3 below requires the
zero Dirichlet boundary condition, so that we cannot take arbitrary x-derivatives of
v while keeping this boundary condition. Hence we will only do so by taking A for
gaining estimates of higher spatial derivatives.

Second Step
We recall v = d;u from (13). Setting

wy = 0w,
by the equation in w given by (14), we have

dwo — ayAwo = (8 R) f(x) + dbo

— Zalkv Ad;v — ZZ[)1+1 k3]+ vky XI:anVkAU — Xl:b()kvkv
k=0 k=0

k=0 j=0

t

Bt =3 @by 08 Vo - Z O (N

k=0 j=0 fo
—Zatbm / VEu(x §)dé in Q.

and so

|8,wo — a1 Awol < CI@R) fF()|+C Y |07 u’
ly1<3

1
+C (197 vl + 187 Vol + 18] Av| + 8] VA]) + C(187v] + [97Vo]) + C|Aw|

j=0
'
+C/IO(|Av|+|VAU|+|VU|+|U|)(x,§)d§ in Q. (18)
We set
vo=0v, vj=20;v, wvy;=00djv, 1=<j=<n.
Then (13) yields

t
drvo—azAvg = 3tw+(8za2+a3)Av+(3ta3)_/ Av(x, £)dE—(0a3)Au’,  (19)
f
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v —mAv; = djw — 8j(a3Au0) + (0ja2)Av
t t
+ a3/ Avj(x, )dE + (ajag)f Av(x, £)dg (20)
fo to
and
0ivoj — a2 Avgj = 0;9;w + (9jaz2) Avg + (d;az + az)Avj + (3;0,a2 + dja3) Av
t t
+ (8,(13)/ Avj(x, &)dE + (Btﬁja3)/ Avdé — 8j8,(a3AuO) 21
fo to

for (x, t) € Q. First we will derive a Carleman estimate for v and its derivatives.
Now by applying Lemma 2, we see

/ Sn‘lA‘m (pm
or

<C / sl Av(x, 1)?e* S D dxdt (22)
0O

2
e29X0 gy dy

t
f |Av(x, §)|d§
fo

for all s > 0. Applying Lemma 1 to (13), we have

(Smjl)\,mgﬂmil (|8[U|2 + |AU|2) + sm+])hm+2§0m+l |Vv|2
01

+Sm+3)\m+4¢m+3 |v|2)e2sgadxdt

<C / s ™
)]

+CeCOMS DIy C(v)

2
e>Cdxdr + Cf s"A " \w|2e> Y dxdt
0}

t
f AvGr, £)1dE
fo

5c/ sm_lkm_lgom_l|Av|2ezwdxdt~|—C/ SN " lw|*e P dxdt
Q1 Q

I

+CeCOMS DI 4 CO(v).

Therefore, choosing A > 0 large, we can absorb the first term on the right-hand side
into the first term on the left-hand side, and we have

(Sm_l)»m(pm_l(|3tv|2 + |Av|2) + Sm+1)hm+2(pm+llvv‘2 + Sm+3}Lm+4§0m+3|v|2)€2‘w)dxdt
]

< c/ SN w[?e Y dxdt + CeC0MS D? 4 Co(v). (23)
()]
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Next we apply Lemma 1 to (19):

(Sm—l)\'m(pm—l(latzv|2 + |Aatv|2) + sm+1)um+2(pm+l|3th|2
O

+ M3 15,012)e> P dxdt < C/ s A @™ |0, w2 e dxdt
]
+ C/ s"A ™ <|A1)|2 +
()}

+ CeOMs P 4 Co(B,v). (24)

‘ 2
/|Av(x,§)|d§‘ )emdxdt
fo

Replacing m by m + 1 in (23), we have

/ s"A " AV 2P dxdt
o (25)
<C / s e W 2e* Y dxdt 4+ CeCOMS DI 4 C o (v).
01

Hence Lemma 2 yields

Q1

fc (Sm)\‘mgon'I'Avlz+sm—l)\‘m—l(pm—l|Av|2)e25(pdxdt
O

t
/ |Av(x, §)|d§
fo

2
) e>dxdt

§C/ s A Q™| Av|2e®dxdt
Qr
§C/ s 26X dxdt 4+ CeCOMS DT 4 C D (v).
0
Therefore with (24) we reach

(sm—l)hmgom—l (|812U|2 + |A3[U|2) + sm+3)\m+4¢m+3|atv|2)62sq)dxdt
o1
S C (Sm)»m(pm|8[w|2 + sm+1)\m¢m+1|w|2)625¢dxdt (26)
]

+ CeOMs D 4 C(D(v) + P(Bv)).
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Similarly from (20), applying Lemma 1 and (25), we can obtain

/ {sml)\mq)ml EADIEEE Z [0 v|?
)]

lyl1<3

n
+ Sm+1)hm+2¢m+l Z |ai ajv|2 + sm+3)hm+4¢m+3|vv|2}eZS(pdxdt

(27)
i,j=1
< C (smAm(pm|vw|2+sm+lkm(pm+1|w|2)e2s(pdxdt
o1
+ CeOMS D 4 C(D(V) 4 D(v)).
Here we used an estimate
¢ 2
/ SAQ / |Av(x, €)|dE| e*?dxdt < C/ |Av(x, 1)|*e®?dxdt
o1 to Qr
by Lemma 2.
2
Finally from (21), applying Lemma 2 to the integral terms ft; ---d&| , by (25)

we can argue in the same way to have
n n
—1 —1 2 2
Z/ {s’” A" [3pvo; P+ Y 19:9kvoj|
j=1701 ik=1

+Sm+lkm+2(pm+l|vv0j|2 + Sm+3)um+4(pm+3|v0j|2}ezsdedf
§C/ s"A Q™ |V, w|?e> Cdxdt
0

+c/ smkm(p'"<|Avo|2+|Av|2+ |A@;v) |
0

2

+ +

2
)ezs‘pdxdt

t
/ [A@3jv)(x, §)|dE
1

0

t
f |Av(x, §)|dE
fo

+CeCOMs DI 4 C D (3, V)

<C [ "W " Vo,w|* + s T T w e dxdt
0r

+C/ s"Am™ | |Avol* + > 0¥ vl | e*¥dxdt
2 yI<3

+ CeCOWI D2 4 C(D (8, V) + D(v)). (28)
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Applying (26)—(27) where m is replaced by m + 1, we have
[the second term on the right-hand side of (28)]

(Sm+1)\m(pm+l |Vx,tw|2 + sm+2km(pm+2|w|2)e2wdxdt
O
+CeOMS D2 4 C(D(Vy 1) 4+ D(v)).

<C

Therefore (28) yields

/ {sm‘)\mq)m‘ IVao2v|? + Z 18,0) v|?
Q1 ly|<3

4 Sm+lkm+2(p/n+l Z |a;’atv|2 + Sm+3)um+4(pm+3|vatv|2}e2wdxdt

lyl=2
<C (smkmwm |atvw|2 + sm+1)hm(pm+l |Vx,lw|2 + Sm+2)»m§0m+2|w|2)62‘wdxdl‘
01
+ CeCOMS P2 4 C(®(v) + D(Vy v) + D (3, V).
(29)
Third Step

We will derive a Carleman estimate for w. Applying Lemma 1 to (14) by using

Lemma 2 for estimating

t t
/IV"Av(x,E)IdS, /lvkvu,snds, k=0, 1,
1) 1)

we obtain

o1

+sm+3Am+4¢m+3|w|2)623<pdxdt < Cf smkm¢m|§f|2e25¢dxdt
]

1
+c/ s D 1Y v P+ Y 18, VR | e Ydxdt

2 lyI<3 k=0
+ CeCOMs I 4 Co(w).

Replacing m by m + 1 in (27) and substituting it into the second term on the right-

hand side, we have
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Q (Sm_l)\.m(pm_l(latU)|2 + |Aw|2) +Sm+1)\,m+2(pm+llv'lU|2
I

-‘rSm+3)»m+4g0m+3|w|2)623¢dxdl < C/ smkm(pm|ﬁf|2623¢dxdt
]

+C (sm+1Am¢:n+l |Vw|2 + Sm+2)\,m(pm+2|U)|2)ezs¢d.xdt
o1

+CeCM DY 4 C(@ (Vo) + ®(v) + B(w)).

Choosing s, A > 0 sufficiently large, we can absorb the second term on the right-
hand side into the left-hand side, so that

"M (19w + [Aw]?)
[}

mym, mp £12,25¢ Co(L)s 2
<C s"A" Q"R fl7e%dxdt 4+ Ce D7 4+ C(®(Vv) + @(v) + D (w)).
7}
(30)

Thus by setting m = 0, this proves Proposition 1 (ii). Finally, applying Lemma 1 to
(18), we obtain

(SWI71)\’m(pm71(|alzw|2 + |31Aw|2) _|_ Sm+1)\,m+2(pm+1|V8[U)|2)62S¢dxdt
]

<C / s" A ™ (3, R) f*e*dxdt + C / s A ™ Aw|*e> Y dxdt
o1 0

1

+/ s | > (Y al* + [0 v + Y 187 9fvl* | ¥ dxdt
2 lyI<3 lyl<

+C/ s ™ Z
o1

lyl1<3

t 2
/ 187 v(x, £)|dE| e**¢dxdt + CeCOMS DT + Cd(dw).

]

In (29) and (30), we replace m by m + 1. Then, applying Lemma 2 to the fourth
term on the right-hand side and (30) and (29) respectively to the second and the
third terms on the right-hand side, we can obtain
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[ 6t gt + o swp)

0

_|_Sm+l)hm+2¢m+1 ‘Vatw|2 + Sm+3)\.m+4(ﬂm+3|3[w|2)€2'wdxdl‘

§C/ S"A "3, R f 12X P dxdt

0

+ [C/ s R £2e* ¢ dxdt 4+ C(€9% D} + d(v) + D (V) + d>(w))]
(9]

+[C/ (Sm+1)hm(pm+1|8tvw|2+Sm+2)hm¢m+2lvxvfw|2+Sm+3)hm¢)m+3|w|2)62s¢)dxdt
(9]

+C (M DY + ® () + B(Viv) + <1>(Va,v>>] +[C (P D} + D (Bw))].

Choosing s, > 0 large, we can absorb the terms s”+1A"¢" 13, Vw|> and
s"E20m M +215,0|? into the left-hand side, and so we have

("1™ (10wl + 10, Aw]?)
)]

+sm+1)\1n+2(pm+l |V8,w|2 + Sm+3km+4(pn1+3|alw|2)e25(pdxdt

< / MG (10, R 4+ |RP)Lf 2> dxdt
0y

+C (Sm+2)tm(pm+2|vw|2 + Sm+3)\.m(pm+3|U)|2)€2S(pd.xdt
O

+ C(eCOMS D2 4 B (v) + D(Vy ) + BP(VI,v) + D(w) + (B, w)). (31)

Again replacing m by m + 1 in (30), we have

(Sm+2km(pm+2|vw|2 + Sm+4)\.m+2(pm+4|U)|2)€2S(pdxdt
]

S C/ Sm+l)\.m_2§0m+1|§|2|f|2€2mpdxdt
9]
+ C(M D2 4 B (v) + D(Vv) + D(w)).

Substituting this into the second term on the right-hand side of (31), we reach

Q1

+Sm+3)\,m+4§0m+3 |3,w |2)62S‘/)dxdt
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<c f G0, RI? + R £12e2 P dxdt
or

+C (M D2 4 B (v) + B(Vy ) + BV, v) + D(w) + ©(B,w)).

Setting m = 0, we complete the proof of Proposition 1.

2.3 The Second Carleman Estimate: Proposition 2

We will establish another underlying Carleman estimate. For @ C €2, we arbitrarily
choose a subdomain w SlEh that wy C w. Then, it is known (e.g., Imanuvilov [16])
that there exists dy € C2(2) such that

dy>0 inQ, dpo=0 onad2, |Vdy|>0 onQ\ wp. (32)

Later we fix a constant A > 0 sufficiently large. We set

e)‘dO(X) T (33)

{ n(x) — e)»do(x) _ eQ)LHdO”C(ﬁ) < 0,
—_ _nx) — —
Ol(xJ)—m» G(X,f)—m, o= 7.

We note
HT —1t) = )\do(x)g—l( 1, 0(x, 1) = ZI;T Ado(x) 4 _ 40— Ma
=e X, 1), tO(X, _ZZ(T—t)ze s = 20(x) 1,
(34)
and
gy = ¢ W0, 1) < 0(x, 1),
10:6(x, )| = FF=d 0 = 21 — T1e0D0(x, 1)? < COx, )7 (35)
inQ x (0, T).
Here C > 0 is independent of A > 0.
We recall (9):
— 1,0 — 1,0 1 2
Dy = lullgs), D2 =lullga + lu g + el g2q),

and that v, w are defined by (12) and (13) for a solution u to (4).
We state our second key Carleman estimate for a solution w to (14).

Proposition 2 There exists a constant .o > 0 such that for each . > Ly we can
choose constants so = so(A) > 0, C = C(L) > 0, and Cy = Co(X) > 0 such that
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/ (707 10%w|? + 314039, w (P> dxdt
0

<C / 18, RI?| f1e**dxdt + CoG) (D3 + 1ullyps .1 12wy + 11302 0.7: 120
0 75 75

forall s > s.

Proof of Proposition 2 We set
E(v) = / sT30% w2 % dxdt.
wx(0,T)

First Step

The proof is similar to Proposition 1, but we need some other estimation. First we
show

Lemma3 Letm = —1,0, 1. There exists a constant Ly > 0 such that for each
A > Lo we can choose constants so = so(A) > 0 and C = C(A) > 0 such that

/ {sm—l)\'mem—l |3[Z|2+ Z |a)]c/z|2
0 Iyl

+ sm+1Am+29m+1 |VZ|2 + Sm+3)\m+49m+3|z|2}€2sadxdl
§C/ s"ATOM | F12e®%dxdt + CE(z)
0

forall s > so and all 7 satisfying
8IZ_K(-xvt)AZ:F ll’l Qv Zl()QZO

with k € C1(Q), > 0on Q.

This is a Carleman estimate with the singular weight function «(x, ) and the
proof can be found for example in Fursikov and Imanuvilov [12], Imanuvilov [16].
Second we show an inequality on a definite integral starting at fy where

the weight function «(x, ) gains the maximum value for each x. This lemma
corresponds to Lemma 2.

Lemma 4 There exist constants C > 0 and 6y > 0 such that

/ stot
9]

foralls >0, ¢ € Nandall g € L*(Q).

2
eZsoz(x,t)dxdt S C/ s[—l@f—le—)u&)|g|262SC((x,l‘)dxdt

t
/ lg(x, £)lde
0 (0]
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Proof The proof is similar to Lemma 2 and we provide it for completeness. We can
estimate [, szT stot
2sa

integral over Q2 x (0, #p) in the same way. Noting (34), ¢ (x, T) = —oo and 9;e~** =
25(3,)e*, we apply the Cauchy-Schwarz inequality and the integration by parts,

so that
T t
// (s0)" / lg(x,
Q Jry In)

T t
< / (s0)'(t — 1) ( / |g(x,§)|2ds) e25%XD gty
Q Jry

T 2 _
= f (9)‘5%@ ) (/ lg(x, é)|2ds>drdx

2
/ / — 1951‘ (T ) (ezsa(x,t)) (/ |g(x, §)|2d§> dtdx
0 4n(x) 0

t=T

2 2 t
— 6719@1‘ (T — ) 2soz(x,t) (/ , 2d )]
/ [s T [ eopa)|

f / a0 (T —1) )—(/ l8(x, s>|2d5> e drdx
o 45(x)

t-(T —
f / — 195 ( ) | (x’t)|282m(x,t)dtdx
fo 4 ( )

2
ft; lg(x, &)|d& ‘ €221 dxdt because we can estimate for the

2
252D gy

- / / (139@—1(at9)z2(T — 1?2 4 6%2%(T — 1)(T — 2t)>
fo

2 250 (x,t)
o [ tstx e ) s

T Ad()(x)e—ltT_t
+// sclgt [ £ T =0 ox. 224D g1 (36)
Q Jiy _477(x)

For the last term, we used t>(T — 1)> = t(T — t)(*®®p~1) by (34).
On the other hand, we set 69 = min, g(2(ldo ||C(§) — do(x)) > 0. There exists a
constant C; = C(8p) > 0 such that

D (T — 1) oMdo(x)
-1 T T gl — ) ST
—4n(x) 4P dllc@ _ prdo(x))
eflt(T — t) e_)‘(zlld()llc(ﬁ)_d()(x)) eflt(T _ t) 67A80

4 1 — ¢ *Clidolicig—do()) = 4 1 —e %
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—1
t(T —t _
50%5”0 <G te™0 (x,1)e 0

for all A > 1. Indeed, by setting 7(¢) =
increasing for 0 < ¢ < 1, and

% {, the function 4(¢) is monotone
o +Clidoll iy —do(x))

— _)L(szOHC(ﬁ)_dO(X)) < —Ado
| ool —dol) h(e ) < h(e™™)

by A2lldoll ¢y — do(x)) = Ado.
Therefore

T )Ldo(x)g—lt T —¢
/ f st-lgt ¢ ( ) |g(x,t)|2ezm(x’t)dtdx
e Ji —4n(x)

T
SC// slot e ™20 o (x, 1) 2D dtdx.
fo

On the other hand, by (34) we see

2t —
t2(T —1)?

=126 (t — 1) ™| = 1200 (t — 10) (O (x, )t (T — 1))| < CO |1 — 19

160 (9,0)X(T — 1)?| = ‘ze“ P OO2(T — 1)?

and
—n(x) = ezx\ldo\lc@ _ o) > e2M|doHc@ _ e*”do\lc@
:e)u”dOHC(ﬁ) (e)nlld()llc(ﬁ) — 1) > e||d0”(j(§) (e”dOHC(ﬁ) _ 1) . O,

that is,

1
e”d0||c(§) (eHdOHC(ﬁ) _ l)

’_ 1
n(x)

if L > 1. Applying these to the first term on the right-side of (36), we can obtain

/ (s6)(t — 10) / lg(x,
<c/f - 10‘3|t—t0|</ |g|2déj> e drdx
10

+/ (s0)£ 1 —)»80| |62Ya(x’t)dtdx.
Q Jry

230(()6 t)dtdx




An Inverse Source Problem Related to Acoustic Nonlinearity Parameter Imaging 435

The first term on the right-hand side can be absorbed into the left-hand side by
choosing s > 0 large, and the proof of Lemma 4 is complete.

In particular, Lemma 4 implies

Lemma 5

[ orenupeard < ¢ [ 6o awPedrds + CeN . w1 g,
Qo Qo

Proof We have

t
w(x,t)=f dw(x, E)AE +w(x. 1), (x.1) € Q.
1

0

Therefore Lemma 4 yields

/ 0500 \w?e® Y dxdt
0

SC/ stoterdo
0

<C / sl 9,w|?e® %dxdr + C f lw(x, 10)|2e*0 50> dxd.
0 0

2
etdxdi+C / lw(x, t0)|>e*0st0 ™ dxdt
0

t
/ |0;w(x, §)|d§
10

Here

¢
Ado (x) 2)‘”‘10”('(5) _ Lido(x)
e e e
st9te®® = [s——— | exp| —2s
(T —1) t(T —1)

o)\ - Mol _ Hidolle)
<|s——] exp|—2s .
t(T —1) t(T —1)

We choose A > 0 large such that Ml > 2. Therefore

PHdole@ _ Mol — Hdolle (Mol _ 1y > Heolleay.

Hence

Mdolleg \ © Midoll ¢ o\ ¢
stote®e < se— exp —2se— < sup nte™=(=) "
t(T —1) t(T —1) >0 2

Thus the proof of Lemma 5 is complete.
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Second Step
The main idea for the proof of Proposition 2 is similar to Proposition 1, and addi-
tionally, in terms of Lemma 5, we regard the terms 8}{ v(x, t) as a term with lower

2
SE o, §)|d§‘ with
lv(x, t)|2. For this, we further have to assume data d;u(-, #p) and 8t2u(~, to) as well
as u(-, tp) in 2. We can remove data o,u(-, tp) and Btzu(-, tp) but the proof is more
complicated.
In this step, we complete the proof of Proposition 2. We apply Lemma 3 to (19):

powers in s, A and 6 than 8,3} v(x, t), not only by comparing

/ sm+3km+49m+3 |8IU|262Sad.xdl + / Sm+]km+29;n+l |atvv|262Sadxdt
Q Q

+f s"Imem=1(19, Av|* + 1920 [*)e* ¥ dxdt
0

)

for all s > s9. Here we used (37) for estimating fQ S"AO™ |3, (a3 Au)|2e® % dxdt.

<C / s"AO™M 0, w|? e Y dxdt
0

+c/ s <|Av|2+
0

e*%dxdt + Co(r) D3 + CE(9,v)

t
/ |Av(x, §)|dE
fo

Lemmata 4 and 5 yield

/s’",\mem|Av|2e2”dxdr5c/ smhmem=1e=2015, Av|*e**dxdt+Co(A) D3
0 0

and

t
fs’"x’"e'" f |Av|dE
o 1o

<C / sMTIAmGM =270 |5, Av|?e* % dxdt 4 Co(1) D3.
0

2
edxdr < c/ s Imgm—le=2%0 | Ay|2e® dxdt
0

Consequently

2
/ sTAm™ <|Av|2 + ) e dxdt
Q

<C f smiamgm=le=2% |5, Av|?e**dxdt 4+ Co(r) D3.
0

t
/ |Av(x, §)|dE
fo
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Hence

/ A3 Mg g 412,250 4 1t +/ s+ 5 72025 gy
0 0

+/ s Imem=1(19, Av|* + 192v[*)e* ¥ dxdt

0

§C/ sm)»mOmIa,erzmdxdt%—C/ s gm0 |9, Av|2e® dxdt
0 0

+Co(A) D3 + CE(8,v).

Choosing A > 0 in e~*% sufficiently large, we can absorb the second term on the
right-hand side into the second term on the left-hand side, we have

/(Sm+3)\m+49m+3|atv|2+Sm+1)\m+29m+1|atvv|2
0
+s"m1mem=1(18, Av|? + |82v]>)e> Y dxdt

gcf s"AMO™ 9, w|2e**dxdt + Co(A) D3 + CE(9v).
0

We apply Lemma 5 to the left-hand side and estimate |v|? and |Av|? respectively
by [9,v]? and |3; Av|?, so that we obtain

/ (Sm+4km+46m+4|v|2 + Sm+3)hm+49m+3|atv|2
0
+sMTmE2emE L 5 Ty 4+ s"AMOM | Av)? + s IO (19, Av)?
+ 182v])e*%dxdt < C / s"AMO™ 9, w2 dxdt + Co(A) D3 + CE(92u).
0
(38)

We recall vg = d;v and set V := 0;Av = B,ZAM. We further take A in (19) to
have

0,V —ap)AV
t
=(0az + a3) A% + (8,a3) f A%v(x, £)dE
fo
+2Vay - V(Avg) + (Aaz) Avg + 3 Aw + 2V (d;az + az) - V(Av)

t
+A(0a2 + a3)Av + 2V(8taz)/ V(Av)(x, §)d§
0]

t
+Aa3) / Av(x, £)dE — A((dhas) ).
0]
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By (8), we note that V = BEAM = 0on 92 x (0, T). Consequently we can apply
Lemma 3 to V and obtain

/ (sm—l)\‘mem—lﬂatzAv'Z + |3tA21)|2) + Sm+l)»m+29m+1|8,VAv|2
Q
+sm+3)»m+4¢9m+3|81Av|2)e2mdxdt
=/ " Imem (18, V2 4 |AV ) 4 smHI 2 gm gy 2
0

+ Sm+3)tm+40m+3 | V|2)62sadxdt

2

2
SC/ smxmem{m?vﬁ + +|VAv> +
0

t
/ |A%u(x, 8)|dE
0]

t
/ [VAv(x, §)|dE
0]

2
+]Av|? + }ezs"‘dxdt

t
/ |Av(x, £)ldE
fo
+c/ s"™AmO™(19,V Av|? + |3;Av|2)e2“‘dxdt+C/ s"™AO™ |0, Aw P e dxdt
0 0

+ Cf s"AOM | A((3,a3) Aul) P> dxdt + CE(V). (39)
0

By Lemma 4 and (37), choosing large A and s > 0 in the first term on the right-hand
side, we can absorb the integral terms

ft; . -d&" into the terms which are the same
as the integrands, and so

[the right-hand side of (39)]

5(:] sTAOM (| A%V + VAV + |Av|P)eX % dxdt

0

+c/ s"AO™ (10, V Av|? + |9; Av|?)e>dxdt
0

+c/ S"AMO™ |3, Aw|*e**dxdt + Co(h)D3 4+ CE(9? Au).
0

Applying Lemma 5 to the first term here, we have
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[the right-hand side of (39)]
< [C /Q s mem=1e=230 (15, A20|% + 18, VAV|? + [8; Av|2)e> ¥ dxdt + CO(A)Dg}
+C /Q STAMO™ (18,V Av|? + |0y Av[})e* ¥ dxdt
+C /Q STAMO™ 3, Aw|2e*S dxdt + Co(2) D3 + CE (32 Au).
We note that in applying Lemma 5, we need the norm ||u' || H4(q)- Therefore
/Q(sm_lk’"e’"_l(|8[2Av|2 + 19, A%0[%) + s"HAmT2omEL 5, v Av)?
s3I emE3 5 Av|?) e Y dxdt
<C /Q smmem=1e72%0 15, A2v)? + 18, VAV|* + |8, Av[P)e> % dxdt
+C /Q s"™AO™ (10, V Av|? + |8, Av|P) e dxdt

+C/ s"AMO™9, Aw|*e*dxdt + Co(h)D3 + CE (87 Au).
0

Thanks to the factor e =%, choosing s > 0 and A > 0 sufficiently large, we can
absorb the first and the second terms on the right-hand side into the left-hand side,
so that

/ " IAmem T (02 Av ] + [, A%v[?) + s TIAT20m T 9,V Av)?
Q

s3It emE3 15 Av|?) e Y dxdt
< c/ s"AMO™ |3, Aw[*e**dxdt + Co(h) D3 + CE(3} Au). (40)
0

Next, differentiating (19) with respect to ¢ and setting voy = d;v9 = 8?1), we
have

dv00 — az Avgg = 92w + (8,2 4 a3) Adv

t
+(a3) Av — (82az) Au® + (8,a2) Ad,v + 8, (8,a2 + a3) Av + 92a3 / Av(x, £)dE

]
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in Q. Since vgy = 8,314 = 0on a2 x (0, T) by (8), we can apply Lemma 3 to vgg
and use (37) to obtain

/ ST | Vvgo*e ™ dxdt = / SO Vo v |2e * dxdt
0 Q
gcf s lom 0w P e  dxdt

0

+C/ Sm_l)»m_lem_l|3;Av|262mdxdt
Q

+C/ SM71km710M71 (|AU|2+
Q

t 2
/|Av(x,g)|dg )ezwdxdt
fo

+Co(A) D3 + CE(3}u).

Then, in terms of Lemmata 4 and 5 to the third term on the right-hand side, we
absorb it into the second term, and we reach

/ s"AmHLOm |82y 2e® dxdt
0
SC/ Sm—l)\'m—lem—l|at2w|2625‘(xdxdt
0 41)
+ c/ s lem=16, Av e dxdt
0
+ Co(M) D3 + CE(3}u).
On the other hand, we see
wy = 8;(8,214 — ap)Aosu — azAu)
=0%u — (8,a2)8, (Au) — a2 (Au) — (d;a3) Au — azd;(Au) =0 on dS

by u = Au = 0 on 9. Therefore we can apply Lemma 3 with m = 0 to (18), and
in terms of Lemma 4, we have

/ 7107 (02w + 1A wl?) + 522018, Vw|? + 53140319, w|>)e>* dxdt
0

5c/ |8,§|2|f(x)|2ezs°‘dxdt+C/ |[Aw|?e®®dxdt
0 0

1
+c/ { > (0] v+ 18] Vol + 18] Av)* + 18] VAvP) + [97v)* + |a,2W|2}
j=0

e*%dxdt + Co(x)D3 + CE(3,w).
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Applying Lemma 5 to the third term on the right-hand side, similarly to (41), we
obtain

/ 7107 (02w + 1A wl?) + 522018, Vw|? + 53140319, w|>)e>* dxdt
0
§C/ |3,E|2|f(x)|2e2mdxdz+cf |[Aw|?e>dxdt
0 0
+c/ (18 Av|* + 18, VAV + 820 + |97V v|?)e* ¥ dxdt
0

+ Co(M)D3 4 CE(,w). (42)

Moreover (38) with m = 1 yields

/(|a,Au|2+|a,2v|2)e2dedr < c/ 5010, w|*e***dxdt + Co(A) D3+ CE(32u).
0 0
(43)

We apply (41) with m = 0 and (38) with m = 0 successively, and we can reach
/ 102V v|2e®%dxdt < cf sTIAT207 102 w|2e > dxdt
0 0

+ C/ sTIAT207 18, Av|?e®Ydxdt 4+ C(D3 4 E(8]u))
0

< C/ sTIAT207 102 w|2e P dxdt
0

(44)
+C fQ A 7219w *e*Ydxdt + Co(h)D3 + CE(3]u).
Next (40) with m = —1 yields
/ 10,V Av|>e>*dxdt
0
< C/ 517207119, Aw 2> dxdt (45)
0

+ Co(A)D3 + CE(3} Au).
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Now we will improve (42). First, applying Lemma 5 to the second term on
the right-hand side of (42), we can absorb it into the left-hand side. Moreover,
substituting (43)—(45) into the third term on the right-hand side of (42), we obtain

/ (7107102 w? + 1A w|?) + 3120319, w|P)e> ¥ dxdt
0
EC/ |31E|2|f(X)|262sadxdt

0

+c/ (s019w]> + A7 219wl> + s 'A72071 (102w |* + |8, Aw|?)e* Y dxdt
0
+Co(M\) D3 + C(E(82u) + E(3}u) + E(d2 Au) + E(dw)).

Choosing s > 0 and A > O sufficiently large and comparing the powers s, A, 6, we
can absorb the second integral term on the right-hand side into the left-hand side,
and we finally reach

/ (707 (02w + |Adw ) + 53140318, w | e dxdr
0

<c / 10, RI21 £ (02> @ dxd
0
+Co(M\) D3 + C(E(2u) + E(u) + E(8? Au) + E(3,w)).
By the definition of E(v), (12) and (37), we estimate

E@7u) + E@u) + E@f Au) + E@w) < CoMUIull 30 7. 120y T 111520.7: 12"

Thus the proof of Proposition 2 is complete.

3 Proof of Theorem 1

The proof of the local stability in €2 for the inverse source problem is based on the
method by Bukhgeim and Klibanov [6] using a cut-off argument. Except for a recent
work by Huang et al. [14], all the existing works use a cut-off argument. However,
the cut-off argument makes the proof lengthy and untransparent. Huang et al. [14]
provides a simpler proof without any cut-off arguments. Here we follow the way in
[14].

First Step

We choose d(x) in the weight function in Proposition 1 in Sect. 2. First we construct
some domain €21. For given I' C €2, we choose a bounded domain 2] with smooth
boundary such that
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QCQ, I'=0QnQ;, IQ\TI CoIQ. (46)
In particular, Q1 \  contains some non-empty open subset. We note that  can be
constructed as the interior of a union of  and the closure of a non-empty domain
Q satisfying @ C R3\ Qand QN a2 =T.

We choose a domain w such that @ C 1 \ Q. Then, by Imanuvilov [16] for
example, we can find d € C 2(Q1) such that

d>0 inQ, |Vd|>0 onQ\w, d=0 onadQ.
In particular,

d>0 onQ, d>0 onQy d=0 ondQ\I, |Vd >0 onQ.
(47)

We recall that for relatively open subset I' of 92, we choose a domain Q¢ C Q
satisfying 9Q0 N a2 C Tand Qo C QUT.

In the weight function ¢(x, t) = @ =Bl=10") of the Carleman estimate, we
choose a constant 8 > 0 sufficiently large such that

ldll e < BS. (48)

We fix A > O sufficiently large, and we recall I = (#9 — 8, o + §). Then we can
neglect the dependency on A and ¢ in Proposition 1. Before applying Proposition 1,
we estimate

! ((D(v) + O(Vygv) + B, Vv) + D(w) + @(8tw)),

s
where we recall (16). First representing v and w in terms of u, by v = d;u and (12)
we have

J :=f S20P + [V 0 + Ve Vi 02 + 958, V2
0QxT

Hwl? + Ve wl? + Ve dw|* + V302 + [V2,0)* + |V38,0]?
+V2w|? + |V29,w|?)e*?dSdt

<Cs? / > (0¥ 8/ uPe*vdsdr
Iy 4 j<s

:Cs2</ +/ ) > 107 8/ u|?e®?d Sdt
I'x/ @AN)x1/ | s

=:J11 + J12.
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We set

D3 = Z ||3}c/ 8l!u||L2(1;L2(F)). (49)
lyl+j<5

We recall that Dy and D, are defined by (9). Then

|J11] < Cs?D3exp(2s max_¢(x, 1)). (50)

xel,tel

By the trace theorem and (7), we see

2l = €57 30 I000]ulagp g2y SXPCs max _g(x,1)
lyl+j<5 x€dQ\TI',tel

§Cs2Mzexp(2s max  ¢@(x,1)).
x€dQ\T,tel

Hence, with (50), we see

WA CszD%exp(Zs max <p(x,t))+Cs2Mzexp(2s max ¢(x,1)). (51)
) xel,tel x€dQ\T,rel

Next by (7) and the Sobolev embedding, we have

54/9{|U(X,f0—5)|2+|Vx,tv(x’10—3)|2+|V(Vx,zv)(X,t0—5)|2

HIV(Vav)(x, to — 8> + [w(x, 1o — 8) I

+HVw(x, to — 8> + |dw(x, to — 8)|* + [Va,w(x, tg — 8)|?

+Hv(x, 10 + 82 + [ Ve 0(x, 10 + 8 + IV (Ve 0)(x, 10 + )]
+HIV(Vav)(x, to + &) + [wlx, to + 8) [

HIVw(x, g+ &) + 18w (x, to + 8)|2 + |Vo,w(x, to + 8)[2}eZ P10+ gy

< Cs*M? exp(2s max (x, to + 8)). (52)

xeQ

In terms of (51) and (52), we reach

%((b(v) O (Vy,0) + O3, Vv) + D(w) + cb(a,w))

§CszD%eCS+Cs2Mzexp(2s max  @(x,1))
xedQ\T,tel

+Cs*M? exp(2s max ¢(x, to + 6)).

xeQ
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On the other hand, since d = 0 on 92 \ I by (47), we have

max @(x,7) =exp(A max (d(x) — B — 1)) < 1.
xe€dQ\T,rel xe€dQ\T,tel

Moreover, by (48) we can see that ”d”c@) — ,382 < 0, and so

max ¢(x, fo +8) = exp(A(max(d(x) - B8*))) = exp(r(lld|l ¢ — B8%) < 1.
(53)

Hence
1
;@(v) + @ (Vi 1v) + P9, Vv) + P(w) + P(9w))
§Cs2D§eCS + Cs*M2e®,
Therefore by Proposition 1, we obtain

(s72182w]* 4 5219, w|>)e*Pdxdt
Or

gc/ (8 RI*HIR 1P| f (x)Pe®Ydxdt+Cs2eC (D} 4+D2)+Cs* M?e*  (54)
0

for all large s > O.
Furthermore (47) implies

81 := min d(x) > 0. (55)
XGQO
Therefore
min ¢ (x, o) = exp(A min d(x)) = ™. (56)
xe xeo
Second Step

We recall u® = u(-, to), ul = oru(-, 1), u? = Btzu(~, tp), and set

1

H@w)(x) ==Y an(x, 10)V* Au' (x, o)
k=0

1 1
= b )V (1), x e Q.
k=0 j=0
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Then we see

H@w@ < C| Y lu'@l+ Y ol @l |, xeQ.

ly|<3 lyl<l

It follows from (14) that
R(x,10) £ (x) = diw(x. 10) — a1 (x, 10) Aw(x, 10) + H(u)(x) + bo(x, 10), x € Q.
Since
Aw(x, ty) = A(Btzu(x, to) — ax(x, to) Adiu(x, ty) — az(x, ty) Au(x, ty))

by (12), noting the second condition of (6) and d;u(-, ) = u' and Btzu(-, 10) = u?,
we obtain

IF ()l SC(|a,w(x,to>|2+ Y @l ol + 1l ut P + Y |8Iu2(x)|2),
lyl<4 lyl<2 67N

x € Qp.

Now we estimate
| e e
Q
as follows:
/ 10, w(x, fo)|eZ¢ 10 g x
Q
fo
:/ 3 </ |8[w(x,t)|2e2w(x’l)dx> dt—i—[ 3w (x, tg — 8)[2e* ¢ 0=D gy
1o—5 Q Q
fo
:/ /(28tw(x,t)8,2w(x,t)+2s(8,(p)|81w(x,t)|2)ez‘“p(x’t)dxdt
to—38 JQ
+/ 9w (x, tg — 8)|2eX ¢ gy
Q
and so (53) yields
/ 10w (x, 10)[e*¢0dx < C | (18,w]|92w]|+5]9,w|>)e* ™ Ddxdt+CM?e>.
Q

(9]

For the last inequality, by the Sobolev embedding, (7) and (12), we used
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10:w(-, t0 — )2 = Cllwll 2. 12(0)) < CM.

We estimate the first term on the right-hand side:

_ 1
1wld?w] = (s~ 82w]) (s|dw]) < S0 2182w + s%Bw]?),

and so Proposition 1 yields

(18, wl|92w]| + s|dw|?)e*Pdxdt < C | (s72|87w|* + 529, w|>)e*Pdxdt
0O Or

§C/ (3R> + |R1®)|f(x)*e®¢dxdt + Cs?e“* D? + Cs2e“* D3 + Cs*M?e*
[

for s > 1. Here we applied also (54) and recall that D1, D, and D3 are defined by
(9) and (49). Consequently

/ | w (x, 10) | *e> ¢ dx
Q
§C/ (3R> + |R®)| f(x)Pe¥¢dxdt + CeC*s>(D? + D3) + Cs*M?e>.
[
Therefore with (57), we obtain

/ If )P 0ax < C | (18, R+ IRIPIf (x)[*e*dxdt
Q 0r

+ Cs%e“5 (D3 + D3) + Cs*M?e™. (58)

Since & R, R € L2(I; L°(R2)) by (6) and d > 0 on £ by (47), we have

/ (8, RP + 1RP)If )P dxdt
to+6 - -

/ |f ()PP et ( / (|atR(x,t>|2+|R<x,r)|2>e—2sW“*’O*“X*’”dr) dx
to—98

to+4 - -
< / | f(x)|ze2“"(x’l°)< / U8R, D2 i) + IRC, DI iey)
Q to—5

x exp(—2s min ") (1 — e—ﬁ“’—’0>2>))dr>dx

xeQ

/ |f(x)|2 25¢(x,10)
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to+5 - ~
x ( / (13 RC. D17y + IRC. D)oo () €Xp(—25(1 — eﬁ“"o)z)))dr) dx.
I

0—34

Since
lim exp(—2s(1 — e_ﬁ)‘(t_t")z))) =0
§—>00
if t # tp and
19:RC. O ey + I1RC. Dl o) € L' (1o — 8,10 +6).

we apply the Lebesgue convergence theorem, so that
| G0RE R f P vdxdr < o0t) [ 17 00R
] Q

as s — oo. Substituting this into the first term on the right-hand side of (58) and
choosing s > 0 sufficiently large to absorb it into the left-hand side, we can reach

/ | f (x) 22900 dx < Cs%eCS (D3 + D3) + Cs*M?e
Q

for all s > sy, where the constant s; > 0 is sufficiently large. Shrinking the
integration domain €2 on the left-hand side to €2, by (55), we have

e2se! / |f(x)|2dx < CszeCS(D% + D%) + Cs*M?e¥,
Q0

that is,
1£ 12y < Cs°€“ (D3 + D) + Cs*MPe ™0,
Here we have
wi= M _1>0
by §; > 0. Since 52eC5 < C1e€15 forall s > 0 and SUPg~0 ste™SH < 00, we obtain

1F15 2y < C1MZe™ 4 C1e€1* (D3 + D3)

for s > s1. Replacing C1 > 0 by C1eC1%1 and changing s into s + s1 with s > 0, we
obtain

1/ 172, < C1Me™* + C1e°¥(D3 + D3) (59)
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for each s > 0. We minimize the right-hand side by choosing an appropriate value
of parameter s > 0.

Case 1: M? > D% + D% Then we can solve

M2
>0
2 2
D2+D3

1
M2 = €15(D2 4+ D?), thatis, s = lo
(D5 3) Ci+n g

so that
1£ 1720, < 2C1M>1"2(D3 + D,

where x = e (0, D).

c+u

Case 2: M* < D3 + D3 Then ||f||L2(Q , <Gl + e€15)(D3 + D3). By the trace
theorem and the Sobolev embedding, we readily see that D, + D3 < CM, and

D3 + D3 = (D3 + D)X(D3 + D)% < (CM)*1=0 (D3 + D)X,
Therefore, in both Cases 1 and 2, we can obtain
11220, < CM)(D3 + D)%

Thus the proof of Theorem 1 is completed. |

4 Proof of Theorem 2

Now in Proposition 2, we fix sufficiently large A > 0. Then (35) yields |8;a| < C6?
in Q. By Eq. (14) and E(x, t) # 0 for x € Q, noting that v(-, 19) = d;u(-, tp) =
ul(x) and 9,v(-, to) = 8,214(-, o) = u?(x), we have (57). Therefore, since w =
Btzu — axAdyu — azAu by (12), we see

/Q | f (x)|2e25e10) gy < C/Q 18w (x, 19) |2 * 0 dx + CD3. (60)

Now we estimate [, [0;w (x, 10)[2e>% %10 dx as follows. Since lim, o e***) = 0
by (33), using (35), we see

0]
/ |a[lU(.x, t0)|262sa(x,to)dx — / 8[ (/ |8[7.U(x, t)|262SC((X,f)dx) dt
Q 0 Q

fo
:/ f(2(afw)a,w+2s(a,a)|a,w|2)e2mdxdt
0 Q

§C/ (102w |8,w| + s6°|8,w|*)e**dxdr.
0
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Since
8w |82w] = s~107292w|s0 2 |8w| < %(s_29_1|8t2w|2 +52019,w?),
by Proposition 2 we obtain
fQ 18, w(x, 1) |20 gx < Cs™! /Q 10, R)?| f () > dxdt
+CD3 + CUlp 12y + 180520 200
Hence with (60) we see
/Q |f () [2eXe® 0 gy < Cs7! fQ 10, R)| f (x) > *dxdt

+CD§ + C(l|u||%13(1;L2(w)) + ”"{H%Z(I,Hz(w)))

forall s > s¢.
Since a(x, t9) > a(x, t) for (x,t) € Q, we have

s—1/ 10, RI?| £ (x)|?e>*dxdt
0

T
/ | f (x)[Zes@ 00 ( / |atE<x,t>|2dr>dx
0
57! f | f ()PPt ( f ||a,1?<~,t>||%oo<mdf> dx

<s 9 RIIZ 20,7 Lo () fQ |f )P dx.
Therefore
(1= Cs R 0 7. peiany) /Q | () ey

<CD3 + 13 1. 1200y + 1805021 20y

for all s > s9. Thus we complete the proof of Theorem 2.
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5 Concluding Remarks

5.1 Unique Continuation with Initial Condition

We have established Carleman estimates for our system (4) by the factorization in
(11). In the first Carleman estimate Proposition 1, we have to be given u(-, fp) in
Q. In the second one, we assume that u(-, ty), o;u(-, fp), and Bfu(-, tp) in Q are
given as data, although we can prove a Carleman estimate only with additional data
u(-, tp). For the inverse problem, we need spatial data such as u(-, 7o) in 2. We note
that for the inverse problem, we do not assume to know initial values, but we need
such spatial data at t = ¢ty € (0, T). On the other hand, the unique continuation for
partial differential equations should not require such spatial data. More precisely,
the unique continuation for our system means that if u satisfies (4) with Rf = 0 and
suitable boundary values on a subboundary of 92 x (0, T') vanish, then u vanishes
in some subdomain in 2 x (0, T') without further spatial data. It is well-known that a
relevant Carleman estimate yields such a unique continuation property (e.g., Isakov
[23]). However our Carleman estimate Proposition 1 cannot produce the unique
continuation without extra spatial data owing to the extra term containing u (-, fy) on
the right-hand side. However Proposition 1 implies

Proposition 3 Let ' C 02 be an arbitrarily fixed subboundary. Let smooth u
satisfy

(14 po(x, )8 u(x, 1) — A3 A2u+A1 A’ u+ Ay A*9u+Gu) =0 in Q. (61)
Ifa)):u =0onl x (0,T) forall |y| <3, and

u(,10) =0 inQ,

then u(x,t) = 0 for (x,t) € Q.

We can also prove a conditional stability estimate similarly to Theorem 1, and
here we discuss only the uniqueness.

Proof We fix A > O sufficiently large and in Proposition 1, we can neglect the
dependency on A and ¢. We recall that the constant M > 0 satisfies (7). We choose
to € (0, T) arbitrarily. Then choose ¢ > 0 sufficiently small such that0 < 7o — ¢ <
to+e <T.Weset Q. = Q x (tg — ¢, ty + ). We choose the same d € CZ(Q_I)
satisfying (47). In Q,, we apply Proposition 1 (ii). We choose N > 1 large such that

N min d(x) > [|dll¢ -
x€Qp



452 M. Yamamoto and B. Kaltenbacher

This is possible because min,__g-d(x) > 0 by (47). Since

)CEQU

||d||C(§) - NminxegT0

d(x)

g2 g2
we can choose 8 > 0 such that

||d||§(§) s Nminxe;zfod(x).
I I

Then we see

ldlle — B2 <0, mind(x) — 22 > 0,
XEQO N

which imply

max ¢(x, fo + &) = max exp(A(d(x) — Be?)) < 1
xeR xe

and

JR— £ &
min{so(x,t);xeﬂo, lo——5t5t0+—}

VN VN

2
= exp (A (mind(x) — ,38—)> =: o > 1.
xEQo N

By (47), we have d|so\r = 0, so that

max{p(x,t); x € IR\, rp—e <t <tyg+¢}

= max{exp(k(d(x)—ﬂ(t—to)z)); x€dQ\Tl, fp—e<t<ty+e}<1.

Hence, since ailu =0onTl x (0,7T) forall |y| <3,and

(62)

(63)

(64)

18:u (-, )| g1y + IV, Ol g1y + 117U — ax Adpu — az Au) (-, 1) | 1y < M
(@) (@ (?)

by the Sobolev embedding, recalling (7), (12) and (16), we have

D) + P(Vv) + d(w)

=3 (/ +/ ) (UBeu|® + |V 1 dul® + |V, Vgul?
(0Q\IN) x (fg—¢,t9+¢€) I'x (tg—e,to+¢€)

+102u— ap Adyu— a3 Aul* + |(Vrr + V) (0Pu— ay Adpu— a3 Au)|* + |V30,u|?)e>9d Sdt
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+5° /Q{(|a,u|2 + |IVorul* + |V du)?

+10%u — ar Adju — azAul? + |V(07u — ay Adyu — a3 Au) ) (x, 1y — &)

+(18;u)? + |VOul? + |VZ0ul?

+|at2” —ap Adru — GSAM|2 + |V(8t2u —apAdiu — a3Au)|2)(x, 10+ 8)}ezs‘/’(x”0+8)dx

<Cs3M? exp(2s max @(x, 1)) + Cs> M? exp(2s max (x, fo + €)).
xedQ\I',1p—e<t<tp+e¢ xe

Applying (62) and (64), we obtain
@ (V) + P(Vv) + D(w) < Cs°M?e* + CsM?e* (65)

forall s > s¢.

Applying Proposition 1 (ii) and using Dy := |lu(-, 10)|| g3 () = 0, we see

/ s} lw|?e®?dxdt < Cs> M*e*
Qx (tg—e,to+¢€)

for all s > so. Shrinking Q x (1o — &, 1o + &) to Qo x (;0 — 0+ ﬁ) on the
left-hand side, we have

t0+ﬁ
ezs“"/ / |w|?dxdt < Cs*>M>e*
to—ﬁ Qo

for all s > so. Dividing by e2*#0 and using o > 1 by (63), we let s — 00 to obtain
— — & £
w(x,t) = 0forx € Qp and 1y ﬁ<l<l0+ﬁ.

Since ¢ C €2 can be arbitrary provided that Qo € QUT and 999N is a non-
empty relatively open subset of €2 and 929 N 92 C I', changing all the possible
to, £, we reach

w=0 inQx(O,7T). (66)

Therefore in terms of D1 = 0 and (65), estimate (23) with m = 0 yields
/ s3|0,ul?e®?dxdt < Cs° M*e*
Qx(tg—e,to+¢€)

for s > s¢. Similarly to (66), we can obtain d;u = 0 in 2 x (0, T). Applying
u(-,t9) = 0in Q, wereachu = 0 in Q x (0, T'). Thus the proof of Proposition 3 is
complete.
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5.2 Unique Continuation without Initial Condition

If in Proposition 3 we want to remove the condition u(-, fp) = 0 in €2, then in terms
of the factorization (11), we should discuss at least the following:
ifu € C3°(Q) satisfies

Btzu —ay(x,H)Adu(x,t) —az(x,t)Au =0 1in Q, 67)

then u = 0 in Q holds?

In a special case of a3 = 0, we see that u(x, t) := ug(x) with arbitrary ug €
C§°(Q2) satisfies (67), then we cannot expect that u € C3°(Q) and (67) yield u =0
in Q. On the other hand, this counter-example does not work for the presence of the
lower-order term a3z A, and so for (67) with a3 % 0, we do not know whether the
unique continuation holds or not. Since any lower-order terms do not matter for a
Carleman estimate and there is a possibility that the lower-order term may recover
the unique continuation, we are suggested to have to prepare a different method not
based on the Carleman estimate in discussing the unique continuation for system
(67). As a similar problem, we refer to Yamamoto [32] who considers a linearized
Benjamin-Bona-Mahony equation:

92 9
atu(-xa t) - a_atu(-xa t) = p(-xv t)

. L) + g, Dulx, 1)
X X

ox
forx € (0,€) and t > 0.
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