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Preface

Firstly, we explain the concept of an inverse problem. It begins with the notion
that there is a direct problem, i.e., a well-posed problem. In other words, we have a
sufficient knowledge of an object and of how it evolves in a mathematical model of
a physical process. If the object is unknown, instead, some additional information of
the direct problem is supplemented, we are in a position of dealing with an inverse
problem. Mathematically, the inverse problem is stated as

Determinine x from given data y: F(z) =y.

Many inverse problems involving time-dependent partial differential equations nat-
urally arise and have essential applications, ranging from engineering via physics,
geophysics, biology, ecology to economics. Applications include reconstruction of the
interior of the human body from exterior electrical voltages, ultrasound, X-ray, mag-
netic measurements; recovery of geologic Earth structure from sea surface acquisition
recording the arrival time of seismic waves; locating an unknown moving or navi-
gated obstacles from acoustic or electromagnetic fields, etc. There exists an immense
amount of literature on several aspects of inverse problem varying from abstract reg-
ularization theory to concrete applications. We selectively mention [31, 69, 62, 104,
56, 108, 41] for the abstract theory and [70, 97, 85, 73, 39, 90, 72, 30, 14, 24, 65] for
investigations in real applications.

The mathematical model for those problems can be formulated as a state-space
system in which the parameter is supposed to be identified from additional obser-
vations. Parameter identification problems deal with the reconstruction of unknown
functions appearing as parameters (coefficients, sources, boundary values...) in sys-
tems of differential equations. Recently, parameter identification attracts much in-
terest due to its vast applications in modern medicine. These problems are relatively
new and challenging for two reasons: they are nonlinear, and they are improperly
posed (ill-posed). A number of theoretical researches and numerical approaches are
on the way to investigate these problems in various applied fields.

The principle theme of this thesis is coefficient identification in time-dependent
PDEs. Although this subject has been studied extensively, many relevant questions
are yet to be addressed, particularly in the context of nonlinear parameter identifica-
tion:

vi



Preface

Question 1.

Question 2.

Question 3.

For the inverse problem of finding parameter x described by
F(z):= F(z,u(zr)) =y where u depends on z via a PDE,

the classical approach works with the operation equation F'(x) = y thus
requires to construct the so-called parameter-to-state map S : x — u.
We ask: Is there an alternative formulation that avoids the need of
such conditional nonlinear map?

As inverse problems are usually ill-posed, regularization methods are
demanded to compute a good approximation to the true solution. These
methods necessitate some structural conditions to be successfully imple-
mented. The question arising here is: whether or not these conditions
are fulfilled in real world physics problems?

Lastly, can our work make a tangible contribution to the innovative
applied science, especially in medical imaging?

In this spirit, we expose in the upcoming content our answer for each question,

namely,

< Chapter 2 refers to Question 1.

< Chapter 3 refers to Question 2.

< Chapters 5, 6 refer to Question 3.

We begin the thesis with Chapter 1, a review on theoretical preliminaries that
are needed in the treatment of the whole thesis. Chapter 4 introduces some basic
concepts of Magnetic Particle Imaging in order to make the latter chapters more ac-

cessible.

The thesis reflects our work in:

e T. T. N. Nguyen, Landweber-Kaczmarz for parameter identification in time-

dependent inverse problems: All-at-once versus reduced version, Inverse Prob-
lems, 35 (2019). Art. ID. 035009.

e B. Kaltenbacher, T. T. N. Nguyen, and O. Scherzer, The tangential cone con-
dition for some coefficient identification model problems in parabolic PDEs,
Springer volume on “Time-dependent Problems in Imaging and Parameter Iden-
tification”, (to appear).

e B. Kaltenbacher, T. T. N. Nguyen, A. Wald, and T. Schuster, Parameter iden-
tification for the Landau-Lifshitz-Gilbert equation in magnetic particle imaging,
Springer volume on “Time-dependent Problems in Imaging and Parameter Iden-
tification”, (to appear).
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e T. T. N. Nguyen, and A. Wald, Numerical study of MPI: Parameter identifica-
tion for the Landau-Lifshitz-Gilbert equation, (on going).
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Chapter 1

Theoretical preliminaries

In this chapter, we present some basic concepts of inverse problems leading to the
theory of regularization methods in Section 1.1. Since the reconstruction in this
thesis is mainly developed in Sobolev spaces, we collect in Section 1.2 some material
facilitating the choice of appropriate function spaces: the Sobolev embeddings. In
Section 1.3, we focus on existence of weak solutions to nonlinear parabolic PDEs, the
essential equations studied in this research. Eventually, some well-known theorems
from functional analysis will be recalled in Section 1.4 as they are prerequisite for the
next chapters.

1.1 Inverse problems

1.1.1 Ill-posed problems

The terminology “inverse problem” indicates a problem that is inverse to a “forward
problem” or “direct problem”. The direct problem is formulated as the evaluation of
a forward operator F' acting on a known z in a space X. In the inverse problem, one
tries to find the solution z from the equation F'(x) = y for given data y

e Direct problem: given x and F, evaluate F'(x)
e Inverse problem: given y and F', solve F'(z) =y for x.

The formulation as an operator equation allows us to distinguish among finite, infinite-
dimensional, linear or nonlinear problems.

A mathematical model is called “well-posed” in the sense of Hadamard if it satisfies
the three following properties:

1. There exists a solution of the problem (existence).

2. There is at most one solution of the problem (uniqueness).



1.1. Inverse problems

3. The solution depends continuously on the data (stability).

These requirements are not independent of each other. If a problem lacks of one of
these three properties, we call it “ill-posed”. While the direct problem is well-posed
in most of the cases, the inverse problem is ill-posed due to its nature. The prototype
of an inverse problem is an equation of the form

F(z) =y.

The ill-posed property challenges us in determining x from the above formulated
equation since the solution may not exist (existence) or even if existing, information
is missing if the problem has more than one solution (uniqueness). Moreover, if
the stability criterion is violated, it is practically impossible to recover x because in
reality, the data y always contains error from measurement and computation. Then,
a decrease of the noise level does not ensure convergence of the computed solution to
the true solution.

Therefore, special techniques, which are so-called regularization, and possibly ad-
ditional priori information about the solution (e.g., source conditions) are required to
successfully reconstruct a stable approximation of the solution.

1.1.2 Regularization theory

We consider the general model
F:X—=Y F(z) =y, (1.1)

where F' is a nonlinear operator acting between the Hilbert spaces (or Banach spaces)
X and Y. If F' is not surjective, it is reasonable to search for z such that F'(x) has
minimal distance to y. Also we do not assume F' to be injective; hence among the
solutions, selecting the one with the minimal norm makes sense to the idea of a unique
solution. We thus introduce the notions:

Definition 1.1.1. An element z € X 1is called

e least-squares solution of if (1.1)
() = yll = min{[[F(z) =y : 2 € X}
o minimal-norm solution of (1.1) if

||z|| = inf{||z|| : z is a least-squares solution of (1.1)}.

In general, existence of a least-squares solution is not guaranteed as the range of F’
might not be closed. This leads to the definition of the Moore-Penrose generalized
inverse F'!in case of a linear operator F':
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Definition 1.1.2. The Moore-Penrose generalized inverse is defined as
FUD(FY) = R(F) + R(F)*: = R(F") := N(F)*
with N(FT) .= R(F)*.

Note that the Moore-Penrose generalized inverse is well-defined, thus it allows us to
specify the unique minimal-norm solution

zt = Fly

for each y € D(F) in the linear case.
Once the concept of the best-approximate solution has been clarified, we shall
construct reqularization methods:

Definition 1.1.3. Let R, : Y — X be a family of continuous operators and « :
R* xY — I for some index set I. The pair (R,, @) is called a regularization method
for (1.1) if

tim (sup{| Rags,e’ — '] o € Y.l = F(ah)| < 5) = 0
and

lim (sup{a(0,y°) : ¢ € Y, [ly’ — F(a")|| < 8}) =0

for all 7 € D(F) and noisy data 1°.

In the following, we list out some regularization methods, each of these methods
relies on different theory:

Tikhonov regularization bases on minimization

Iterative Landweber regularization as a steepest decent method
Iterative Newton-type methods work on linearized problems
Conjugate gradient method builds a Krylov subspace.

Remark 1.1.4. In the context of this thesis, formulation of the iterative Landweber
and Landweber-Kaczmarz will be investigated on general nonlinear parabolic models.

Bibiliographical remark 1.1.5. For an insight into regularization theory for inverse
problems, we refer to, e.g., [31, 69, 62, 108, 41].
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1.1.3 Landweber-Kaczmarz iteration

Most of the iterative methods for regularizing the ill-posed inverse problem (1.1) base
on the transformed fixed-point equation

r =z~ F(2)"(F(z) ),
which results from minimizing the least square misfit functional
| F(x) —3°||> — min!

by taking steps in the direction of the negative of the gradient of the function.
This motivates a fixed-point iteration known as the Landweber iteration [49]

Tpr1 = T — e (2)* (F (2x) — 9°) ke Ny (1.2)

starting from an initial guess x(, and the iterative process is driven toward the steepest
descent.

n—1
In case of having a collection of operators F' = (Fy,..., F,—1): (| D(F;) C X —
i=0

Y™ as well as data 40 = (y3,...,%°_,), the Landweber-Kaczmarz method reads as
Lhk+l = Tk — Mij{(k) (1) (Fje) (x) — y?(k;)) k € Ny (1.3)

with j(k) = k —n|k/n|, where |k] is the largest integer lower or equal to k. It is
recognizable that the Landweber-Kaczmarz method applies the Landweber iteration
cyclically.

In (1.2) and (1.3), F'(z) is the derivative of F' at x and F'(z)* is its adjoint. F”
does not necessarily need to be the Fréchet or Gateaux derivative of F', it is just
required to be some linear operator that is uniformly bounded in a neighborhood of
the initial guess (see (1.9)).

Discrepancy principle

[62] suggests to terminate the Landweber iteration according to a discrepancy prin-
ciple:

Definition 1.1.6.
1P (i) =y’ < 76 < [|[F(zi) =yl 0<k <k, (1.4)
for an appropriately chosen positive constant 7.

For the Landweber-Kaczmarz method, we define:
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Definition 1.1.7. Let

Tr+1 = T — wihy, where g = pF g (1) (Fin (1) — ¥)) (1.5)

and

. 1
wy, = {1 i 1F500 (@) = Yol 2 70500 (1.6)

0 otherwise
then the iterations stop at the first index k,, when w; = 0 is reached in a full cycle
wg,_i=0, i=0,...,n—1 and Wy, —n = L. (1.7)
Here the discrepancy principle is combined with a loping strategy.

Since data y° is always contaminated by noise, this is a reasonable stopping rule
as we require the residual || Fj) () — y?(k)H to be of the order of the data error via
some sufficiently large 7 > 2 rather than hoping for residual smaller than 9y, the noise
level in the j(k)-th equation.

In (1.4) and (1.6), the constant 7 in is chosen subject to the tangential cone condi-
tion (1.8). Additionally, the step size p in (1.5) is derived from uniform boundedness
of the derivative of the forward operator specified by (1.9).

Basic assumptions

Assumption 1.1.8.

1. The tangential cone condition

I1F(Z) — F(x) — F'(2)(@ — 2)|ly <l F(Z) = F(z)y (1.8)
Va, T € By(zo)

holds for some small ¢;. < %

2. F'(x) is uniformly bounded
IF (@)lloxyy <C Vo € By(xo)) (1.9)

for some constant C.

These conditions [49] are imposed locally in B,(z) € X, the ball of center xy and
radius p, to ensure convergence of the iterative regularization methods. They also
guarantee that the iterates xy,0 < k < k, remain in D(F’), which makes the iterative
methods well-defined.
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-
—
-
-
-

Figure 1.1: Tangential cone condition.

From (1.8), it follows immediately with the triangle inequality that

o ) ,
o IF @@ - o)l < |1F(@) - Fa)] <

- 1—th

1F" () (& — )

for all z,z € B,(x). Graphically, the graph of F'(z) for all Z in a neighborhood of
point x should lie within the double cone, whose two generatrix lines are made of
the tangent at x with slopes being scaled by the factor rlctc and 1_#%, respectively
(Figure 1.1).

Note that (1.8) even implies unique existence of the minimal-norm solution:

Proposition 1.1.9. Let (1.8) be fulfilled and (1.1) be solvable in B,(xy). Then a
unique minimal-norm solution exists. It is characterized as the solution z' of F(z) =
y in B,(zo) satisfying the condition

xt —xg € N(F'(zN)*.

Proof. [62, Proposition 2.1].

Remark 1.1.10. The tangential cone condition (1.8) will be examined for a series
of time dependent benchmark inverse problems in Chapter 3.

Convergence analysis

Theorem 1.1.11. Let the assumptions (1.8), (1.9) hold and let k, = k.(5,9°) be
chosen according to the stopping rule (1.4). Moreover, we assume that F(x) =y
is solvable in in B,(xg). Then the Landweber iterates xy, converge to a solution of
F(z) =y. If N(F'(z")) C N(F'(z)) for all z € B,(x"), then xy, converges to x' as
0 —0.

Proof. [49], [62, Theorem 2.6]
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Theorem 1.1.12. Let the assumptions (1.8), (1.9) hold and let k, = k.(5,9°) be
chosen according to the stopping rule (1.6), (1.7). Moreover, we assume that F'(z) =y
is solvable in in B,(xg). Then the Landweber-Kaczmarz iterates xy, converge to a
solution of F(x) =y. If N(Fj(z')) C N(F}(x)) for all z € By(«"),j =1...,.n—1,

then xy, converges to x' as § — 0.

Proof. [75], [62, Theorem 3.26].

Bibiliographical remark 1.1.13. For a more comprehensive look at this method
(also other iterative methods) inlcluding convergence rates, we refer to [62, 45, 46, 75].

1.2 Sobolev embeddings

Definition 1.2.1. (Sobolev space) [32, Section 5.2.2]
The Sobolev space
whr(Q)

consists of all locally integral functions w : {2 — R such that for each multiindex «
with |a| < k, D*u exists in the weak sense and belongs to LP(£2).
The standard norm on W*?(Q) is defined by

3=

ullwer) = Z / | D%ul? dx 1<p<oo
o<k 7€
(||| k.0 () := esssup Z | D%ulP.
| <k

Remark 1.2.2.
For 1 < p < oo: W¥P(Q) are Banach spaces.

For 1 < p < oo: W*P(Q) are reflexive spaces.
For p = 2: H*(Q) := W"P(Q) are Hilbert spaces.

Theorem 1.2.3. (Sobolev embedding)
Let © C RY be a bounded Lipschitz domain. Moreover, let 1 < p < oo, and let k be a
nonnegative integer. Then the following embeddings exist and are continuous:

o forkp <d:WF(Q) = L(Q) if 1 < g < ;%
o forkp=d: WrP(Q) — LIQ) if 1 <q< oo
o for kp >d: WkP(Q) — C(Q).

Proof. [32, Sections 5.6, 5.7 ]

Remark 1.2.4. The following embeddings will be frequently used

7
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o for d=1: H'(Q) — C(Q)
o ford=2: H'(Q) = L1(N)if 1 < ¢ < oo
o for d =3: H'(Q) — L5(Q), H*(Q) — O ().

The evolution problems in the next chapters, besides the space variable, involve
also the time variable t, which takes a special role in reflecting the mathematical
analysis. We here present a few useful assertions about abstract function spaces in a
finite time interval I := [0, T, whose values are in Banach spaces.

Definition 1.2.5. [32, Section 9.3.2]

(i) Given Banach space V, the space
LP(L; V)

consists of all strongly measurable functions u : I — V' with

P
ol = ([l @) 1<p<oc

[l oo vy += esssup [lu(t)]|v-
tel

(ii) Given Banach space V', the space
C(;V)
comprises all continuous functions u : I — V with

lullowy) = max lu()]v.

Definition 1.2.6. (Sobolev-Bochner space) [100, Section 7.1]
For V; a Banach space and V5 a locally convex Banach space, V; C V5, let us define
the Sobolev-Bochner space

d
WP Vi Va) = {u € LI Ve); o € DAL W)} 1< pq < oc,
which is equipped with the norm
du
||U||W1apvq(I;V1,V2) = ||U||LP(I;V1) + E :
La(I;Vz)

Remark 1.2.7. For p = g = 2, if V}, V; are Hilbert spaces then so is W1%2(I; V}, V3).



1.3. Evolution problems: Existence and uniqueness of solutions

A basic abstract setting for evolution problems relies on a Gelfand triple con-
struction. It means that H is a Hilbert space identified with its dual: H = H*; the
embedding V' — H is continuous and dense; consequently, H <— V* continuously.

Theorem 1.2.8. (Embedding with Gelfand triple)

Let V. C H = H* C V* be a Gelfand triple, and let p* = p/(p — 1) be the conjugate
exponent to p. Then WIPP (I;V,V*) — C(I; H) continuously.

Moreover, the following by-parts integration formula holds for any u,v € WhPP" (I; V,V*)
and any ti,ty € 1

it o) = e o) = [ (S 00) (w0 D)

t1

Proof. [100, Lemma 7.2].
Remark 1.2.9. We will often employ the embedding Wh22(I; V,V*) — C(I, H).

Bibiliographical remark 1.2.10. For this section, we make reference to [32, 100,
109].

1.3 Evolution problems: Existence and uniqueness
of solutions

In this section, we focus on the evolution governed by the abstract initial-value prob-
lem on a finite time interval

d

A F(ut) = () forac te0.T),  u(0)=u. (1.10)
where f € L?(0,T;V*),up € H,F : (0,T) x V. — V* is a nonlinear Carathéodory
mapping (see below), and V- C H = H* C V* is a Gelfand triple with separable
reflexive Banach space V.

Definition 1.3.1. (Carathéodory mapping) [109, Section 4.3], [100, Section 1.3]

A mapping ¢ : I x R — R* is a Carathéodory mapping if o(-,u) : I — R is
measurable for all u € R/ and o(t,-) : R — R¥ is continuous for a.e. t € I.

Definition 1.3.2. (Nemytskii operator) [109, Section 4.3], [100, Section 1.3]
Let I C R? be a bounded and measurable set, and let p := ¢(t,u) : [ x RI — R*.

The mapping given by
D(u) = (-, ul)),

which assigns to a function u : I — RJ the function z : [ — R* 2(t) = ®(¢,u(t)), is
called a Nemytskii operator or superposition operator.



1.3. Evolution problems: Existence and uniqueness of solutions

Remark 1.3.3. Matching to (1.10), we have [ := (0,7, V and V* are respectively
in place of RY and R¥, thus ¢ := F : (0,T) x V — V*. This means F in (1.10)
induces the Nemytkii operator (for which without causing any confusion, we use the
same notation)

Example 1.3.4. The following mapping u(-) — F'(u)(-) defines the Nemytskii oper-
ator

that occurs in Chapter 2, Section 2.7.

Our plan is to build a weak solution to (1.10) using a Galerkin approzimation and
introducing essential conditions that are necessary for the method.

Abstract Galerkin approximation

As V is separable, from the sequence of finite-dimensional subspaces

VeEeN:V,C Vi CV and UVkisdenseinV,
keN

we define the Galerkin approximation u; € Wh22(0,T; V4, Vi¥) (Construct approxi-
mate solution) by

du(t
Vo € Vi, V&t € [0,T] : < dgf ),v> + (F(t,uk(t)),mv;yk = <f(t)7v>vk*,vk
ViV

ur(0) = <U0av>vg,vk :

If {uy }ren exist (Existence of approximate solutions) and are uniformly bounded (A-
priori estimate), then passing to limits (Limit passage) we have uj, — u, a solution
to the initial-value problem (1.10).

We shall not give a comprehensive explanation of constructing the Galerkin ap-
proximation for weak solutions to (1.10), which is referred to [100]. Instead, we
confine ourselves to summarizing some unique existence results of such solutions.

Theorem 1.3.5. (Unique ezistence)
Assume that

1. for almost all t € (0,T), the mapping F(t,.) is pseudomonotone, i.e., F(t,.) is
bounded and

k—o0

lim sup (F(t, ug), u, — )y < 0} {Vv eV i (F(t,u),u—v)y.,

< liminf (F(t, ug), uk — V)

U — U k—so00

10



1.3. Evolution problems: Existence and uniqueness of solutions

2. F' is semi-coercive, i.e.,
Vo € V.Vt € (0,T) : (F(t, ), thyey > colol2 — ar(Dloly — ea(®) o]l

for some cg > 0,¢; € L*(0,T),co € L*(0,T) and some seminorm |.|y satisfying
Yo eV vlly < cylvlv + [|v]|a) for some ¢ >0

3. the growth condition holds

3y € L*(0,T),h: R — R increasing : ||F(t,v)|

ve < A([[olla) (@) + [lvflv)

4. F satisfies a condition for uniqueness of the solution, e.g.,
Vu,v € V¥Vt € (0,T) : (F(t,u) — F(t,v),u —v)y«y > —pt)|lu —v|%
for some p € L'(0,T).
Then (1.10) has a unique solution u € WH»2(0,T;V,V*).
Proof. [100, Theorems 8.27, 8.31].

Remark 1.3.6. These conditions will be verified for a class of inverse source problems
in Chapter 2, Section 2.8.2.

Remark 1.3.7. [100, Chapters 8.1-8.5] analyzes the existence theory for nonlinear
evolution equations in the more abstract framework W1 (0, T; V, V*) meaning gen-
eral Lebesgue spaces instead of L? with respect to time as we are considering here.

Observation 1.3.8. In case F'is linear, its boundedness implies the growth condition
with i = ||F(t,-)||, and semi-coercivity implies uniqueness condition with p = ¢y
for c; < 0. The assumption on pseudomonotonicity to ensure week convergence of
F(-,ux) to F(-,u) when the approximation solution sequence wu; converges weakly to
u, can be replaced by weak continuity of F' which holds for F' being linear bounded .

Alternatively, there are possibilities to obtain pseudomonotonicity from coercivity
straightforwardly, also from monotonicity and continuity, or from strong continuity
[36, Lemma 6.7], which fit very well for the linear case .

Theorem 1.3.9. (Regularity in the autonomous case)
Let F:'V — V* be pseudomonotone, semi-coercive, and let

ug €V

feL*0,T;H)

F=FR+F wth Fi=¢, ¢:V =R convex
p(v) > collvlly —allvlly,  I1BR@)|r < C0+|lvllv)

for some ¢y > 0. Then there exists a solution u € W1°2(0,T;V, H) to (1.10) in the
autonomous case, i.e., F' is independent of t.

11



1.4. Fundamental theorems

Proof. [100, Theorems 8.16].

Remark 1.3.10. An extension to regularity in the non-autonomous case will be
discussed in Chapter 2, Section 2.8.1.

Bibiliographical remark 1.3.11. In addition to [100], existence and uniqueness

theory for concrete linear and quasilinear parabolic problems can be found, e.g., in
the books [32, 81, 95].

Remark 1.3.12. An alternative approach to study the existence theory for evolution
problems on Banach spaces is through the framework of semigroups. Several parabolic
PDEs can be realized within this framework by combing the semigroup theory, e.g,
from [32, 96] with elliptic results in [82]. Chapter 3 gives some existence proofs relying
on this method.

1.4 Fundamental theorems

Theorem 1.4.1. (Riesz Representation Theorem) [69, Theorem A.22]

Let X be a Hilbert space. For every x € X, the functional f,.(y) == (y,x),y € X
defines a linear bounded mapping from X to K, i.e., f, € X*. Furthermore, for every
f € X* there exists exactly one x € X with f(y) = (y,z),Vy € X and

1yllx '

/]

X+ 1= sup
y#0

Theorem 1.4.2. (Dominated convergence theorem) [32, Appendiz E, Theorem /]
Assume that the functions { f,, }5°_, are integrable and f,, — f a.e. Suppose also that
|fm] < g a.e. for some integrable function g. Then

fmdx — fdx.
R R

Theorem 1.4.3. (Contraction Mapping Principle) [69, Theorem A.59]
Let K C X be a closed subset of the Banach space X andT : K — K be a contraction,
1.€.,

Ge< 1:|T@) Tl < cle -yl Va,ye K.
Then T has a unique fixed-point z, i.e., T(Z) = 7.
Now, let U, V denote real Banach spaces and U/ be an open subset of U. We define:

Definition 1.4.4. (Gateaux derivative) [109, Section 2.6 |
Let F: U CU —V,ueland h € U be given. Suppose there exists an operator
A € L(U,V) such that

lim F(u+th) — F(u)
t—0 t

= Ah Vh e U.

12



1.4. Fundamental theorems

Then F is said to be Gateaux differentiable at u, and A is referred to the Gateauz
derivative of F' at u.

Moreover:

Definition 1.4.5. (Fréchet derivative) [109, Section 2.6 |
Fis said to be Fréchet differentiable at wu if

[(F(u+h) = F(u) = Ahlly
1Pllu

The operator A is then called the Fréchet derivative of F' at u.

Theorem 1.4.6. (Chain rule) [109, Section 2.6 ]

Let F : U CU — V and G :' V — Z be Fréchet differentiable at w € U and at
F(u) € V, respectively. Then the composition Go F' : U — Z is Fréchet differentiable
at u, and

—0 as |h|ly — 0.

(G o F)'(u) = G'(F(u)) F"(u).

Remark 1.4.7. (Chain rule 1)
The chain rule is attainable for Gateaux differentiability if additionally, we have F

continuous, the derivative u — G’(u)v continuous and u — G’(u) locally uniformly
bounded.

Proof. From

(GoF) (u)h — G'(F(u))F'(u)h

= lim ! [G(F(u +eh) — G(F(u)) — G'(F(u))(F(u+ €eh) — F(u))}
F(u+eh) = F(u) F'(u)h)}

€

+lim [G/(F(u)) (
= Ae + Be7
we see, as € — 0,

B —0 if G'(F(u)) is linear bouned
e — 1 ,
F is Gateaux differentiable

13



1.4. Fundamental theorems

and
A =lim [ G (Fu) + MF(u+ eh) — F(u)) — G(F(w)) d\ (F(u+ ch) — F(u))

e—0 € 0

’ u—+eh) — F(u
=lim [ G'(F(u)+AF(u+eh) — F(u))) — G'(F(u)) dA <F( +eh) — F( ))

e—0 0 €
A
= lim G'(F(u) + X(F(u+ ¢h) — F(u))) — G'(F(u)) d\ F'(u)h
0 J
A F(u+ eh) — F(u)
+ liné G'(F(u) + A(F(u+ €eh) — F(u))) — G'(F(u)) d\ ( — F’(u)h)
0 J, €
F is Gateaux differentiable and continuous
_ 0 it G is Gateaux differentiable
B u+ G'(u)v  is continuous
u+— G'(u) s locally uniformly bounded
Here we apply Lebesgue’s Dominated Convergence Theorem. [

Remark 1.4.8. (Chain rule 2)

If G is Fréchet differentiable, F' is Gateaux differentiable and continuous then the
chain rule holds.

In this case, one can write

A, = lim % o(|F (u + eh) — F(w)])
= i IE ) = F(w)

e—0

| .. o
lim O (| F(u + ch) — F(u)|)
=0
for some a > 0.

A helpful inequality will be used in some energy estimates:

Theorem 1.4.9. (Gronwall’s inequality) [28, Theorem 1, Corollary 3]
Let x,®,x be real continuous functions defined on [a,b], and x(t) > 0,Vt € [a,b].
Assume that

z(t) < () +/ x(s)z(s)ds ¥t € [a,b].
Then

o(1) < @(t)+/:c1>(s)x<s) exp (/:X@) dg) s Vielab]

Moreover, if ® is constant, we have

2(t) < Dexp </:x(£) d§> Vt € [a,b)].

14
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Chapter 2

Parameter identification in
time-dependent inverse problems

In this chapter, we consider a general time-space system, whose model operator and
observation operator are locally Lipschitz continuous, over a finite time horizon and
parameter identification by using Landweber-Kaczmarz regularization. The problem
is investigated in two different modeling settings: An all-at-once and a reduced ver-
sion, together with two observation scenarios: continuous and discrete observations.
Segmenting the time line into several subintervals leads to the idea of applying the
Kaczmarz method. A loping strategy is incorporated into the method to yield the
loping Landweber-Kaczmarz iteration.

The chapter is outlined as follows: Section 2.1 states the motivation. Section 2.2
introduces the general model for the state-space problem. In the next two sections,
we present the all-at-once and reduced formulations. Section 2.5 compares the two
modeling settings and discusses time-dependent parameter identification. Section 2.6
is dedicated to deriving the algorithm and its convergence. Section 2.7 examines a
class of inverse source problems. Finally, we conclude the work and sketch some ideas
for potential research.

2.1 Challenge with cubic nonlinearity

As a motivating prototype example, we consider parameter identification from the
following system

uw=Au—u’+60  (t,x) € (0,T) x Q (2.1)
u(0) = uyg x €
y=Cu (t,z) € (0,T) x Q

with Q C RY 4 denotes the first order time derivative of u and the right hand
side includes the nonlinearity ®(u) := u3. This equation is equipped with the initial
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2.1. Challenge with cubic nonlinearity

condition (2.2) and possibly further Dirichlet or Neumann boundary conditions on
(0,7) x 09. In (2.3), the measured data y is obtained from a linear observation, this
means C is a linear operator. In this evolution system, v and 6 are two unknowns.

Parabolic PDEs with cubic power nonlinearity arise in many applications, and we
selectively mention some falling into this category

e &(u) = u(l—u?): Ginzburg-Landau equations of superconductivity [15], Allen-
Cahn equation for phase separation process in a binary metallic alloy [1, 92],
Newell-Whitehead equation for convection of fluid heated from below [38].

e ®(u) = u?*(1 —u): Zel'dovich equation in combustion theory [38].

o O(u) =u(l—u)(u—a),0 < a < 1: Fisher’s model for population genetics [95],
Nagumo equation for bistable transmission lines in electric circuit theory [89].

To the best of our knowledge, the state-of-the-art research on this type of problem
in Sobolev space framework is limited to the power v < 1 + %, d > 3, where d is the
space dimension [58]. The reason for this constraint is that, the growth conditions
used in proving well-definedness and differentiability of the forward operators prevent
higher nonlinearity. Inspired by [58], in this study, staying in the Sobolev space
framework, we aim at increasing the nonlinearity to the power of 3, or even higher,
in order to be compatible with those applications. For this purpose, we plan to
construct appropriate function spaces for the forward operators and impose on them
relevant assumptions. The main assumption we rely on is basically the local Lipschitz
continuity condition. Recently, some authors [110, 50] also employ local Lipschitz
continuity as the key ingredient for the research on backward parabolic problems,
but rather in a semigroup framework than in the Sobolev space framework, e.g., of
[100], which we rely on to get even somewhat weaker conditions.

The parabolic equation occurring in problem (2.1)-(2.3) is semilinear. In the book
by Troltzsch [109], well-posedness and differentiability of the control-to-state map are
investigated for optimal control of semilinear parabolic equations. In this context, we
wish to point to the series of papers [20, 21, 22] by Casas, Ryll and Tréltzsch, where
they consider optimal control problems for semilinear parabolic PDEs with cubic non-
linearities. In particular, an issue addressed also there was the fact that the solution
spaces have to be chosen appropriately for proving differentiability of the control-to
-state map; it was (a subset of) L*>((0,7") x Q) there, which was probably also cho-
sen in view of the fact that state constraints were taken into account. Motivated by
this work, we discuss here these relevant questions for the parameter-to-state map
of semilinear diffusion systems in the context of inverse source problems. Beyond
increasing nonlinearity as compared to [58], this study provides explicit formulas for
Hilbert space adjoints that makes our method more computationally efficient, and
Gateaux as well as Fréchet derivatives obtained in this work yield more knowledge on
the properties of the nonlinear model and on the convergence performance of iterative
methods.
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Being more realistic than the model (2.1)-(2.3) with observation on all of (0,7),
in practice the unknown parameter is recovered from experimental techniques that
in some cases, limit the measurement only to some particular time points, see, e.g.,
[97, 13] for just two out of many examples from material science and system biology,
respectively. Therefore, beside the continuous observation, we also desire to cover the
discrete observation case in this study.

2.2 Abstract nonlinear parameter identification prob-
lems

We consider the following state-space system

w(t) = f(t,u(t),8) te(0,T)

u(0) = uo(6)

y(t> = g(t, u(t)v 9) le (07 T)

yi = gi(u(t;),0) i=1...n (2.7)

on 2 C R? where f is a nonlinear function and additional observation data y or y; are
obtained from continuous or discrete measurement as in (2.6) or (2.7), respectively.
In the general case, g, g; may be linear or nonlinear. In particular, observations may
be partial only, such as boundary traces on 92 or a part of it.

The model operator and observation operators map between the function spaces

f:0,T)xVxX—=>V" (2.8)
g:(0,T)xV XX =Y or g:VxX=Y, (2.9)
where XY, H and V' are separable Hilbert spaces and V' C H C V* form a Gelfand
triple. Moreover, we assume that f, g meet the Caratheodory mapping condition (see

Chapter 1, Definition 1.3.1).
The initial condition is supposed to map to the sufficiently smooth image space

U X =V (2.10)

as a condition to attain some regularity results for the solution to the problem (2.4)-
(2.5).
Between V and V*, the Riesz isomorphism

L2V = Ve (a5 1oy = (u', 0"y

and

IV =V, (Iu,v)y = (U5, 0) ey
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2.2. Abstract nonlinear parameter identification problems

are used to derive the adjoints. I as defined above exists as one can choose, for
example, / = D~ where D is the Riesz isomorphism

DV =V (Du,v)y. = (u,v)y.

Here, (.,.) and (.,.) with the subscripts indicate the inner products and the dual
parings, respectively . The notations D and [ refer to the spatial differential and
integration operators in the context of elliptic differential equations. We also distin-
guish the superscript *, the Banach space adjoint, and *, the Hilbert space adjoint,
which is an ingredient for the iterative methods considered here.

For fixed 6, f and g as defined above induce Nemytskii operators (see Chapter
1, Definition 1.3.2) on the function space U. This function space will be according
to which problem setting is being dealt with, i.e., all-at-once or reduced setting.
However, they map into the same image space VW and observation space )

W=L*0,T;V*), Y=L*0T;Y), (2.11)

which are Hilbert spaces. Therefore, we can investigate the problem in the Hilbert
space framework, provided that the corresponding argument spaces of the forward
operators in the two settings are Hilbert spaces as well.

We now discuss the state space Y. The function space proposed in [58] U =
Wh22(0,7;V,V*) := {u € L*0,T;V) : & € L*(0,T;V*)} with V = H}(Q) is not
suitable for the cubic nonlinearity in (2.1) Also later on, for differentiablity of the
forward operator relying on local Lipschitz continuity (see Propositions 2.3.1 and
2.4.2), we need functions in U, whose values are in V', to be essentially bounded in
(0, 7). For this reason, L>°(0,7T; V') appears to be an appropriate choice for the state
space.

In this work, we restrict ourselves to the Hilbert space framework to avoid addi-
tional technicalities in general Banach spaces. The convergence analysis for regular-
ization theory in Banach space, e.g., in [104, 67, 103] requires the preimage space to
be reflexive and thus would not be applicable with the choice i = L>°(0,T; V). These
facts together with the observation H'(0,7) < L>(0,T) render U = H'(0,T;V) as
in (2.18) a suitable candidate. This state space will be used for the all-at-once setting
in Section 2.3.

Independently, in the reduced setting in Section 2.4, the state space just plays
the role of an intermediate space since the forward operator is formulated to map
directly between the parameter space and the observation space: F': X — Y, F(6) =
y. Hence, as long as X and ) are Hilbert spaces, we can stay with Hilbert space
regularization theory even though U = W1422(0,T;V,V*) N L>(0,T;V) defined in
(2.31) is a non-Hilbert state space.

In the context of optimal control for reaction-diffusion equations, the group of
Casas, Ryll and Troltzsch published several results focusing on the Schlogl and
FitzHugh-Nagumo system [20, 21, 22], where they prove differentiablity of the control-
to-state map also basing on local Lipschitz continuity and a prerequisite L*-approach
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2.2. Abstract nonlinear parameter identification problems

for the cubic nonlinear reaction term. In this concrete inverse source problem (2.1)-
(2.3), the parameter-to-state map appears to be relevant with the control-to-state
map in the distributed control problem. These authors establish energy estimates in
Wh22(0,T; V,V)NL>((0,T) x Q) [109, Theorem 5.9], [20, Lemma 2.4]. We, however
in this chapter, evaluate them in W122(0, T; V, V*)NL>(0,T; V), as we consider here
the model operator, which later induces the Nemytskii operator, f(6) : (0,7) x V'
rather than there f = A — (-)3 : (0,7) x Q. Besides, techniques to prove well-
definedness of the parameter- (control)-to-state map are different.

In reality, we do not have access to the exact data. The experimental data always
contains some noise of which we assume to know just the noise level. The noise
perturbing the system is present both on the right hand side of the model equation and
in the observation, and is denoted respectively by w® and z°. When the measurement
is a collection of data at discrete observation time points, the corresponding noise
added to each observation is 22. Altogether, we can formulate the noisy system

u(t) = f(t,u(t),0) +w’(t) te(0,7T) (2.12)
u(0) = uo(0) (2.13)
Yo (t) = g(t,u(t),0) +2°(t) te€(0,7T) (2.14)
Yo = gi(u(ty),0) + 2° i=1...n. (2.15)

Correspondingly, those additive noise terms live in the function spaces
wew, €)Y, LeY di=1...n (2.16)
and are supposed to satisfy
[l <60, 120y <0 2Ny <6 i=1...n

with the noise levels d,,,9.,0; > 0.

In this chapter, we investigate both Landweber and Landweber-Kaczmarz meth-
ods. The key difference between these two regularization methods is that in the
Landweber method, we use one fixed forward operator; while in the Landweber-
Kaczmarz method, different forward operators are applied in a cyclic manner (Chap-
ter 1, Section 1.1.3). This feature makes Kaczmarz methods especially attractive
for problems with large datasets or high dimensional model operator. In particular,
Kaczmarz method does not need to finish operating the whole system to update one
iteration like in the Landweber, instead, it just successively sweeps through each of
the equations in the system; and that all the equations build a so-called a collection
of the forward operators. Motivated by the Kaczmarz scheme, in order to construct
a collection of forward operators, we either segment the time line into several subin-
tervals or use the discrete observations. The Landweber-Kaczmarz method relying
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2.3. All-at-once formulation

those strategies are particularly studied in Remarks 2.3.5, 2.3.6, 2.3.7 for the all-
at-once setting and in Remark 2.38 for the reduced setting; visualization for these
methods is shown in the numerical section.

This study does not attempt to research uniqueness of the exact solution (uf, #%).
Nevertheless, we refer to the book [62], which exposes some general results for this
important question based on the tangential cone condition together with the assump-
tion of a trivial null space of F’(x') in some neighborhood of z'. To verify the later
condition in some concrete time-space problems, one can find detailed discussions,
e.g., in the book by Isakov [56].

2.3 All-at-once formulation

In this section, we recast the system into a form which allows solving both state u
and parameter 6 simultaneously. This formulation shows practical benefits, that will
be discussed in detail in Section 2.5.1. We define the forward operator

uw— f(.,u,0)
F:UXX—>WxVxY, F(u,0) = | u(0) —ue(9) |, (2.17)

g('? u? 9)
then the system can be written as the nonlinear operator equation
F(u,0) =Y = (0,0,y).

This fits into the Hilbert space framework by setting the function space for the state
u to

U=H"0,T;V) (2.18)

and W, ) are as in (2.11). On the space U, we employ

(w0 = / (t), (D)) dt + (u(0), v(0)y, (2.19)

as an inner product, which induces a norm being equivalent to the standard norm

\/foT |lw(t)||3 + ||a(t)||3-dt. This is the result of well-posedness in U of the first order
ODE 4(t) = f(t),t € (0,T),u(0) = ug for f € L*(0,T;V),ug € V.

The operator F is well-defined by additionally imposing boundedness and local
Lipschitz continuity on the functions inducing the Nemytskii operators. Differentia-
bility of I also follows from the latter condition.

Proposition 2.3.1. Let the Caratheodory mappings f, g be:

(A1) Gateauz differentiable with respect to their second and third arguments for al-
most all t € (0,T) with linear and continuous derivatives
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2.3. All-at-once formulation

(A2) locally Lipschitz continuous in the sense

VM > 0,3L(M) > 0,¥“t € (0,T) :
If(t,v1,01) — f(t,v2,02) [y < LIM)(|lr — vally + |60 — 02| x),
VUZ‘ € V,QZ e X: ||Ui||v, ||01||X S M,'L = 1,2

and satisfy the boundedness condition, i.e., f(.,0,0) € W.
The same is assumed to hold for g. Moreover, let uy also be Gateauzr differen-
tiable.

Then F defined by (2.17) is Gateaux differentiable on U x X and its derivative is
given by

(g — fulu,0)) —fo(.
F'(u,0) = do —ug(0)
g&(.,u,@) gé('7u70>

Proof. We show Gateaux differentiability of f at an arbitrary point (u,0) € U X
X. Since f is Gateaux differentiable and its derivative (u,8) — f'(t,u,0)[v,£] is
continuous by (A1), without loss of generality we consider the direction (v,§) lying
in a unit ball, € € (0,1] and have

(2.20)

T 3
%Hf(.,u—i—ev,&—i—ef)—f(.,u,Q)—ef&(.,u,@)v—efé(.,u,@)f”w: (/0 Te(t)2dt) ,
where

re(t) = ‘ /0 ((fé(t, u(t) + Aev(t), 0 + Ae€) — [, (L, u(t), 0))o(t)

+(fo(t,u(t) + Xev(t), 0 + Ne&) — fo(t, u(t), 9)){) d\ (2.21)

V*

From local Lipschitz continuity and Gateaux differentiability of f, we deduce, by
choosing M = max{v2T,v2}(|ulles + 1) + [|0]|x + 1,

| ot u(t), O)wlly- = lim ft,u(t) + ew,i) — f(t,u(t), 0)
.
< L(M)|lw|v.

Continuity of the embedding & — C(0,7;V) is invoked above. Indeed, for any
te(0,7)

lu@)llv < /0 li(s)llvds + [[u(0)]lv < max{v2T,v2}|ulu.
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As an immediate consequence

£t u(t) + Aev(t), 0 + Ae§) [[v—v+ < L(M)
| fo(t, u(t) + Xev(t), 8 + Xef)||x—v+ < L(M)

for any A < 1,e¢ < 1. Substituting all the operator norm estimates into r.(t), we
obtain

re(t) < 2L(M) ([lo@)lv + [IEllx) = 7(2), (2.22)

which is a square integrable function. Since f is continuously differentiable, r. — 0
as € — 0 for almost all every ¢t € (0,7T), applying Lebesgue’s Dominated Convergence
Theorem yields Gateaux differentiability of f. Differentiability of g is analogous.

Obviously, continuity of the derivative (u,6) — f'(u,8)[v,£] inherits from the
operator inducing it

en = ||f (ttn, On) [0, §] = f'(u, 0) v, €] [[y»

T 1/2
_ ( [0 1000 = £200.0))00) + (B (00.0,) = F0.0.0)) 01 dt)
T 1/2
< sup [ (6 tn.0,) — S (610 0) ey [(/ ||v<t>|r2vdt) T VTel
0<t<T 0

Then €, — 0 as n — oo. Also, local uniform boundedness of f’(-,-) is obvious. The
same holds for g.

Also, well-definedness of f, g can be deduced from local Lipschitz continuity and
the boundedness condition. O]

Remark 2.3.2. If f, g and ug are Fréchet differentiable then so is F.
This assertion follows from the observation

T
F is Fréchet differentiable if sup / r2(t)dt — 0 as e — 0
llv]lee<1 J0O
lell<1

for r. as in (2.21) (and likewise with ¢ in place of f), or

T T
sup / r2(t)dt < / sup 72(t)dt
vlu<t Jo 0 o<t
€l x<1 el x<1

T
< / sup r2(t)dt —0ase—0
0

lo@)lv <c
€]l <1
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2.3. All-at-once formulation

with ¢ := max{v2T,/2}.

If f, g are Fréchet differentiable, this convergence is attainable due to

sup r2(t) < sup r3(t) > 0ase—0

lv@®)llv<c [lw(lv <c
€l x<1 llElx<1
sup r2(t) < sup 2L(M) (Jlu(®)llv + 1€]lx) < 2L(M)(1 + ¢).
lv(®)][v<c lv(®)]lv<c
€N+ <1 lEl <1
Remark 2.3.3.

e The local Lipschitz condition (A2) is weaker than the one used in [50], as we
only have the V*-norm on the left hand side of the Lipschitz condition.

e Note that differentiablity of F can be interpreted on the stronger image space
C'(0,T;V*) since r(.) is not only square integrable but also uniformly bounded
with respect to time (provided that local Lipschitz continuity is fulfilled for all
t € (0,T) instead of for almost all ¢ € (0,7)).

e Another idea could be a weakening of the Lipschitz continuity condition to

VM > 0,3L(M) >0,y € L*(0,T),v*“t € (0,T) :
[£(t,v1,01) — f(t,v2,00) ||y < L(M)y(t)(lvr — vallv + (|61 — 02| x),
VUZ' € V, 91 e X: Hviuv, HGZHX S M,’l = 1,2,

then square integrability in time can be transferred from [|v(.)||y to v(.).

We now derive the Hilbert space adjoint for F'(u, 6).
Proposition 2.3.4. The Hilbert space adjoint of F'(u, 0) is given by

Flu,0) : WxVxY—->UXxX

/ * (it_f’l,l,(7u70))* 9% g&(.,u,@)*
OO G i O P il A ) (223)
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2.3. All-at-once formulation

where
g, u, 0z =u?
T
it 82 = [ gyt u(0).0)"=(0)s
0

Sgh = u”

uh(6)" = (6T

d . b

— — (. 0 =" "I d

(G = bt w =+ [ Frusis
T

Folu,0)*w = / fu(tu(t), 0) Tw(t)dt,
0

W, u?, u solve

and

fi(tu(t),0) V=V =V folt,u®),0) V=V X" =X
g, (tu(t),0) Y =Y = V*  gt,u(t),0) Y =Y X" =X
up(0) V= X=X

are the respective Banach and Hilbert space adjoints.

Proof. The adjoints of the derivatives with respect to u can be established as follows.
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2.3. All-at-once formulation

Forany z € Yand v e

(2, 9ul u, 0)v)y,

For any w € W and v € U
(10 (G = FiCom00)0)
— /OT (w(t), —fi(t, u(t), 0)v(t))y. dt + /OT (w(t), %v(t))w dt

w

w5 [ s o) a ([ Frssoo)
_ <uw +/Ot f*[w(s)ds,v)u.
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2.3. All-at-once formulation

For any h € V and v e U
(h, 60)yy = / (=il (1), v(t)),, dt + (h,v(0)),,

= /0 (" (t),5(t)), dt + (u"(0),0(0)),, + (h+@"(0) — u"(0),v(0)),,
= (uh,v)u.

The three remaining adjoints are straightforward. For any £ € X',z € )

(gé(vuﬂ)&z)y—/o (gé(t,U(t)ﬂ)&Z(t))ydt—/0 (€, ga(t, u(t), 0) (1)) x dt

_ (5, | dhteuton.o=0 dt)X
- (57 gé(? u, 0>*Z)X .
For any £ e X, w e W
(fo(- u,0)&, w)y = /0 (fo(t,u(t),0)&, w(t))y-dt = /0 (fo(t,u(t), )€, Tw(t))y-y dt
— [ (e siteute). o T e = (5, | fiteuto.0) 1t dt)
= (5’ fé(? u, 0)*w)é\f .
Forany (¢ € X,v eV

(up(0)€, vy = (up(0)€, I )y = (&, up(0) 1 "v)x .

X

]

Remark 2.3.5. For the Kaczmarz approach relying on time segmentation, the idea
is dividing the time line (0,7) into several subintervals, making up a collection of
model operators as well as observation data. The system is therefore constructed in
the following way

(u - f(7u70>> |(0771)

Fo(u,0) = [ u{0) — ug(6) (2.24)
g('auae)l(o,n)
(u _ (u_f('7u’0))|(7j77j+1) . n—
]FJ( ,(9) = ( g(-,u,9)|(q-j,7-j+1) ) j=1... 1 (2.25)

for0 =71 <1 <...7m_1 <7, =T. The function space setting for the Landweber-
Kaczmarz method is

Fo:UXX =Wy xV xy, Fi:UxX—>W;xY, j=1...n-1
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2.3. All-at-once formulation

with
Wi = L (15, 7541: V"), V; = L*(7j,7541;Y) (2.26)
thus
4 1w 0) lmymen) 65 (gu(Lu,0) )"
F U,@ * <((dt -/fu( Uy (TJvTJ+*1) /0 . » Uy (75,7j+1) , 2.27
WO = Bl ) O (G Omy) 22D

where the terms in the middle column dj, —ug(#)* are present only in F'(u, 0)3.

Remark 2.3.6. In (2.23), since the adjoints of the derivatives with respect to u solve
the linear conventional ODEs of second order, we can write them in their explicit
forms

ui(t) = /0 (t+ 1)Ig,(s,u(s),0) z(s)ds — /0 (t —s)Ig.(s,u(s),0) z(s)ds
a”(t) :== u"(¢) —l—/o I Tw(s)ds
= —/0 (t+ DI f!(s,u(s),0) Tw(s )ds—i—/o (t — s)If.(s,u(s),0)* Tw(s)ds
+/t I*Tw(s)ds
u(t) = h
for t € (0,7).

Incorporating the Kaczmarz scheme in Remark 2.3.5, we modify the adjoints
accordingly

w(t) = / T 1 1) g (5, u(s),0)" 2 (s)ds
J(k)

min{¢,T (k+1)} B
- / (t — 5)Eg. (s, u(s),0)"(s)ds

min{t,7;(x }
av(t) = - / s DIF (s, u(s),0) Tuw(s)ds
Ti(k)

miﬂ{t,Tj(k+1) } ~

min{¢,7; (x41)}
—|—/ : (t — ) f. (s, u(s),0) Tw(s )ds+/ I"Tw(s)ds

min{t,7; (g } min{t,7; (k) }

u'(t) =h
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2.3. All-at-once formulation

for t € (0,T) with j(k) = k —n|k/n], and also

Tj(k+1)
G, 0)z = / gh (b, u(t), 0)*=(t)dt

j
uh(0)" = up(6)" 1"
Tj(k+1)
fituoyw= [ gyttt 0) T
7j
Remark 2.3.7. We now analyze the case of discrete measurement. Let {¢;};=1. ., be
the discrete observation time points, the system is now defined by

({L - f(vua 0))
u(0) — uo(0)
F:UxX—>WxVxY"  (u,6)— 91(u, 0) (2.28)

gn(q.% 0)

with g;(u,0) = g(u,0)(t;) = g(t;,u(t;),0),i = 1...n, according to the definition of the
Nemytskii operator. Differentiability of the Nemytskii operator g; could be inferred
from differentiablity of the operator inducing it without the need of a local Lipschitz
continuity condition.

The Hilbert space adjoint of F'(u, 8) then takes the following form

4o fluf) 8 g0y
Flu, o) = (&~ Julot 0 wu\ts > 2.29

wor = (ECHY e by (229
in which the adjoint of ¢/ (u,#) mapping from the observation space Y to U is

n

(2, 0, 0)0)yn = D (21, g (. O (t:))y = S (T (w,0)" 25, 0(1)

; : v
i=1 i=1
= (v*,v),,
where
w(t)=0 te(0,7)
w?(0) —u?(0) =0, o*(t;) = Ig, (u,0)*z% i=1...n
hence

ut = Z uzz with ulz — Ngw(ua ) z ( + ) <
: Ig), (u,0) 2t +1) t>t,.

If integrating into the Kaczmarz scheme, on every subinterval of index ¢ we get u* =
u?, so each equation in the system corresponds to one measurement.
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2.4. Reduced formulation

Remark 2.3.8. Remarks 2.3.6 and 2.3.7 show that the choice of the state space U
here provides an explicit formula for the Hilbert space adjoint F’'(u, #)*. This enables
us to speed up the computations in Landweber, Landweber-Kaczmarz and possibly
in Newton-type methods.

2.4 Reduced formulation

In this section, we formulate the system into one operator mapping directly from the
parameter space to the observation space. To this end, we introduce the parameter-
to-state map

S:X = U, where u=S(f)solves (2.4) —(2.5),
then the forward operator for the reduced setting can be expressed as
F:xX—=Y, 0— g(-,5(0),0) (2.30)
and the inverse problem of recovering 6 from y is
F(0) =v.

In order to apply the Hilbert space analysis of Landweber and Landweber-Kazcmarz
schemes in this reduced setting, it suffices to choose X and ) as Hilbert spaces, while
the state space U may be a Banach space, an option that we actually make use of
here

U=mw*4H20,7;V,V*) N L=(0,T; V). (2.31)

On the other hand, U/ is only required for the observation operator ¢ to be well-
defined, thus when proving differentiablity of F, we just need to evaluate the image
of §'(0)¢ in D(g) = L*(0,T;V) (although the actual state space I is much stronger).
With the same reason, derivation for the Banach space adjoints can be carried out
between spaces L%(0,T; V), L*(0,T;V*), L*(0,T;Y) and X.

To ensure existence of the parameter-to-state map, we assume that the operator
f meets the conditions in the following Assumption 2.4.1 (see Chapter 1, Theorem
1.3.5 for expression) and the conditions (R1) from Proposition 2.4.2. Moreover, we
wish to emphasize that, comparing to assumptions in Theorem 1.3.5, the restrictive
growth condition on F' does not need to be assumed here.

Assumption 2.4.1. Let # € X. Assume that
(S1) for almost all ¢t € (0,7T), the mapping — f(¢, ., #) is pseudomonotone

(S2) —f(.,.,0) is semi-coercive
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2.4. Reduced formulation

(S3) f satisfies a condition for uniqueness of the solution.

Proposition 2.4.2. Assume the model operator f can be decomposed into the form

—f=h+f+fs
with
f3:(0,T)xX —-H

fo: (0, T)xV xX—H
[:0,T)xVxX — V",

Additionally, let the following conditions be fulfilled

(R1) the mappings fi, fa, f3 satisfy

f3 € L*(0,T; H) and continuous w.r.t. 0

12,0, 0]l < 5(v(t) + [lvllv) for some ~ € L*(0,T)
fi=1¢,

@ :[0,T) xV x X = R convex w.r.t. v and continuous
p(tv,00) > collvlly — vl

i (t, v, 00l < E(3(8) + [[vlI},) for some 7 € L*(0,T)

for all 0. in some neighborhood of 0 in X, with some c§ > 0,2¢T < 1/2.
If o : D(p) — RT, ¢} does not need to be sufficiently small.

(R2) f is Gateaux differentiable with respect to its second and third arguments for
almost all t € (0,T) with linear and continuous derivative.
The derivative — f! (., u, 0.) moreover satisfies semi-coercivity in the sense

Yu,v € V.Vt € (0,T) : (= fi(t,u,00)v,0)y o 2 aglofy —af(t)[vly —aq(t)||vl5

for all 0. in some neighborhood of § in X, with some a$ > 0,af € L*(0,T),a$ €
LY(0,T) and some seminorm |.|v satisfying Vv € V : ||v|lv < ¢ (Jv]v + [Jv]|#)
Jor some c| > 0.

(R3) [ is locally Lipschitz continuous in the sense

VM > 0,3L(M) > 0,v*“t € (0,T) :
[ f(t,v1,01) — f(t w2, 02)|[ve < LIM)([Jor — vaflv + |61 — 2 x),
VUZ‘ € V, Qz e X: ||Ui||v, ||91||X < M,’L = 1,2
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2.4. Reduced formulation

Moreover, let also ug be Gateaux differentiable. Then F, as defined by (2.50), is
Gateaux differentiable on X and its derivative is given by

F'(0): X - Y
(F'(0)E)(t) = g,,(t, S(B)(1), 0)us(t) + gy(t, S(O)(2), O)E, (2.32)

where u* = S(0)'¢ solves the sensitivity equation

{u%) = [t S(0)(1), )ut(t) + f3(t, S(O)(),0)¢ t € (0,7) (2.33)

u(0) = up(6)¢.

Before proving the result, we notice some facts.

Firstly, Assumption 2.4.1 just guarantees that S is a well-defined map from X to
Wh22(0,T;V,V*) [100, Theorems 8.27, 8.31]. In order to ensure that S maps to U =
Wh22(0,T;V,V*) N L*(0,T; V), condition (R1) of Proposition 2.4.2 is additionally
required. With condition (R1), we strengthen S(€) to lie in L>°(0,7; V). The proof is
basically based on the regularity result in Roubicek’s book [100] with extending the
operator to be time-dependent (see Section 2.8.1). Secondly, due to the formulation,
differentiability of the forward operator in the reduced setting, in principle, is a
question of differentiablity of S (and g).

Proof of Proposition 2.4.2. We show Gateaux differentiability of S. Fixing 6 and
without loss of generality, we consider ¢ lying in a unit ball and € € (0, 1].
First, (R1) allows us to apply the regularity result (A.53) to obtain

150 + €€)llL=0,7;v)

O~ N I
<N (203||7||L2<0,T) + 28301017y + 2(h + )y | Slluo(0 + €0l
0

+ 130 0 + €l 205 + v/ 19(0, uo (6 + €€), 6 + €§)|)

-t . c?
< 87 (2l oy + 225 oy + 20+ )y Hua@)l
0

+ 1 fa (s Ol 20,y + V19(0,u0(6), )] + 1) (2.34)
= MY

for any € € [0,¢], where the constant NY depends only on c§,cf,c§, ¢, T. Here we

make use of continuity of the embedding V' < H through the constant Cy _, .
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2.4. Reduced formulation

Let denote v, := 1 (S( + e£) — S(6)). The function v, solves

bu(t) = ¢ (70 S0+ €)1),0+€) — £, 5(0)(1).0)
- /0 (f2(t, SO)(E) + Aeve(t), 0+ Ae€)ve(t) + f5(t, S(O)(1) + Aeve(t), 0 + AeE)€) dA
= A (t)ve(t) + Be(t)¢

0(0) = < (o(0+ €€) — uo(6)),

where by local Lipschitz continuity of f and (2.34) we have, for all most all t € (0,7,

[Be(®)llx—v+ < LIS O) | =0,y + 150 + €)ooy + [10]]x + 1)
< LM’ +]|0]lx + 1)
A ) llvov < LEM? +[|0] 2 + 1)
for any € € (0, €.

The fact that — A, is linear bounded and semi-coercive by (R2) enables the following
estimate (Chapter 1, Theorem 1.3.5, Observation 1.3.8)

loelwrzzo vy < C7 (I[ve(0) s + 1Be(éll20,rv+))
<’ (CVHHH%(Q)HHV +1+VTLERM + |0+ + 1)) (2.35)
for any € € (0, €.
Also by boundedness and semi-coercivity of — f,,, the solution to the sensitivity
equation u¢ uniquely exists according to the existence theory for linear parabolic

PDEs (see Chapter 1, Observation 1.3.8).
Let 0. := 1 (S(0 + €€) — S(0) — eu®), then o, solves

€

0e(t) = fu(t, S(0)(2),0)0. + %( — efu(t, S(O)(1), O)ve(t) — efy(t, S(0)(2),0)¢

+ f(t, S(0)(t) + eve(t), 0+ €€) — f(t,S(0)(t), 9))
= fult, S(O)(2), 0)0 + be(t)

1(0) = < (ua(0+ €€) = uo(6) — et (0)€),
as a result

1Pellwr 2202w < C7 (190l + lI7ell20)) - (2.36)

The fact that v, is bounded for any € € (0, €] allows us to proceed analogously to the
proof of Proposition 2.3.1 to get eventually

|‘7~]e‘|W172’2(0,T;Mv*) —0 as e€—0,
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2.4. Reduced formulation

which proves Gateaux differentiability of .S.

Linearity of S’(6) is obvious from (2.33). Its boundedness follows similarly to
(2.36) with u¢ in place of o, and f4(t, S(6)(t), )¢ in place of b.. Continuity of S is the
result from unique existence theory for nonlinear PDE (Chapter 1, Theorem 1.3.5)
and Caratheodory condition on f.

Using the chain rule (Chapter 1, Remark 1.4.7), we obtain the derivative of F' as
in (2.32) and the proof is complete. O

Remark 2.4.3. If f, g and ug are Fréchet differentiable then so is F'.
This assertion follows from the observations:

o ||S(0 + €£)||L(0,r;v) is uniformly bounded for all { € B(0,1),¢€ € [0, €,

o ||ve|lwr2207v,v+) is uniformly bounded with respect to £ as a consequence of
the uniform boundedness of ||S(6 + €£)| 1 (0.:v) and L (||uo(6 + €€) — uo(8)||v/),

e Uniform convergence of 7.(0) to the zero function by Fréchet differentiability of
U,

e Remark 2.3.2.

Concluding differentiability of F', we now derive the adjoint for F’(0).
Proposition 2.4.4. The Hilbert space adjoint of F'(0) is given by

FO)*:Y— X
F(0)z = /O 9o(t, S(0)(1),0)"2(t) + fo(t, S(6)(£),0)"p*()dt + ug(0)"p*(0), (2.37)

where p* solves

{—p'«t) = £ut: SO 0P O + 0t SOO.072() teOT) o
p*(T) = 0. '
Proof. [58, Proposition 2.7]. O

Remark 2.4.5. For the Kaczmarz approach and discrete measurement, we refer to
[58, Section 2.4, Remark 2.8] respectively.

Remark 2.4.6. With Propositions 2.3.1 and 2.4.2 as well as Remarks 2.3.2 and 2.4.3,
we obtain Gateaux and Fréchet differentiability of the forward operators in both all-
at-once and reduced setting. Beyond the use of these derivatives in iterative methods
(Landweber here, Gauss-Newton type methods in future work), knowledge of this
differentiability yields more information on the topology of the function spaces. By
utilizing Fréchet differentiability, other properties of the nonlinear operator can be
understood.
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2.5. Discussion

2.5 Discussion

Remark 2.5.1. In this work, by introducing the new state spaces U, U and imposing
relevant structural conditions on the nonlinear forward operators, which mainly rely
on local Lipschitz continuity, the restrictive growth conditions [58, Conditions (2.2)-
(2.5), (2.29)-(2.30)] in the all-at-once and reduced formulations are eliminated.

2.5.1 All-at-once versus reduced version

Comparing the all-at-once and reduced formulations of dynamic inverse problems, we
observe the followings:

On function spaces and necessary assumptions

e In the all-at-once formulation, well-definedness of F directly follows from well-
definedness of f and g. On the contrary, the reduced formulation involves the
need of well-definedness of the parameter-to-state map S : X — U, which
requires additional conditions on f and wug. Therefore, the all-at-once setting
gives more flexibility in choosing the function spaces and can deal with more
general classes of problems than the reduced setting.

e In the all-at-once setting, the choice of U depends on W, X', ). The state space

U must be strong enough for the problem to be well-defined and for the adjoint
computation to be feasible.
In the reduced one, I just needs to be sufficient for the observation C : U — Y to
be well-defined. In the usual case where X = L*(Q),) = L*(0,T; L*(Q)),C =
id, although the true state space is much stronger, U is just required to be
L*(0,T; L*(Q)), which might lead to a simplification of the adjoint (c.f, Chapter
5).

e In the general case, when f : (0,7) x V x X — W* with the Hilbert space W
being possibly different from V', the local Lipschitz condition can be written as

VM > 0,3L(M) > 0,5t € (0,T) : (2.39)
If(t,v1,01) — f(t,v2,02)|w+ < L(M)(|lr — vally + |61 — 02| x),
Vvi I~ V,el c X . H'UZ'H\/, HG’LHX S M,Z = 1,2

and is applicable for both settings. With this condition, all the proofs proven
in the all-at-once setting are unchanged, while in the reduced setting, the proof
for well-definedness of S on the new function spaces might be altered.

On Landweber stepsize
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2.5. Discussion

e The stepsizes in the two approaches are not correlated since they are constrained
by boundedness of the derivative of the forward operators (Assumption 2.6.2),
which are formulated differently

I/ (0)¢lly = 119.,(0)S"(0)€ + ga(0)¢]|y

4.0) |5 - 10k0| 506006 + g0

%
IF" (1, 6) (0, ) vy = (6 — fi(w, 0o+ || folu, )3,
+ 1160(v) + up(O)EN1Z + gL (u, O)v + gh(u, 0)E[|3) .

In case of source identification problem with C = id and g, ug being independent
of 0, we have

IF'(0)¢]|y = < Chy
%
I (1, 8) (0, ) lwcv sy = (10 = F(w, O)v + €]2 + ()2 + [l0]2) ">,

dt i

u

{d f{L(@);%} "ol

[% — (6): 50} Tl

On tangential cone condition

e If having full observation, i.e., R(C) = ), the tangential cone condition of the
reduced setting could be computed via the one of the all-at-once setting (c.f.,
Section 2.8.3 or a detailed explanation in Chapter 3).

On feasibility

e Due to well-definedness of S, usually monotonicity of F' must be taken into
account (c.f. Section 2.7), which turns out to be a restriction on the sign of the
nonlinearity in the reduced version. On the contrary, the all-at-once one allows
arbitrary signs.

e Also by this reason, we mostly have D(F) C D(F;) (where Fy is the second
component of F). Obvious examples are shown in Chapter 3 and Chapter 5.

e Unlike the reduced one, the all-at-once formulation approximates also the state
u. Avoiding solving nonlinear equations is the key advantage of the all-at-once
approach, which facilitates very much the practical implementation.

e The all-at-once formulation naturally carries over to the wave equation (or also
fractional sub- or superdiffusion) context by just replacing the first time deriva-
tive by a second (or fractional) time derivative. The reduced version, how-
ever, requires additional conditions for well-definedness of the parameter-to-
state map.
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2.6. Algorithm and convergence

2.5.2 Time-dependent parameter identification

The parameter considered in the previous sections is time-independent. However, the
theory developed in this thesis, in principle, allows the case of time-dependent 6 by
introducing a time-dependent parameter space, for instance, X = L*(0,T;X), X =
Wh22(0,T; X, X*) x Xo, X = H(0,T; X) x Xo.

Relying on this function space, the local Lipschitz condition holding for all-at-once
and reduced setting reads as follows

VM > 0,3L(M) > 0,¥“t € (0,T) : (2.40)
| f(t,v1,01) — f(t,v2,02)|lv+ < L(M)([lor — vally + |61 — O2]|x),
V'UZ' c V, 01 - X . H’UiH\/, HQZHX S M,Z = 1,2

The proof for differentiability in both settings needs adapting to the new parameter
function space. When working with concrete examples, if time point evaluation 6(t)
is needed, the feasible choices are X = H'(0,T; X) x X, since H'(0,T) < C(0,T)
or X = W122(0,T; X, X*) x X, since Wh22(0,T; X, X*) — C(0,T; H) with X —
H — X*. If the parameter plays the role of a source term, the time point evaluation
will not be required.

In case X = L?(0,T; X) with Hilbert space X and ug independent of 6 (to avoid
problems from existence of §(0,.) for § only in L*(0,T; X)), the adjoint F'(u,6)* in
the all-at-once setting is derived with the changes as follows

folu, 0)w = fo(.,u,0) Tw, go(,u, 0z = gp(.,u,0)z (2.41)
with
folu,)* (@) : V=V = X* =X, g, u,0)*(t) Y =Y - X" = X.
And for the the reduced setting, one has
F'(0)"z = gy(, S(6),0)"z + fyl., S(6),0)"p", (2.42)

where p* solves (2.38).
The Kaczmarz approach relying on the idea of time segmenting does not directly
carry over to this case and will be a subject for future research.

2.6 Algorithm and convergence

Loping Landweber-Kaczmarz

In this part, we make explicit the steps required in both settings in case of contin-
uous observation. Starting from an initial guess (ug, ), the Landweber-Kaczmarz
iterations run
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2.6. Algorithm and convergence

All-at-once version Reduced version

S.1: Set argument to adjoint equations  S.1: Solve nonlinear state equation

uk(O) — Uo(@k) uk(O) = uo(Gk)

(g(t7 uk<t)7 ek) - ya(t)) |(Tjﬂ'j+1)
S.2: Set argument to adjoint equation

wi(t) = (we(t) = [ w(t), 0k)) | ()m500) {uk(t):f(t,uk(t),ek) te(0,T)
D,
Zk(t)

so that

zk(t) = (g(t7uk(t)’0k) - yé(t)) |(Tj77'j+1)

so that

(wk7 hk7 Zk) = F](k) (Uk, ek)_Y;s(k)

S.2: Evaluate adjoint states s
2 = Fye) (ur, Ok) =Y

a;guafé('vuk’vgk)*wk < Wi,
ult, il (0) P — Iy S.3: Evaluate the adjoint state
Ui,gé<~,uk,9k)*zk — Rk pi <—— 2k
S.3: Update (u, 8) by S.4: Update 0 by
(uk‘-i-lu ek‘-i-l) - (uk‘7 0]@) 6k+1
* 6
= 10 (e, O0)" (Fjry (e, O) = Y) = O — 1 Fj ) (O)* (F 1) (O1) — y?(k))

with j(k) := (k mod n) for n sub-intervals. The stopping rule for the Landweber-
Kaczmarz method is chosen according to the discrepancy principle stated in Chapter
1, Definition 1.1.3.

Remark 2.6.1. We have some observations on the algorithm

e For each iteration, the all-at-once algorithm works only with linear models in
all steps, while the reduced algorithm requires one step solving a nonlinear
equation to evaluate the parameter-to-state map.

e Together with the fact that the adjoint states in the all-at-once setting can be
analytically represented (see Remarks 2.3.6 and 2.3.7), one step of the all-at-
once algorithm is expected to run much faster than one of the reduced algorithm.

e The residual in the all-at-once case comprises both the errors generated from
f and v in the model and in the observations, while in the reduced case, the
exact u = S(0) is supposed to be computed. Being inserted into the discrepancy
principle, the stopping index k, in the reduced algorithm is therefore possibly
smaller than the one in the all-at-once case.
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2.6. Algorithm and convergence

e For the Kaczmarz approach, the all-at-once setting restricts both model and
observation operators to the subinterval [7;, 7;41]. the reduced setting, however,
applies the time restriction only for the observation operator, the model needs
to be solved on the full time line to construct the parameter-to-state map.

e One can also incorporate the Kaczmarz strategy into the discrete observation
case for both settings.

Convergence analysis

We now provide convergence results under certain conditions. These conditions are
derived in the context of iterative regularization methods for nonlinear ill-posed prob-
lems [62], which are recalled in the Chapter 1, Assumptions (1.8)-(1.9).

Assumption 2.6.2.
e Tangential cone condition in the all-at-once version

1o 0) = f ey, 8) = fi(u, 0)(@ — ) = fo(su,0)(6 = 6)|lw
+ luo(8) — uo(8) — up(8)(8 — )|y
+ (@ 0) = g(u.6) = g, (., 0)(@ — u) — gy(.,u,0)(6 — O)]y

< e[l =i = f(.,@,0) (2.43)
+ [, 0)llw + [luo(8) = uo(@)lv + (. @, 6) = g(.,u, 0)|»)

V(u, 6), (@, 6) € By((uo, b)),

and in the reduced version

lg(., S(8),8) — g(.,5(6).6) = g, (-, S(8),8)v — gi(., S(8),0)(6 — )|y

< &cllg(- 5(6).8) = g(.,5(6),)lly (2.44)

V0,6 € B,(6)

for some ¢y, i < %, where v solves

{1’](1&) = [u(t,S(O)(1), 0)v(t) + f3(t,S(6)(1),0)(8 —6) t e (0,T) (2.45)

v(0) = up(8)(6 — 0)

e The constant in the discrepancy principle is sufficiently large, i.e.,
1+ Cte
T>2 .
1-— 2th

1
0, |-
|[F" (uk, 0|2
Since our methods are considered in Hilbert spaces, we can employ existing con-

vergence results for Landweber-Kaczmarz method collected in Chapter 1, Section
1.1.3.

e The stepsize parameter satisfies uy € (
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2.7. Application to inverse source problems

2.7 Application to inverse source problems

In this section, the first part is dedicated to examining the conditions proposed in
the abstract theory for a class of problems. This work will expose the maximum
nonlinearity allowed in our setting, which indicates the improvement comparing to
the current result [58]. The section is subsequently continued by some numerical
experiments running on both continuous and discrete observations.

Inverse source problems

Let us consider the semilinear diffusion system

w=Au—d(u)+46 (t,z) € (0,T) x Q (2.46)
ujpe = 0 te(0,7) (2.47)
u(0) = ug x € (2.48)
y=_Cu (t,x) € (0,T) x Q, (2.49)

where 0 C R? is a bounded Lipschitz domain.
We investigate this problem in the function spaces

X=IX0), V=H(Q), H=IQ), Y =IL*9)

with linear observation (i.e., C is a linear operator). For the reduced setting, we
assume that the nonlinear operator ® is monotone and ®(0) = 0. By this way, one
typical example could be given, for instance, ®(u) = |u|’tu,vy > 1.

We now verify the imposed conditions in the all-at-once and reduced versions. To
begin, we decompose the model operator into

It is obvious that f3 = —0 € L?(0,T; H), and g is Lipschitz continuous with the Lip-
schitz constant L(M) = ||C||v_y and satisfies the boundedness condition g¢(t,0,0) =
0eY.

The next part focuses on analyzing the properties of the model operator f.
(R1) Regularity conditions for fi

The regularity condition (R1) holds by the following argument
fi(v) = —=Av+ ®(v) = ¢'(v)

1 1
v) = [ Vo] + ——=®(v)vde
60) = [ 190+ —00)
1
> §||v||%/ and continuous.

¢"(v)[w,w] = / IVw|* + @' (v)wwdr >0, Yv,weV
Q
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2.7. Application to inverse source problems

concludes convexity of ¢. Here, we invoke monotonicity and differentiability of
.
Analogously, —f/(.,u,0.) = —A + ®'(u) is semi-coercive in the sence of (R2).

(R3) Local Lipschitz continuity of f
First, we observe that
1t v1,61) = f(t vz, 00) v+ = [[@(v2) — D(v1) = A(vz — v1) = (62 — 1)[|m—
= sup /Q((ID(UQ) — ®(v1))w + V(vg — v1)Vw — (05 — 0))wdx

||V”~U||L2(Q>§1

< sup /(@(vg) — O(v)))wdz + ||v1 — valv + |01 — 02| x-cpF,
Q

”VWHLQ(Q)SI

where cpp is the constant in the Poincaré-Friedrichs inequality: |[|v|/z2(q) <
cpr||Vull 12, Vo € Hj(Q). Developing the first term on the right hand side by
applying Holder’s inequality, we have

sup /g;(@('l)g) — ®(vq))wdzx

||Vw||L2(Q>§1

P

T
< o1+ iy VQ(UI _ UQ)ﬁdx} a [/ﬂ (/01 &' (01 + \vs — vl))dA) - dm] p

1 _
< ey (14 chp)llor — vally { / / (Avy + (1= N)oy) 0V d:vdx}
0 Q
— —1 —1
<2 e+ el vall (19771 g #1057 )

provided additionally that &’ is the Nemytskii operator (that as always, we
use the same notation) induced by the real function @ with |®'(v)| < ¢, |v|7~L.
Altogether, we arrive at

Hf(tavbel) - f(t>v2702)’

if

ve S L(lol3 + lolly D llor = vally + 1161 = 62]12)
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2.7. Application to inverse source problems

where cp1_,15 is the constant and p is the maximum power such that the em-
bedding H*(Q2) — LP(f2) is continuous

B Fde1 =00 ifd=1
T ne= <oo ifd=2
py<oo ifd=2 & vy ) (2.50)
<5 ifd=3
:dQTd2 ifd=>3 — A2

Remark 2.7.1. Condition (2.50) on 7 reveals that in two dimensional space, our
proposed setting works out well with all finite powers of the nonlinearity and in one
dimensional space, the accepted power is unconstrained. Noticeably, in the practical
case, i.e., three dimensions, the largest power we attain is up to 5 which enhances
the limit in the nonlinearity of the current work and enables us to include important
applications that had been ruled out in [58] due to the growth conditions there.

The remaining task is to examine well-definedness of the parameter-to-state
map S : X — W22(0,T;V,V*), which will be respectively presented in Sections
2.8.2 and 2.8.3. For verifying the tangential cone condition, we additionally impose
the growth condition |®”(v)| < ¢, |v]* 2.

Remark 2.7.2. At this point, we can briefly discuss the uniqueness question. Since
0 is time-independent, if having observation at any single time instance ¢ € (0,7)
and observation on all of (2, we are able to determine 6 uniquely by

0= (i — Au+ Bu)) (t). (2.51)

The point evaluation at t only works for sufficiently smooth observation, e.g., u €
CHI; L*(Q)) N C(I; H*(Q)) for some neighborhood I of ¢, so that § € L*(Q). In
principle, this also induces a reconstruction scheme, namely, after filtering the given
noisy data, applying formula (2.51). However, in contrast to the scheme we propose
here, this would not apply to the practically relevant case of partial (e.g. boundary)
and time discrete observations.

Alternatively, we can approach this issue by using Theorem 2.4 [62] (or Chapter 1,
Theorem 1.1.11), which concludes uniqueness of the solution from the tangential cone
condition as in Section 2.6 and the null space condition

N(F'(07) Cc N(F'(9)) for all § € B,(6"),

where B,(07) is a closed ball of radius p, center §7. Since the tangential cone condition
has been verified, it remains to examine the null space of F”(67). This could be done
by linearizing the equation then utilizing some results from Isakov’s book [56].
The null space of F’(0) consists all § such that the solution v of

b — Av+ ' (uh)v =6 (t,z) € (0,T) x 2

Vg = 0 t e (0, T)

v(0) =0 x €
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2.7. Application to inverse source problems

leads to vanishing observations.

Theorem 9.1.2 [56] states that the solution to this inverse source problem is unique if a
final observation is available and 0 has compact support. As a result, the observation
operator just needs to convey the information of u, e.g., at the final time g(u) =
u(T). In case of discrete measurement and non-compact support ¢ , uniqueness is
still attainable by using Theorem 9.2.6 [56], where one need to additionally measure
one intermediate time data, i.e., u(t;, z) for some ¢; € (0,7"). In this situation, also
observation of Neumann data on an arbitrary part of the boundary is demanded.

Numerical results

In the following numerical experiments, we select the nonlinear term ®(u) = u?

motivated by the superconductivity example. We assume to observe u fully in time
and space, i.e., Cu = uon (0,7) x  and that at initial time u(0) = uy = 0. The
method in use is loping Landweber-Kaczmarz.

The parameters for implementation are as follows: the time line (0,0.1) (101 time
steps) is segmented into 5 time subintervals, the space domain is Q = (0, 1) (101 grid
points) and the system is perturbed by 5% data noise.

Figure 2.1 displays the results of reconstructed parameter and state comparing
to the exact ones. Apparently, two settings yield very similar results, except at
t = 0 where the reduced setting approximates the exact initial state better. This
is explained by the fact that the model equations (2.4)-(2.5) in the reduced setting
is fully preserved to construct the parameter-to-state map, while in the all-at-once
(AAO) setting, ug only appears in the forward operator with the index zero. However,
the reconstructed parameters in both settings are definitely comparable.

In Figure 2.2, the left and the middle figures show the scalar wy in the discrepancy
principle in Chapter 1, Definition 1.7 for each iteration (horizontal axis). Five oper-
ators represent five time subintervals correspondingly. The right figure sums all wy,
over five subintervals and plots both settings together. The all-at-once setting stops
the iterations after a factor of 1.5 times those in the reduced setting. This means
the all-at-once setting requires much more iterations than the reduced one to obtain
an accepted error level. Nevertheless, it runs much faster than the reduced case, in
particular the cpu times are: 2989s (Reduced method), 1175s (AAO method). The
reasons for this effect have been discussed in Remark 2.6.1.

To demonstrate the discrete observation case, we ran tests at several numbers of
discrete observation time points. The parameters for implementation stay the same as
in the continuous observation case. Here we also use the loping Landweber-Kaczmarz
method.
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2.7. Application to inverse source problems

Figure 2.1: Top: exact parameter 67 (solid) and reconstruction (dashed). Middle:
reconstructed state u. Bottom: difference u—u'. Left: Reduced, right: AAO setting.
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Figure 2.2: On/off iterations on each sub-interval per cycle for Reduced (top left),
AAO (top right) methods. Bottom: Number of inner steps per cycle for reduced
(solid blue), AAO (dashed red) settings.

Table 2.1: Numerical experiment with different numbers of discrete observation points
(np) at 5% noise. Observation points are uniformly distributed on (0, 7.

np Reduced AAO
. 67, =67l . 167, =671l
#iter #updates cpu(s) —i #iter Fupdates cpu(s) —i
3 6191 3854 38 0.113 9722 6215 17 0.158
11 6214 4506 39 0.113 9921 7142 18 0.140
21 6215 4539 39 0.113 10793 7253 19 0.137
51 6278 4556 42 0.112 11831 7303 20 0.135
101 9896 4626 62 0.108 16865 7389 28 0.132
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Figure 2.3: Exact parameter 61 (solid red), reconstruction by Landweber-Kaczmarz
(dashed blue) and reconstruction by Landweber (dashed dotted green). Left: Re-
duced, right: AAO setting.
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Figure 2.4: Exact parameter 61 (solid red), reconstruction by Landweber-Kaczmarz
(dashed blue) and reconstruction by Landweber (dashed dotted green). Left: zoom
of right, right: AAO setting.

Table 2.1 compares the reduced version with the all-at-once one at different num-
bers of observation time points np, where each of the time points corresponds to a sub
equation, i.e., np = n in the Kaczmarz method (formula (1.3) in Chapter 1). Those
numbers vary largely from 3 to the maximum discretization time step 101. Despite
the largely varying np, the errors in both settings are quite stable. It gets plausible
when looking at the “#updates” columns reporting the “real” iterations, which are
the iterations making the update, i.e., iterations with wy = 1. This reveals that
significantly increasing the number of discrete observation time points does not bring
any improvement. We reason this phenomenon by the above argument (cf. Remark
2.7.2) of uniqueness of the solution according to which, one additional intermediate
time data is sufficient to uniquely recover 6.
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We turn to a comparison between the Landweber method on the full time horizon
and the proposed Landweber-Kaczmarz method. Figure 2.3 shows that in the reduced
setting the reconstruction by the Landweber-Kaczmarz method is more accurate, but
the performance seems to be reversed in the all-at-once setting. The reason for this
is that, in the Landweber-Kaczmarz method the initial data appears only in Fj,
while the Landweber method, as working with a fixed operator F' on the whole time
line [0,77], employs the initial condition always. This leads to the next test in the
all-at-once setting displayed in Figure 2.4. In this test, we design the collection of
operators {Fj}j—o. n—1 for Landweber-Kaczmarz method in a slightly different way
with the formulation in Remark 2.3.5, namely, we include the initial data in all
Fj,7 = 0...n—1. Figure 2.4 indicates an enhancement in the computed output
from the Landweber-Kaczmarz method, and it now performs slightly better than the
Landweber method. Besides, we see the all-at-once result in Figure 2.4 is more similar
to the reduced result than that in the original Landweber-Kaczmarz method (Figure
2.1). This confirms the advantage of the presence of initial data in the all-at-once
formulation of the Landweber-Kaczmarz method in this example.

From this, we observe the followings

e Landweber-Kaczmarz performs slightly better than Landweber in both settings.

e The all-at-once result is more comparable to the reduced one if the initial data
is present in all F}j of the all-at-once formulation.

e Relying on the idea of time line segmenting, there would be flexible strategies
to generate the collection of Fj for Landweber-Kaczmarz method, e.g.:

o Method suggested in Remark 2.3.5

o Method suggested in Remark 2.3.5 with F} defined on {0} U [}, Tj41],] =
0...n—1

o Evolution of time subinterval, i.e., F} is defined on [0, 7j11],j =0...n—1

and those strategies affect the runtime accordingly.

In all tests, we used the finite difference method to compute the exact state. More
precisely, an implicit Euler scheme was employed for time discretization and a central
difference quotient was used for space discretization. The numerical integration ran
with the trapezoid rule. Gaussian noise was generated to be added to the exact data
Y.

We also point out that in case of having sufficiently smooth data 1° = u® €
L*(0,T; HY(Q)), we are able to recover the parameter directly from

0° = (iL(S — Aud + u63> (1)

if we compute the terms 4° and Au’, e.g., by filtering (cf. Remark 2.7.2). Getting
the output from those in L2(0,T; L*(Q2)) and the fact (u®)® € L2(0,T; L*(2)) since
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H}(Q) — L5(Q), it yields the output §° € L2(Q)). Nevertheless, if applying the
method developed in the thesis, one can deal with much higher nonlinearity, namely,
®(u) = v’ as claimed in Remark 2.8.2. Moreover, as apposed to this direct inversion,
our approach also works for partial (e.g. boundary) or time discrete observations.

The source identification problem (2.46)-(2.49) examined here can be extended
into time-dependent 6 € L?(0,T; X) and implemented in the all-at-once as well as
the reduced setting using the Landweber method as discussed in Remark 2.5.2.

Conclusion and outlook

In this study, we consider a general evolution system over a finite time line and investi-
gate parameter identification in it by using Landweber-Kaczmarz regularization. We
formulate this problem in two different settings: an all-at-once version and a reduced
version. In each version, both cases of full and discrete observations are taken into
account. The main ingredients for the regularization method are: differentiability
and adjoint of the derivative of the forward operators. Differentiability was proved
by mainly basing on the choice of appropriate function spaces and a local Lipschitz
continuity condition. Segmenting the time line into several subintervals gives the
idea to the application of a Kaczmarz method. A loping strategy is incorporated
into the method forming the loping Landweber-Kaczmarz iteration. The shown ex-
ample proves that the method is efficient in the practically relevant situation of high
nonlinearity.

Several questions arise for future research:

We plan to extend the theory to time-dependent parameters. For this purpose, we
need to build an appropriate function space for # which, for instance, could allow the
local Lipschitz continuity condition. In addition, the assumptions for well-posedness
of the parameter-to-state map S need to be carefully considered.

Concerning the model, we intend to also study second order in time equations
modeling wave phenomena. Rewriting them as first order in time system by intro-
ducing another state & = wu, in principle, allows us to use the present formulation.
However, an appropriate function space setting for wave type equations requires dif-
ferent tools for showing, e.g., well-definedness of the parameter-to-state map.

In our test problem (2.46)-(2.49), we consider full space observations in order
to establish the tangential cone condition. Practically, relevant partial or boundary
observations are yet to be tested numerically.

Regarding numerical implementation of other iterative regularization methods,
the difficulty of Newton type methods, which are supposed to give rapid convergence,
is the requirement of solving a linear system per iteration step, while this is avoided in
the Landweber-Kaczmarz method by the direct use of the Hilbert space adjoints. In
the context of this thesis, only numerical experiments for Landweber and Landweber-
Kaczmarz methods are provided. Numerical implementation and computational tests
for other iterative methods will be a subject of future work.
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Considering the all-at-once formulation on a infinite time horizon, by setting 6 = 0
and U := (#,u), the problem can be written as a dynamical system U(t) = (0, f)(t) =:
F(.,,U)(t),t > 0,U(0) = (0*,up), where the exact parameter 6*, being a time con-
stant function, is supposed to be estimated simultaneously to the time evolution of
the system and the data collecting process y(t) = g(.,u,0)(t) =: G(U)(t). This ap-
pears to be a link to online parameter identification methods (see, e.g., [77, 78]). The
relation between the proposed all-at-once formulation and online parameter identifi-
cation for time-independent parameters as well as their analysis (possibly by means
of a Lopatinskii condition) will be subject of future research.

2.8 Auxiliary results

2.8.1 Regularity in non-autonomous case

We refer the reader to Regularity Theorem 8.16 in [100], which we are using with
exactly the same notations. All the equations referred to “((.))” indicate the ones in
the book [100].

Remark 2.8.1. Observations on the Theorem 8.16 in [100]

e This proof still holds for the case A, is time-dependent. The condition ((8.59d))

on A, could stay fixed or be weakened to ||As(t,v)||g < C(y(t) + ||U||(‘J//2),’Y €
L*(0,T), then

C
Il < N (20H’V||L2(0,T) +20\ [ fuolln + 0 + \@<u0>|> .
(A.52)

e We can slightly relax the constraint on ¢; by applying Cauchy’s inequality with
e for the first estimate in the original proof. In this way, we get 2,7 < 1/2
which can be traded off by the scaling 1 on the right hand side of ((8.63)).

If ®:V — R*, the assumption on the smallness of ¢; can be omitted.

Proof. The first expression in the book shows that A; does not depend on t. With
the hope of generalizing to time-dependent case, our strategy is as follows.
First we set

Ai(t,v) =@ (t,v), @:[0,7)xV =R
®’ induces a Nemytskii operator, namely, ¥/,

Le, W (t,u)(t) = D (¢, u(t)),
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thus

<A1(t,u)(t), %u(t)> - <<1>; (t, u(t >
_ <q;; (t, ) >

= Wyt u)(t) — taU(t

Looking at the first estimate in the book, we can think of treating W}(¢,u)(t) as
®}(t,u)(t) on the left hand side and leaving (¢, u(t)) to the right hand side. Choos-
ing

o(t,v) > collvlly, —erllollly,  VEE(0,7)
124t 0)llz < C((E) + I0IY), 7 € LY0,T)

lets us estimate analogously to ((8.62)) and obtain
<1
lu®llv < N (2C1 ) + 201315 0.1 (A.53)
-~ [c
+2(C +C)y [ Hlluolli + 11 fllz20r.m + V1200, w0)])
0

for all t € (0, 7). This completes the proof. O

2.8.2 Well-definedness of parameter-to-state map

(S1) Pseudomonotone

We first recall, —f(t,.,0) is called pseudomonotone iff —f(t,.,0) is bounded
and

k—o0 k—00

liminf (f (¢, ux, 0), u —u) >0 (f(t,u,0),u—v) >limsup (f(t,u, 0), ux — v)
=
YVoeV.

Up — U

(A.54)
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We argue this as follows. First, from the left hand side of (A.54) we refer that

liminf (f (¢, ux,0) — f(t,u,0), ux —u) > liminf (—f(t,u,0),ur —u) =0

k—o0 k—o0
lilgn inf (A(ug —u) — (P(ug) — P(w)),up —u) >0

liminf (A(uy — ), u, — u) > li]gn inf (P(ug) — P(u), up —u) >0
—00

k—o0
liminf — ||V (uy, — U)H%Q(Q) >0
k—o0

lim sup ||V (ug, — U)H%%m <0

k—o0

lim |V (e~ ) 3y = 0
k—o0

klim (A(up —u),up —u) =0, (A.55)
—00

where monotonicity of ® is invoked in the above argument.

We then make an observation on the right hand side of (A.54)

lim sup (f(t, ux, 0), ur, — v)

k—00

= limsup{(f(t,uk,e),uk - U> + <f<t7uk7 9),’& - U>}

k—o00

= limsup{(f(t,ukﬁ) - f(t7u’0)vuk - u> + <f(t7u70)vuk - u>

+ (f(t,up, 0),u —v)}
= limsup (Aug — u) = (P(ug) — ©(u)), up — u)

+ lim sup (Aug, — O (uy) + 0, u — v)

k—o0

< limsup (Aug — ®(u) + 0,u — vy,

k—o0

which follows in order from (A.55), monotonicity of @, the fact that u; converges
weakly to u and weakly lower semicontinuity of (®(.), u — v).
Together with the last evaluation

lim sup (Auy, v — v) = limsup (ug, A(u — v))

k—o00 k—o00
= (u, A(u —v))
= (Au,u — v),

it proves
lim sup (f (¢, ug, 0), up —v) < (Au — O(u) +0,u —v)
k—o0
= <.f(t7ua0)vu - U>

for any v € V. This concludes the validity of (A.54).
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To accomplish the monotonicity, the boundedness of —f(t, .,0) is needed. We
claim this by

” o f(tvvaeﬂ
= sup /Q(—Av + ®(v) — Owdz

HVU’”L2(Q)§1

V*

p—1

< corlllle + lolly + _ sup (/ wﬁdx) (/ @(mp%dx)
[Vl 2g)<1 \JQ Q

] 2 v
< crrllblle ol +emopof1+ cpllvll e

1ty
< cppllfllx + llolly + el (L + Bp) = ol VeV,

provided that ’yﬁ%l < por~y <p-—1, which is indeed obtained by (2.50).

(S2) Semi-coercive

Since ® is monotone,
(10,00} = [ (~B0+ @) ~ Ouda
Q

> V020 — /Qﬁvd.r

> [[oll5 = 10122 0]l 220

> [vlli = cprllfllxlvllv,

which implies ¢§ =1 > 0, = cpr||f]|x € L*(0,T) and ¢ = 0.

(S3) Uniqueness

By again, the monotonicity of ®,
(ft,u,0) = f(t,0,0),u—v)y., = /Q (Au =) = (B(u) = () (u — v)dz
< /QA(U ) (u - v)da

= —[IV(u = 0)llL2(0)

-1
< 5—llu = v|Z2q),
Cpr

which implies p = Z- € L'(0,T).
PF
This property is used to prove uniqueness of S(6) with given 6.
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2.8. Auxiliary results

2.8.3 Tangential cone condition
All-at-once setting

Since the observation is linear in our example, the condition (2.43) is fulfilled provided
that, for every u, i € Bay(uy),

1£C @, 0) = £(u,0) = fuw, 0)(@—u) = fou,0)(0 = 0)[lw < crell @ — ully (A.56)
or, for every t € (0,7,

() = D (u) = & (u)(@ —u)

ve < cellt — ully. (A.57)

Developing the left hand side (LHS) of (A.57) and assuming that ® is differentiable
up to order two with |®"(v)| < &,|v[772, we have

LHS = <I>” (u—+ oA(@ — ) (@ — u)*d\do

V*

< sup 0(/9 (@”(umm—u))(a—u)?)ﬂda;>

0<o, <1

p—2

2p 2p

< Ot — ul|r2() sup (/ (Ju+oX(@—w)|"*(a — u))”fp2 dm)
0<o,A<1 Q

< Clli — ullylli = wlly (187211 2, + ], 2z, )

< Clla = ull 2ol = ullu (1l + )

< crelltt — ully, (A.58)

where the generic constant C' may take different values whenever it appears. The tan-
gential cone coefficient ¢, which depends only on cy1_,75, cpr,y and T, is sufficiently
small if u is sufficiently close to u and v < §.

Reduced setting
We need to verify that, for all 8,6 € Baj6o)

1S(8) = S(0) = vlly < &cl|S(@) = SOy, (A.59)
where v solves (2.45). Letting § = 0 — 0 then v = u¢ solves the sensitivity equation
(2.33), and by denoting @ := S(0),u := S(0), (A.59) becomes

G —u —ublly < Eelld —ully.
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2.8. Auxiliary results

Denoting @ — u — u® =: 91 = V-1, wWith 0, as in (2.36), and using the fact that
01(0) = 0, we deduce

181120 20 < Cllinllwr 22wy < CClInllzom)
< CCGth”ﬂ — ullz20,7502(0))

= étcH/& - u”LQ(O,T;L2(Q))7

where 71 = 7.—1, and its L*(0,T)-norm is the left hand side of (A.56).

Remark 2.8.2. In three dimensions, v = 5 is achievable with Y = L?(0,T;V) by
calculating in the same routine to (A.58) for Y = V; however the realistic data space
is Y = L*(0,T; L*(2)).
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Chapter 3

Tangential cone condition

The tangential condition was introduced in [49] (recalled in Chapter 1, Assumption
(1.8)) as a sufficient condition for convergence of the Landweber iteration for solving
ill-posed problems. This condition ensures nonlinearity of the forward operator fits
together with the data misfit. In this work, we present a series of time dependent
benchmark inverse problems for which we can verify this condition.

The content of this chapter is organized as follows: Section 3.1 gives an introduc-
tion to the tangential cone condition and the abstract function space setting for the
parabolic problems. Section 3.2 provides results for the all-at-once setting, that are
also made use of in the subsequent Section 3.3 for the reduced setting. The proofs of
the propositions in Section 3.2 and the notation can be found in auxiliary results.

3.1 Introduction

We consider the problem of recovering a parameter 6 in the evolution equation

u(t) = f(t,0,u(t)) te(0,7T) (3.1)
u(0) = o, (3.2)

where for each t € (0,T) we consider u(t) as a function on a bounded C*!' domain
Q C R% In (3.1), @ denotes the first order time derivative of u and f is a nonlinear
function. We here focus on the setting of 6 not being time dependent. Problems with
state equations of the form u(t) = f(¢,0(t), u(t)) could be treated analogously but this
would lead to different requirements on the underlying function spaces. These model
equations are equipped with additional data obtained from continuous observations
over time

y<t) = C(t7u(t))7 (33)

with an observation operator C, which will be assumed to be linear and independent
of 6; in particular, in most of what follows C is the continuous embedding V — Y,
with V and Y introduced below.
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3.1. Introduction

While formulating the requirements and results first of all in this general frame-
work, we will also apply it to a number of examples as follows.

Identification of a potential

We study the problem of identifying the space-dependent parameter ¢ from observa-
tion of the state w in © x (0,7") in

U—Au+cu=g (t,x) € (0,T) x 2
U|39 =0 te (O,T)
u(0) = ug x €,

where p € L?(0,T; HY(Q)) and uo € L*(92) 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 [87], one can
model the evolution of a population u 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.

Identification of a diffusion coefficient

We further consider the problem of recovering the space-dependent parameter a from
measurements of u in Q x (0,7) governed by the diffusion equation

v (avu) —p (L)€ (0,T)xQ (3.7)
Uppg = 0 te (0,7)
u(0) = ug x € €,

where ¢ € L*(0,T; H'(Q)) and uy € L*(2) are known. This is, for instance, a simple
model of groundwater flow, whose temporal evolution is driven by the divergence of
the flux —aVu and the source term ¢. The coefficient a represents the diffusivity of
the sediment and w is the piezometric head [47].

Banks and Kunisch [7, Chapter 1.2] discussed the more general model: 4+ V- <—aVu+

bu) + cu describing the sediment formation in lakes and deep seas, in particular, the

mixture of organisms near the sediment-water interface.
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3.1. Introduction

An inverse source problem with a quadratic first order non-
linearity

Here we are interested in the problem of identifying the space-dependent source term
0 from observation of the state u in © x (0,7)

i—Au—|Vu?>=60  (t,z) € (0,T) x Q (3.10)
Ujpn = 0 te (O, T) (3.11)
u(0) = ug x €. (3.12)

This quasilinear parabolic equation with a quadratic nonlinearity in Vu arises, e.g.,
in stochastic optimal control theory [33, Chapter 3.8].

An inverse source problem with a cubic zero order nonlinear-
ity
The following nonlinear reaction-diffusion equation involves determining the space-

dependent source term 6 from observation of the state w in 2 x (0,7") in a semiliear
parabolic equation

U—Au+ P(u)=p—0 (t,z) € (0,T) x Q (3.13)
ujpq = 0 te(0,7) (3.14)
u(0) = ug x €€, (3.15)

where the possibly space and time dependent source term o € L*(0,T; H~*(2)) and
the initial data ug € H} () are known.

For applications of PDEs with cubic nonlinearity, we refer to Chapter 2, Section
2.1.

In part of the analysis we will also consider an additional gradient nonlinearity
U(Vu) in the PDE, cf. (3.44) below.

Coming back to the general setting (3.1)—(3.3) 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 (3.16)
C:(0,T)xV =Y, (3.17)
where XY, 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,
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3.1. Introduction

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
up € 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 # 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 (see Chapter 1, Definitions 1.3.1,1.3.2, and we will use
the same notation f and C) on the function space

U=L*0,T;V)NHY0,T;W*) or U = L=(0,T; V)N H' (0, T; W*),

cf. (3.34) for the all-at-once setting and (3.48) for the reduced setting respectively, in
which the state v will be contained, and map into the image space YW* and observation
space ), respectively, where

W* = L*0,T;W*),  Y=L0,T;Y). (3.18)
Moreover, U or U, respectively, will be assumed to continuously embed into C'(0,T'; H)

in order to make sense out of (3.2).

We will consider formulation of the inverse problem, on the one hand, in a classical
way, as a nonlinear operator equation

F(0) =y (3.19)

with a forward operator F' mapping between Banach spaces X and ), and alterna-
tively, on the other hand, as a system of model and observation equation

A@,u) = 0; (3.20)
Clu) = . (3.21)

Here,

A X xU W' x H, (0,u)— Al0,u) = (iu— f(0,u),u(0) —up)

CoU—Y (3.22)

are the model and observation operators, so that with the parameter-to-state map
S : X — U defined by
A(0,5(0)) = (0,0) (3.23)

and
F=ColS, (3.24)
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3.1. Introduction

(3.19) is equivalent to the all-at-once formulation (3.20), (3.21). Defining
F:XxU—->W'xHxY

by
F(6,u) = (A(9,u),C(u)),

and setting Y = (0,0, y), we can rewrite (3.20), (3.21) analogously to (3.19), as
F(O,u) =Y. (3.25)

All-at-once approaches have been studied for PDE constrained optimization in, e.g.,
[79, 80, 86, 111, 94, 105, 107] and more recently, for ill-posed inverse problems in,
e.g., [18, 19, 44, 57, 59, 111], particularly for time dependent models in [58, 93]. 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.

Convergence proofs of iterative regularization methods for solving (3.19) (and like-
wise (3.25)), such as the Landweber iteration [49, 61] or the iteratively regularized
Gauss-Newton method [4, 61, 66], require structural assumptions on the nonlinear
forward operator F', such as the tangential cone condition [101] (or Chapter 1, As-
sumption (1.8))

1E(8) = F(8) = F'(0)(0 = 0)ly < cucllF(8) = F(B)lly V0.0 € BY(6°).  (3.26)

for some sufficiently small constant ¢;,.. Here F’(f) 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'(0) € L(X,Y) such that (Chapter 1, Assumption (1.9))

IF"(0)l|rxy) < Cr V0 € B (0°) (3.27)

for some Cr > 0.

The conditions (3.26) and (3.27) enforce certain local convexity conditions of the
residual 6 — ||F(6) —y||?, cf.[68]. In this sense, the conditions are structurally similar
to conditions used in the analysis of Tikhonov regularization, such as those in [23].
The tangential cone condition eventually guarantees convergence to the solution of
(3.19) 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.
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3.2. All-at-once setting

The key contribution of this chapter is to establish (3.26), (3.27) in the reduced
setting (3.19) as well as its counterpart in the all-at-once setting (3.25) for the above
examples (as well as somewhat more general classes of examples) of parameter iden-
tification in initial boundary value problems for parabolic PDEs represented by (3.1),
(3.2). 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. Corre-
spondingly, the examples classes considered in Section 3.2 will be more general than
those in Section 3.3.

Some non-trivial static benchmark problems, where the tangential condition has
been verified, can be found e.g., in [29, 55, 85].

We mention in passing that in view of existing convergence analysis for such it-
erative regularization methods for (3.19) or (3.25) in rather general Banach spaces,
we will formulate our results in general Lebesgue and Sobolev spaces. Still, we par-
ticularly 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 nonsmooth-
ness. 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 estab-
lishing 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.

3.2 All-at-once setting

The tangential cone condition and boundedness of the derivative in the all-at-once
setting F(0,u) =Y (3.25) with

F:XxU—->W' xHxY, Fu = u(0) — ug (3.28)
C(u)
and the norms

1/2
100, w) e := (N011% + lul%)™

1/2
1w, s ) w= <y == ([[wlly- + [RllE +11y15)
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3.2. All-at-once setting

on the product spaces read as
1F(0,w) = f(0.a) = f5(0,u)(0 = 0) = f,(0,0)(u — @)l
. . 1/2
< 20 (Ili— o+ £0,0) — F@,@) e + u0) — ()3 + lC@ - D)3)

V(0,u), (0, 1) € BYU(6°,u%),
(3.29)
and
. / / 2 2 2\ /2 2 2\1/2
(1o = £50,wpx = £, ol + (O + levl3) ™ < Ce (Il + IolE)
V(0,u) € fou(ﬁo,uo), xeX,vel
(3.30)
where we have assumed linearity of C.
Since the right hand side terms ||u(0) — @(0)||z and || (6, u) — f(8, @) |y~ in (3.29)
are usually too weak to help for verification of this condition, we will just skip it in
the following and consider

1£(8,0) — £(8,@) — f3(0,1)(6 = 6) — f1(8,u)(w — @)
< e IC(u = W)y, (0, u), (0,7) € BH(6°, ),

which under these conditions is obviously sufficient for (3.29). 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

R(C(t) =Y. (3.32)
In the next section, it will be shown that under certain stability conditions on the
generalized ODE in (3.1), together with (3.32), the version (3.31) of the all-at-once
tangential cone condition is sufficient for its reduced counterpart (3.26).

Likewise, we will further consider the sufficient condition for boundedness of the
derivative

(3.31)

1£5(0, u)llLcxwey < Cray  1fo(0,u)lLmws) < Cre,
10| Ly < Cryo, ICI Ly < Crs (3.33)
V(0,u) € By (6%, u°).
The function space setting considered here will be
U={ueL*0,T;V):uec L*0,T;W*} — C(0,T; H),
W = L*0,T; W), Y =L*0,T;Y),
so that the third bound in (3.33) is automatically satisfied with Cro = 1. We focus

on Lebesgue and Sobolev spaces’

V=WEQ), W=W"Q), Y =Li(Q), (3.35)

(3.34)

n place of V, its intersection with H{(£2) might be considered in order to take into account
homogeneous Dirichlet boundary conditions. For the estimates themselves, this does not change
anything.
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3.2. All-at-once setting

with s, € [0,00), m,n € [1,00], ¢ € [1,4], and § the maximal index such that V'
continuously embeds into LI((), i.e. such that

U

g4, _d (3.36)

A

m q

so that with C defined by the embedding operator & — ), the last bound in (3.33)
is automatically satisfied 2. For the notation >, we refer to right below.

The parameter space X may be very general at the beginning of Section 3.2.1 and
in Section 3.2.2. We will only specify it in the particular examples of Section 3.2.1.

Notation

e For a,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 em-
bedded in B.

e For a normed space A, an element a € A and p > 0, we denote by B;‘(a) the
closed ball of radius p around a in A.

e For vectors d, be R", a- b denotes the Euclidean inner product. Likewise, V - ¢/
denotes the divergence of the vector field v.

e (' denotes a generic constant that may take different values whenever it appears.

e For p € [1, 00|, we denote by p* = p%l the dual index.

We will now verify the conditions (3.31), (3.33) for some (classes of) examples.

3.2.1 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(0,u)(t) = Lt)u(t) + ((BO)(1))u(t) — g(t), (3.37)

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 Section 3.2.1. As soon as the summability indices differ, one has to think of continuity of
the embedding U = L™ (0, T; V)N WLr2(0, T;W*) — Y = L™(0,T;Y) as a whole, possibly taking
advantage of some interpolation between L™ (0,T; V) and W1r2(0,T; W*). This could become very
technical but might pay off in specific applications.
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3.2. All-at-once setting

where for almost all t € (0,7), and all § € X, v € V we have L(t), (BO)(t) €
LV, W*), 0 — (BO)(t)v € L(X,W*), and g(t) € W*, with

sup [|L(#)[lcqvw) < Cr, - sup [[(BO)@)|l e < Cpllf]x (3.38)
te[0,T) te[0,T)

so that the first and second bounds in (3.33) are satisfied, due to the estimates

< Cals ([ 1ol )

1/2

1/2 1/2

1£6(0, w)xlbw- = (/OT H((Bx)(t))u(t)lliv*)

/26, w)ollw- = (/O IL(t)v(t) + ((39)(t))v(t)\|%w>
1/2

T
< (Co+Calfll) [ 100 )
For the left hand side in (3.31), we have

(£(0,0) = £(0,7) = £o(0,0)w—8) = £3(0,)(0—0)) (1) = —((BO — (1) (u— D))
and (3.31) is satisfied if and only if (3.32) and

I(BO - 8)(u = @)lw- < cMOlC(u—)lly, ¥(Ou),(0,) € BYUE°, o)
hold. A sufficient condition for this to hold is

1(B(O = 6))(t) (v — D) llw~ < cleelICE) (v = D)y,

tce

V(0,v), (0,7) € BXV(0°,4°(t)), te(0,T). (3.39)

The proofs of the propositions for the following examples can be found in the
Section 3.4, the auxiliary results. Likewise, the conditions on the summability and
smoothness indices s, ¢, p, ¢, m, n of the used spaces, (B.107), (B.109), (B.112), (B.113),
(B.115), (B.119), (B.120), (B.121), (B.122), (B.123) as appearing in the formulation
of the propositions, are derived there.

Identification of a potential ¢

Problem (3.4)-(3.6) can be cast into the form (3.37) by setting 6 = ¢ and
L(t)=A, (Bc)(t)v=—cv, (3.40)
(i.e., (Bc)(t) is a multiplication operator with the multiplier ¢). We set

X =LP(9). (3.41)
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3.2. All-at-once setting

Proposition 3.2.1. For U, W, Y according to (3.34) with (3.35) (B.107), —A €
L(V,W*), the operator F defined by (3.28), (3.37), (3.40), C = id : U — Y satisfies
the tangential cone condition (3.31) with a uniformly bounded operator F'(c), i.e., the

family of linear operators (F'(c))eenr is uniformly bounded in the operator norm, for
c in a bounded subset M of X .

Remark 3.2.2. A full Hilbert space setting can be achieved by setting p =g =m =
n = 2 and choosing s > 0, t > %l.

Identification of a diffusion coefficient «

The a problem (3.7)-(3.9) is defined by setting

L(t)=0, (Ba)(t)v=V"-(aVv) (3.42)
so that
1(B (@) (t))0]|w-
= sup / aVv-Vwdr = sup / 17<V€L -Vw + dAw) dx
weW , |lwllw<1J0 weW , Jlwllw<1J0
<lolee(IVallr  sup [Vl ey +lalle s [Aw] ey ).
weW, [wllw<1 La=p weW , Jwllw<1 La-r

Note that since Y = L%(Q2) we had to move all derivatives away from © 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 =Wwh(Q). (3.43)

Proposition 3.2.3. For U, W, Y according to (3.34) with (3.35), (B.109), the oper-
ator F defined by (3.28), (3.37), (3.42), C = id : U — Y salisfies the tangential cone
condition (3.31) with a uniformly bounded operator F'(a).

Remark 3.2.4. A full Hilbert space setting p = ¢ = m = n = 2 requires to choose
>2ifd=1

s>0andt >2ifd=2
>1+4ifd>3

3.2.2 Nonlinear inverse source problems

Consider nonlinear evolutions that are linear with respect to the parameter 6, i.e.,

£(0,u)(t) = L(t)ut) + ®(u(t)) + U(Vu(t)) — B(t), (3.44)
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3.3. Reduced setting

where for almost all ¢ € (0,T), L(t) € L(V,W*), B(t) € L(X,W*) and ®, ¥ € C*(R)
satisfy the Holder continuity and growth conditions

1D/ (N) — D' (N)] < Con (L4 A"+ [N)|X = AF (3.45)
for all /N\,)\ eR
[W'(A) = W'(N)] < Con(1+ AT+ MDA = AR (3.46)

for all 5\, A\ € R where v, 4, k, & > 0. We will show that the exponents ~y,4 may ac-
tually be arbitrary as long as the smoothness s,t of V and W is chosen appropriately.

Proposition 3.2.5. The operator F defined by (3.28), (3.37), (3.42),C=id: U — Y
in either of the four following cases

(a) (3.45) and U affinely linear and U, W, Y as in (3.34) with (3.35), (B.112),

B.113);

%)
W
3

>
N—

), (3.46) and U, W, Y as in (3.34) with (3.35), (B.112), (B.113), (B.115),

R
NS
w
—
—
©
~—

) and VU affinely linear, W, Y as in (3.34), U as in (B.120) with (3.35),
), (B.122);

FONCE
W &~
Sy Ot

(d) (3.45), (3.46), W, Y as in (3.34), U as in (B.121) with (3.35), (3.36), (B.122),

B.123);

—~ —~ —~ —~

satisfies the tangential cone condition (3.31) with a uniformly bounded operator F'(0).

Remark 3.2.6. A Hilbert space setting p = ¢ = m = n = 2 is, therefore, possible for
arbitrary 7, k, ¥, provided ¢ and s are chosen sufficiently large, cf. (B.112), (B.113)
in case Cyr» = 0, and additionally (B.115), (B.119) otherwise.

3.3 Reduced setting

In this section, we formulate the system (3.1)-(3.3) by one operator mapping from the
parameter space to the observation space. To this end, we introduce the parameter-
to-state map

S:DCX U, where u = S(0) solves (3.1) — (3.2)

then, with D(F') = D the forward operator for the reduced setting can be expressed
as

F:DF)CX =Y, 6 C(S6)), (3.47)
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3.3. Reduced setting

and the inverse problem of recovering 6 from y can be written as
F(0) =y.

Here, differently from the state space U in the all-at-once setting, cf., (3.34), we use
a non Hilbert state space

U={ue L=0,T;V):ue L*0,T;W*)} (3.48)
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 3.3.1.
(R1) Local Lipschitz continuity of f

VM > 0,3L(M) > 0,v*“¢ € (0,T) :
1f(t,01,01) — f(t, 02, v2) [|w+ < L(M)(|lvr — vally + |61 — 02| x),
Vor € V.0; € & ¢ [|osllv [0l < M, = 1,2,

(R2) Well-definedness of the parameter-to-state map
S:DF)CX U

with I as in (3.48) as well as its boundedness in the sense that there exists
Cs > 0 such that for all § € By (6°) the estimate

1S(O) ||~ o.rvy < Cs
holds.

(R3) Continuous dependence on data of the solution to the linearized problem with
zero initial data, i.e., there exists a constant Cj;, such that for all 6 € Bff (6°),
b € W*, and any z solving

2(t) = f£1(0,5(0))(t)z(t) + b(t) te (0,T) (3.49)
z(0) =0, (3.50)

the estimate
2lly < Clinl|bllw= (3.51)

holds.
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3.3. Reduced setting

(R4) Tangential cone condition of the all-at-once setting (3.31)
3p > 0,Y(0,u), (8, 1) € Bf’u(ﬁo,uo) :
176, 3) = f(8,u) = £1(0,u) (@ — w) = f5(8,u)(0 = O)llw- < ciez?|Cii — Cully.

The main result of this section is as follows.

Theorem 3.3.2. Suppose Assumption 3.3.1 holds and C is the embedding V' — Y.
Then there exists a constant p > 0 such that for all 6,60 € By (6y) C D(F),

i) F'(0) is uniformly bounded
IF (O pxy) < M (3.52)
for some constant M, and

i) the tangential cone condition is satisfied

1E(8) — F(8) — F'(0)(0 — )y < cie’ | F(0) — F(O)]|y (3.53)

Red

for some small constant c,;o".

This is a consequence of the following two propositions, in which we combine the
all-at-once versions of the tangential cone and boundedness conditons, respectively,
with the assumed stability of S and its linearization.

Proposition 3.3.3. Given C is the embedding V — Y and ug is independent of 0,
the tangential cone condition in the reduced setting (3.53) 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

v:=S(h) — S(6)
w = S"(0)h
z:=S5(0)— S — S'(0)(6 —0)

solve the corresponding equations

o(t) = f(8,50))(t) — f(8,50))(t) t€(0,7), v(0)=0 (3.54)
w(t) = f,(0, S(0))w(t) + f3(0, 5(0))h(t) te(0,7), w(0)=0 (3.55)
&(t) = f.(6,5(0))2(t)
+ (= fu(0.5(0))u(t) — £3(8,5(6))(8 — O)(1)
+ (8. 5(0)(t) — (6. 5(0)(1))
( S(0))z(t) +r(t) te(0,7), =z(0)=0. (3.56)
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3.3. Reduced setting

Hence, we end up with the following estimate, using the assumed bounded invertibility
of the linearized problem (3.56) and the fact that C is the embedding V' — Y,

IF(0) — F(8) — F'(0)(6 — 0)|ly = |S(6) — S() — S"(6)(6 — 6) |y
< Clinl|7 [l
< ClincipdC|F(0) — F(0) ]y, (3.57)

where ||+ and ¢ are respectively the left hand side and the constant in the

all-at-once tangential cone estimate, applied to u = S(f) and @ = S(0). O

Remark 3.3.4. The inverse problem (3.19) with (3.22), (3.23), (3.24) 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 [52], but as
opposed to that the inversion of our observation operator is ill-posed so the theory of
[52] does not apply here.

Note that in (3.57), ¢4 must be sufficiently small such that the tangential

cone constant in the reduced setting cfd := Cy;,cA49 fulfills the smallness condition

required in convergence proofs as well. Moreover, we wish to emphasize that for the
proof of Proposition 3.3.3, 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'(6) as follows.

Proposition 3.3.5. 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'(0): X =), where  F'(0)h = w solves (3.55) (3.58)
is uniformly bounded in By (o).

Proof. For differentiablity of F' relying on conditions (R1)-(R3), we refer to [93,
Proposition 4.2]. Moreover, again using (R1)-(R3), for any 6 € By (6) we get
IE"@)hlly = 15"(0)lly < Cuinll f5(0, SO))| L20.15w+)
< CunVT| £5(8, S(O)) [l xw+ 1] 2
< Ciin VTL(M) || 2| 2

for M = Cs + ||6o||x + p, where L(M) is the Lipschitz constant in (R1) and Cj, is
as in (R3). Above, we employ boundedness of S by Cy as assumed in (R2).
This proves uniform boundedness of F’(0). O

We now discuss Assumption 3.3.1 in more detail.
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3.3. Reduced setting

Remark 3.3.6. For the case V =W.

We rely on the setting of a Gelfand triple V- C H C V* for the general framework
of nonlinear evolution equations. By this, (R2) can be fulfilled under the conditions
suggested in Roubicek [100, Theorems 8.27, 8.31] (or Chapter 1, Assumption 1.3.5):

For every 6 € D(F),

(S1) for almost ¢ € (0,7, the mapping — f(¢, 0, -) is pseudomonotone, i.e., —f(¢,0, -)
is bounded and

k—o0
> limsup (f(t, 6, ux), up — v)

k—o0

liminf (f(¢, 0, ug), up — u) > O} VoeV:(f(t0,u),u—uv)
=

U, — U

(S2) —f(-,0,-) is semi-coercive, i.e.,
Vo € Vv et € (0,T) s (~f(t0,0), )y > Colofs—CEOluly—CoO ol

for some C§ > 0,C?% € L*(0,T),CY € L*(0,T) and some seminorm |.|y satisfy-
ing
Vo e Vi |vlly < ¢ (lvly + [Jv]|g) for some ¢ > 0.

(S3) f satisfies the growth condition

3" € L*(0,T), b’ : R — R increasing : [|f(t,0,0) v+ < B (|vllz) (2" (8) + [v]lv)

and a condition for uniqueness of the solution, e.g.,
Vu,v € V¥t € (0,T) 1 (f(E 0,u) — f(E0,0),u—vhyey < 20w — vl
for some p? € L1(0,T)

and further conditions for S(6) € L>(0,7;V), e.g, [100, Theorem 8.16, 8.18].

In case of linear f(t,0,-), S.1.-S.3. boil down to boundedness and semi-coercivity
S.2. of —f(+,0,-) according to [100, Theorem 8.27, 8.31, 8.28]. Alternatively, one
can observe that linear boundedness implies the growth condition in S.3. with 7¢ =
0,h% = ||f(-,0)], and S.2. implies the rest of S.3. with p? = CY if C? < 0 as C§ >
0. The pseudomonotonicity assumption S.1., which guarantees week convergence of
f(-,0,ux) to f(-,0,u) when the approximation solution sequence uy, converges weakly
to u, can be replaced by weak continuity of f(-,6,-) which holds in this linear bounded
case.

Treating the linearized problem (3.49)-(3.50) as an independent problem, we can
impose on f/,(0, S(#)) the boundedness and semi-coercivity properties, and (R3) there-
fore follows from [100, Theorems 8.27, 8.31].
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3.3. Reduced setting

Remark 3.3.7. For general spaces V, W.
Some examples even in case V' # W allow using the results quoted in Remark 3.3.6
with an appropriately chosen Gelfand triple, see, e.g., Section 3.3.1 below.

When dealing with linear and quasilinear parabolic problems, detailed discussions
for unique exsistence of the solution are exposed in the books, e.g., of Evans [32],
Ladyzhenskaya et al. [81], Pao [95]. If constructing the solution to the initial value
problem through the semigroup approach, one can find several results, e.g., from
Evans [32], Pazy [96] combined with the elliptic results from Ladyzhenskaya et al.
[82].

Addressing (R3), a possible strategy is using the following dual argument.
Suppose W is reflexive and z is a solution to the problem (3.49)-(3.50), then by the
Hahn-Banach Theorem

T
Il = sup /<z,¢>v,wdt
0

H¢”L2(O,T;V*)§1

T
— s /0<z,—p—f;<e,s<e>>*p>v,wdt

H(z)”LQ(O,T;V*)Sl

T
= s [ 6.5 @)z
0

H¢||L2(O,T;V*)§1

T
= sup / (b, p)w= wdt
0

H¢HL2(O,T;V*)§1

< sup 161 20, 7sw) [Pl 22 0.05w)
el r2(0 7)<l

where
fl0,80)(t): V— W, O, 80)) - W*=W = V*,
and p solves the adjoint equation

—p(t) = f.(6,5(0))"p(t) + 6(t) t€(0,T) (3.59)
p(T) = 0. (3.60)

If in the adjoint problem, the estimate
12\l 200wy < Crinlll| 20,750+ (3.61)
holds for some uniform constant C’lm, then we obtain
Izlly < ICllvoy 2l 20y < €Iy Cuinllbllw-- (3.62)
Thus (R3) is fulfilled.

So we can replace (R3) by
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3.3. Reduced setting

(R3-dual) Continuous dependence on data of the solution to the adjoint linearized prob-
lem associated with zero final condition, i.e., there exists a constant Clin such
that for all 6 € BY(6°), ¢ € L*(0,T,V*), and any p solving (3.59)-(3.60),
the estimate (3.61) holds.

In the following sections, we examine the specific examples introduced in the
introduction in the relevant function space setting

X=1IP) or X=W""0Q) p € [1,00] (3.63)
Y = LUQ) qell,q (3.64)
U={ueL®0,T;V):ue L*0,T; W)}, (3.65)

where V, W will be chosen subject to the particular example, where § is the maximum
power allowing V — L4(Q2), and ¢ < ¢ is the maximum power such that (3.51) in
(R3) holds.

3.3.1 Identification of a potential
We investigate this problem in the function spaces
D(F) =X = LP(Q), Y = L1(Q), V = L*Q), W = H?*(Q) N Hy(Q).
Now we verify the conditions proposed in Assumption 3.3.1.

(R1) Local Lipschitz continuity of f:

Applying Holder’s inequality, we have

\f (¢ a) — flc,u)||lw~ =||¢t — cullw+ = sup /(5@ — cu)wdx
lwllw<1JQ
L

. P
< sup ||wl|lwCw-re (/ |é(a —u) + (¢ — c)ulP dx)
lwllw <1 Q

< Cwore(lleleolla = ullr + (1€ = el| o llullLr)

< LM)(la = ully + flé = ¢llx)
with the dual index p* = % and r = ﬁpfifﬁ,L(M) = Cw Oy (||ully +
|lallv + |lellx + ||¢]|x) + 1. Above, we invoke the continuous embbedings through
the constants Cy_ 5, Cy_ -, where p denotes the maximum power allowing

W C LP. Thus, we are supposing

2p D 2p d d
> —, —— ¢ =——and 2 — - = —— .
p_max{p_Q,p_l} p_zan 275 (3.66)

in order to guarantee V = L*(Q) — L"(Q) and W = H*(Q) N H}(Q) — LP(Q)

(R2) Well-definedness and boundedness of the parameter-to-state map:
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3.3. Reduced setting

Verifying boundedness and semi-coercivity conditions with the Gelfand triple
H}(Q) — L*(Q) — H'(Q) (while remaining with V' = L?(Q2) in the defi-
nition of the space U) shows that, for uy € L*(Q),¢ € L*(0,T; H~'(R2)) the
initial value problem (3.4)-(3.6) admits a unique solution u € W(0,7T) :=
{u € L*(0,T; H} () : w € L*(0,T; HY(Q)} C {u € L®(0,T;L*Q)) : @ €

L*0,T; H2(Q)} =U.
Indeed, semi-coercivity is deduced as follows. For
p=2, d<3, (3.67)

we see

1 1 1
2 1 1
/Cu2dx S ||CHL2(Q) (/ u4dq;) S ||C”L2(Q) (/ u%lx) </ uﬁdZE)
Q Q Q Q

1 3
< llellz2llull 22 gl o g

1 3
< Crysollellz@llull o llell 7y g (3.68)
1

< Crasrsllellzo <4—€HUHL2(Q)HU||H3(Q) + 6”“”?13(9))
1 2 €1 2 2
< CH(}—>L6HCHL2(Q) TGQHUHLQ(Q) + EH“HH&(Q) + 6”“”1{3(9) )

which yields semi-coercivity

(=f(t,u,c),u)y gy = /Q(—AunLcu)udx

CH&%L6

61 2
Z (1 - OH&_)L6||C||L2(Q) (4_6 + €>> ||u||H01(Q) - TEQHCHLQ(Q)HUHQLQ(Q)7
= CSH“”%}&(Q) + Cfllull 720,

where the constant Cf is positive if choosing €; < € and ¢, €; sufficiently small.
Boundedness of f can be concluded from

| = Ft el = sup / (—Au + cu)vdz
Q

ol <1

< sw_ (lull vl + Crysae oy ezl ol
v Hé—

< Cllell 2@ llull -
Moreover, by the triangle inequality: ||c||z2() < |2 + ll¢ — 12 <

1| 22) + p, semi-coercivity of f is satisfied with the constants Cp, C; now

depending only on the point ¢. This hence gives us uniform boundedness of S
on the ball B ().
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3.3. Reduced setting

(R3) Continuous dependence on data of the solution to the linearized problem with
zero initial data:

We use the duality argument mentioned in Remark 3.3.7. To do so, we need to
prove existence of the adjoint state p € L?(0, T; W) and the associated estimate
(R3-dual).

Initially, by the transformation v = e *p and putting 7 = T — t, the adjoint
problem (3.59)-(3.60) is equivalent to

0(t) — Av(t) + (A +c)u(t) = e Mp(t)  te (0,7) (3.69)

v(0) = 0. (3.70)

We note that this problem with ¢ = ¢ € L*(Q),\ + ¢ > —Cpp, the constant

in the Poincaré-Friedrichs inequality, ¢ € L*(0,T; L*(2)),09 € C?, admits a

unique solution in L*(0,T; H*(Q) N H}(Q)) [32, Section 7.1.3, Theorem 5] * and
the operator 4 — A + (A +¢) : L*(0,T; H*(Q) N H}(Q)) — L*(0,T; L*(Q)) x

L
HY(Q),p > (é,po) is boundedly invertible.

Suppose u solves (3.69)-(3.70), by the identity
t—Au+A+cu=eMp o w—Aut+MN+u=e Mo+ (¢—c)u
u= (% - A+ (A é)) B [e ™Mo+ (¢ — c)u]
=:Tu,

we observe that T': L*(0,T; H*(Q) N H}(Q)) — L*(0,T; H*(Q) N H} () is a

contraction

1T (u — U)HB(O,T;H?mHg)

&%—A+{A+a)4

< e —cllzeflu =,

1(é = &) (u = )|l 205220
L2(0,T;L2(Q))—L2(0,T;H2NHY)

20051722 ()

< Cellu = vl 20,1:m20m2) (3.71)

where Ce < 1 if we assume ¢ = ¢* € L>(Q) and p is sufficiently small. In some
case, smallness of p can be omitted (discussed at the end of (R3)). Estimate
(3.71) holds provided
2p 2p
W= HXQ)NHNQ) — L2 (Q) ie., p> %. (3.72)
p p—

3where smoothness of the domain can be slightly relaxed to C1'! as assumed here, see, e.g., [40]

75



3.3. Reduced setting

Thus, for ¢ € L*(0,T; L*(2)) there exists a unique solution v € L*(0,T; H*(Q)N
HZ()) to the problem (3.69)-(3.70), which implies p = eMv € L2(0,T; H?(Q2)N
HJ(€)) is the solution to the adjoint problem (3.59)-(3.60).

Observing that p solves

p(t) — Ap(t) +ep(t) = (¢ —o)p(t) + o(t)  t€(0,T)
p(0) =0,

employing again [32, Section 7.1.3 , Theorem 5| and smallness of p yields

HPHLZ(O,T;W) < (e - C)pHm(o,T;L?(Q)) + H¢HL2(0,T;L2(Q)))
< C@2pllpll 20,1200y + 9122 0,1:22(02))) (3.73)
< Clloll 2o,
with some constant C' independent of § € By (c’). This yields (R3-dual) with
q=2.

lfd=1p>2o0ord=2,p>2ord=3,p=> =% 12 “the smallness condition on p
can be omitted. Indeed, for d = 3,p > % 2 testlng the adjoint equation by —Ap
yields

[ -0+ @pds = [ (- 0)Apa

Q Q

1d 4

2 dt

]_ d L_FL
||VPHL2(Q) +5 HAp”LQ(Q < H<Z5HL2(Q) + HCHLP(Q) pr=2Tr2de

2di .

5p—12
< 011220y + lelZoIpllzs@ Il @) Q1o

CH 116

de

1
IVolZ2) + 1AD]720) _HAPH%Q(Q) + [9ll720) + lleplliz (3.74)

p—2

P

5p
< 18l2agey + (1N + 7)1 ( 195120

+ ECIQ-IQHH(%HDX’ (HAPH%Q(Q) + ||Vp||%2(9)> )

where in the last estimate we apply Young’s inequality. Choosing e sufficiently
small allows us to subtract the term involving ||Ap||7. (o on the right hand side
from the one on the left hand side and get a positive coefficient in front. Here,
the choice of ¢ depends only on the constants c°, p, Q, Cpy2n HY—Loo-

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: ”CPH%Q(Q) < HCH%Q(Q)HPH%W(Q) < OJQLI(}HLOO”cH%?(Q)HVpH%Q(Q)
d=2,p>2:leplizq) < ||C||%p(g)||P||i%(Q§) Cié_)LIfTPDCH%P(Q)||VP||%2(Q)
(3.75)
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3.3. Reduced setting

Employing firstly Gronwall-Bellman inequality with initial data Vp(0) = 0,
then taking the integral on [0, 7], we obtain

]| oo 0,111 () + | AP 220,752 < Cll D L2(0,7;02(02)) (3.76)

with the constant C' depending only on c°, p. This estimate is valid for all ¢ €
Bff (). Since the adjoint problem has the same form as the original problem,
applying (3.76) in (3.71) we can relax ¢, by means of without fixing ¢ = ¢ but
choosing it sufficiently close to ¢ since L>*(Q2) = LP(£2), |Q| < oo to have C% <
Ce arbitrarily small with constant C' as in (3.76). Therefore the constraint on
smallness of p can be omitted in these cases.

(R4) All-at-once tangential cone condition:
According to (3.36), (B.107) with s =0, t = 2, m = n = 2, this follows if
d dp—1) d
P S _ (p ) + ¢
2 p q

Corollary 3.3.8. Assume uy € L*(Q), ¢ € L*(0,T; H1(Q)), and

DF)=X=1F(Q), Y=LQ), V=L*Q), W=HQ)NHQ)
p>2 qeq2], d<3 (3.77)

with ¢ = max %5, min {2 — %l - _d(pq—p—q)}
B P q€[1,00] pq

Then F defined by F(c) = u solving (3.4)-(3.6) satisfies the tangential cone con-
dition (3.53) with a uniformly bounded operator F'(c) defined by (3.58), see also [49]
for the static case.

Remark 3.3.9. This allows a full Hilbert space setting of X and Y by choosing
p=q=2aslong as d < 3.

3.3.2 Identification of a diffusion coefficient

We pose this problem in the function spaces

X=WQ), Y=L1Q), V=L, W=HQ)NH;(Q) p>d
(3.78)

so that X < L>(Q2) and define the domain of F' by
D(F)={ac€X:a>a>0ae. on}. (3.79)

Now we examine the conditions (R1)-(R3).
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3.3. Reduced setting

(R1)

(R2)

(R3)

Local Lipschitz continuity of f:
= v-(ava) +V- (avu> [

= sup /(&Vﬂ—aVu)dex
Q

[wlw <1

= sup /(aV(ﬁ —u) + (@ — a)Va)Vwdz
[wlw<1J0Q

= sup /(ﬂ —u)(VaVw + aAw) + a(V(a — a)Vw + (a — a)Aw)dx
wllw<1JQ

< sup /(Hﬁ—UHHHVaHLp+IIiZIIL?IIV(a—a)HLp)HVwIIL;pQ

T wlw<t Ja
+ (|t — ul[z2[|a| Lo + |l 2]|a — al|p<) || Aw]| L2dx
< LM)(||a—ully +||a —al|x)
with M = (C Lzt Cmmo) ([[ullv + [lallv + llellx + [Ié]lx), subject to

N wowhe2
the constraint

W= HX Q)N HYQ) — L2 (Q) ie, p>—. (3.80)

Well-definedness and boundedness of the parameter-to-state map:

A straightforward verification of boundedness and coercivity gives unique exis-
tence of the solution uw € W (0,7) C U for a € D(F),p € L*(0,T; H1(Q)),up €
L(9).

Similarly to the c-problem, the fact that the semi-coercivity property of f holds

(—f(t,a,u),u) g1 g1 = /ﬂ =V - (aVu)udr > allul g3 o)

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 [32, 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 € Wh*(Q) rather than a € C'(Q2). From the observation
a € D(F) =W"(Q),p > d is differentiable a.e and the fact that W1H>(Q) is
dense in WP(Q2), it enables us to imitate the contraction scenario and the dual
argument as in the c-problem.
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Taking u, v solving (3.7)-(3.9), we see

T2 L2(0,T; HA(Q) N HY(Q)) — L2(0,T; H2(Q) N HA(Q))

T = (% V. (av))_lv. ((a—d)V)
is a contraction

1T (u —v) HL2(0,T;H20H3)

(%—v. (av))_l

< C%a — allxu— UHLZ’(O,T;H?QH(})

IV ((a = )V (=) llz0r220

L2(0,T;L2(Q))—L2(0,T;H2NHY)

< Cellu = vllp20,;m20m3) (3.81)

where Ce < 1 if we assume a = o € 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 ¢ € L*(0,T; L*(2)), the adjoint state p €
L*(0,T; H* N H}) uniquely exists.

We also have the estimate

Pl 20y < CIIV - (@ = )V 20200 + 6 ll207:22(0)

< C2pllpll20,73120m1) + |8l 220,722 (2)))
< Cloll 20,1:v+),

which proves continuous dependence of p on ¢ € L?(0,T; V*), consequently, con-
tinuous dependence of the solution z € L?(0,T; V) on the data b € L?(0,T; W*)
in (3.49)-(3.50). 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)*dr = /(—Van — ¢)Apdx
Q Q

1d a 1 1

——||Vp||%2(9) ‘I'QHAPH%?(Q) < —||Ap||%2(9) + —||¢||%2(Q) + _HVCLVP”%?(Q)

2dt 2 a a

1d 9 a 9 1 9 1 9

§@||Vp||L2(Q) + §||Ap||L2(Q) < é”ngL?(Q) + é”vavpﬂm(ma (3.82)

where the last term on the right hand side can be estimated as in (3.68) of
the c-problem with (Va)? in place of ¢, Vp in place of u and the assumption
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3.3. Reduced setting

X — Whi(Q)

1
EHVCLVPH%?(Q)

Criors 2 1 2 €1 2
< 2 Gul gy oV + (32 €) Il
QCng)LG 1 €1
< I o 4 ) (o 9+ (2 €) Wl ) (289)

4e

Choosing €; < €, and €, € sufficiently small such that we can move the term
involving ||Ap||%2(ﬂ) from the right hand side to the left hand side of (3.82).

Note that, this choice of €1, € is just subject to a® and p.
Proceeding similarly to the c-problem, meaning applying Gronwall-Bellman in-
equality then taking the integral on [0, T, we obtain

1Dl oo 0.1 ) + [1ADI 207522 (2)) < CllDNT2 (0,720 (3.84)

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 (3.84) w.r.t parameter a and the fact

Wheeo(Q) = WP(Q) one can eliminate the need of smallness of p.
(R4) All-at-once tangential cone condition:
According to (3.36), (B.109) with s =0, t = 2, m = n = 2, we require
P gz oandr- G Ao g s gy
p—1 2 p q 2 p
Corollary 3.3.10. Assume ug € L*(Q),p € L*(0,T; H (), and
X =W (Q), Y = LY(Q), V = L*Q), W = H?*(Q) N Hy(Q)

3.85
p>2, q€lg2], d<p, (3.85)

— P - _dy _dpml) yd A _ds g d
where ¢ = max P—l’qénpl,{.lo]{l 5 = o Ty N2 d+p 1}.

Then F defined by F(a) = u solving (3.7)-(3.9) satisfies the tangential cone con-
dition (3.53) with a uniformly bounded operator F'(a) defined by (3.58).

Remark 3.3.11. This yields the possibility of a full Hilbert space setting p = ¢ = 2
of X and Y in case d = 1, see also [47] and, for the static case, [49)].
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3.3.3 Inverse source problem with quadratic nonlinearity

By the transformation U := e*, the initial-value problem (3.10)—(3.12) can be con-
verted into an inverse potential problem as considered in Section 3.3.1

U-AU+0U=0 (t,z) € (0,T) xQ (3.86)
U|aQ =1 te (O,T) (387)
U(0) = Uy reQ (3.88)

with Uy = e“. 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 different function spaces X,Y by
directly considering (3.10)—(3.12) instead of (3.86)—(3.88).

We show that f verifies the hypothesis proposed for the tangential cone condition
in the reduced setting on the function spaces

X = LP(Q), Y = L9(Q), V=W = H*Q)N Hj(Q). (3.89)

(R1) Local Lipschitz continuity of f:

| — Va2 + [Vul? — 0+ 6]|y- = sup / (V(u —a)-V(uta) -0+ 0) wdz
wllw<1JQ

< Cwos (V= @) Vu+ )| e, +10-8] )

< O (IV @ = D) 2 IV (ut @D 25, + 110 =0, )

< Coasn (€2 g lu =l utally +C o 10— 0]12).

We can chose L(M) = Cw_ s <C2 o (Jullv + lallv) +C 5 > + 1,
Vw1

X—Lp-T
under the conditions

V= HX(Q)NHY Q) — W1 (Q) Le., 1-—

X =L[P(Q) = LT (Q) ie, p> %.
p JE—
(R2) Well-definedness and boundedness of parameter-to-state map:

We argue unique existence of the solution to (3.10)—(3.12) via the transformed
problem (3.86)—(3.88) for U = e*.

To begin, by a similar argument to (3.71) with the elliptic operator A = —A+
0,6 € LP(Q) in place of the parabolic operator, we show that the corresponding
elliptic problem admits a unique solution in H%(Q) N HJ(Q) if the index p
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3.3. Reduced setting

satisfies (3.72). Employing next the semigroup theory in [32, Section 7.4.3,
Theorem 5] or [96, Chapter 7, Corollary 2.6] with assuming that Uy € D(A) =
H?(Q) N HY () implies unique existence of a solution U € C'(0,T; H*(Q2)) to
(3.86)~(3.88).

Let U, U respectively solve (3.86)(3.88) associated with the coefficients 0 €
X,0 € L>(Q) with the same boundary and initial data, then v = U — U solves

A

o(t) — Av(t) +0u(t) = (06— 0)U1)  te(0,T)
v(0) = 0.

Owing to the regularity from [32, Section 7.1.3, Theorem 5| and estimating
similarly to (3.71), we obtain

U = Ullzorm2()) < CNO — O)U | i o,r:22(0)
< OO =0l Ul 10,0200 (3.91)

with positive U since g L>(9) and the constant C' depending only on 6°, p.
Here we assume § = §° € L>(Q) and p is sufficiently small such that the right
hand side is sufficiently small. Then U € L*>(0,T; H*(Q)) € L*>((0,T) x )
is close to U and therefore positive as well. This assertion is valid if 0 < Uy =
ev € H*(Q) N H} (), 0 < Ulsq, which is chosen as Ulsq = 1 in this case (such
that log(Ulsq) = 0) and

H2(Q) < Lit2(Q) e, p> —2_
) () P=5= (3.92)
V =H*Q) — L*(Q)ie, d<3.

This leads to unique existence of the solution u := log(U) to the problem
(3.10)=(3.12), moreover 0 < ¢ < U € CY0,T; H*(Q2)) allows v = log(U) €
CH0,T; H*(Q) N Hy(Q)).

If d=1,p > 2, no assumption on smallness of p is required since

|1U = Ul oy < COO = 0)U 20120 < ClO = 0l 1U | 20,7202
(3.93)

due to the estimates (3.74)—(3.76) in Section 3.3.1. Here the constant C' depends
only on 0°; p as claimed in (3.76). This and the fact L>(Q2) = LP(Q) allow us to
chose § € L=(Q) being sufficiently close to § € LP(€) to make the right hand
side of (3.93) 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(6) to (3.86)~(3.88) is bounded away from zero for all 6 € B (6°).
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3.3. Reduced setting

(R3)

Besides, S : 6 — U is a bounded operator as proven in (R2) of Section 3.3.1.

Consequently, u = log(U) with Au = —WU—(ﬁP + A—UU is uniformly bounded in
L0, T; H*(2) N Hy(Q)) for all § € By (6°), thus S : 6 — u is a bounded
operator on By (6°).

Moreover, we can derive a uniform bound for U in H'(0,T; H*(€2)) with respect
to 0. From

by taking the time derivative of both sides then test them with —A(U — U) we
have

1 d . A . ;N
§£!W(U — U7z + AU = U)lZ2q)
< Crzospe |0 = Oll 2@ | AU = U) 1320
100 L@ |U = Ull 2oy | AT = U) || 220

+ Crpspoo||0 = 0] 20 | AU 2o | AU — U)| 12
1d

§%||V(U — D72 + (1 = pChzes e — AU = U)| 720

1 ~ . X A
< o= (1013w 10 = UMy + Chos i PIAU [2(ay)

where ||AU||L2(Q) is attained by estimating with the same technique for (3.86)—

(3.88) with the coefficient § € L*®(f). Since € is arbitrarily small, if p is
sufficiently small and the following condition holds

X =LP(Q) — L*(Q)ie, p>2, (3.94)
applying Gronwall’s inequality then integrating on [0, T yields
U = Ul om0y < ClO = 01210 2 0,222 0 (3.95)

for fixed U = S(f) = S(6°). So, S(B¥(6°)) is bounded in H'(0,T; H*(?)) and
its diameter can be controlled by p. In case d = 1, smallness of p can be omitted
if one uses the estimate (3.93).

Continuity of the inverse of the linearized model:

Now we consider the linearized problem

2(t) — Az(t) + 2Vu(t) - Vz(t) = r(t) te (0,7T) (3.96)
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whose adjoint problem after transforming ¢t =T — 7 is
p(t) = Ap(t) =2V - (Vu(t)p(t)) = ¢(t)  t€(0,T) (3.98)
p(0) = 0. (3.99)

Since u € CH0,T; H*(Q) N H}(Q)) as proven in (R2), this equation with the
coefficients m := —2Vu € CH0,T; H'(Q)),n := —2Au € C*0,T; L*(Q)) is
feasible to attain the estimate (R3) by the contraction argument.

Indeed, let us take p solving (3.98)—(3.99), then
p—Ap+m-Vp+ip=¢+ (m—m) Vp+ (i —n)p
p= (%—A—i—ﬁ%VjLﬁ)_l [0+ (—m)-Vp+ (A —n)p|
= Tp
with some m € L*>((0,7") x Q) and some n € L>*((0,T) x §2) approximating m
and n. Then for d < 3, T : L*(0,T; H*(Q)NH} () — L*(0,T; H*(Q) N HL(Q))

1S a contraction

T (p — Q)HLQ(O,T;HQOH(})
S ’

<’ <Hm —m|| oo @) | V(0 = Ol 220,707 ()

d -1
(5-a+mvea)

L2(0,T;L2(92))—L2(0,T; H2NH})

(072 = m) - V(p = )l 2rizz@) + 112 = n)(p = @)ll20riz2@))

#1 = nllz=rzn I = @l iz =)
< Cellp — all20,5120m2) (3.100)

where H}(Q) — L°(Q), H*(Q) N H () — L>=(Q) for d < 3. Above, we apply
from [32, Section 7.1.3 , Theorem 5] the continuity of (4 — A+ -V + ﬁ,)fl
with noting that, although the theorem is stated for time-independent coeffi-
cients, the proof reveals it is still applicable for m = m(t, x),n = n(t,z) being
bounded in time and space.

The above constant C?, which depends on 7 € V-S(BX (6°))NL>(0,T; L>(£2)),
i€ AS(BY(6°)) N L>(0,T; L>(Q)) can be bounded by some constant C' de-
pending only on S(6°) and the diameter of S(B) (6°)) similarly to Sections
3.3.1 and 3.3.2 if choosing § = #°. In order to make Ce less than one, we
require ||/ — m/|| oo o711 () and || — n|| g2y to be sufficiently small.
Those conditions turn out to be uniform boundedness of HU - U] Loo(0,T3H2(Q2))
(or the diameter of S(B7(6°)), which can be seen as smallness of p as in
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(R4)

(3.95) since H'(0,T) < L>*(0,T). From that, existence of the dual state
p € L*(0,T; H*(2) N HY(Q)) for given ¢ € L*(0,T; L*(€2)) is shown.

Then (R3-dual) follows without adding further constraints on p

1Pl 220,712 (2))
< C(|[( —m) - V|l 20,7522 0)) + 1| (7 = 2)pll 20,0200 + 191 200,13 0202)))
< C|9ll20.1;22 ()

with constant C' depending only on some fixed m,n and the assumption on
smallness of p. Here with the L?-norm on the right hand side, the maximum ¢
is limited by ¢ = 2.

Observing that the problem (3.98)—(3.99) has the form of the a-problem written
in (3.82), with a = 1, Va = —2Vu(t) € L°(Q) and the additional term in the
last line of the right hand side, namely,

1
E”an%Q(Q) = [[Aup||72(q) < Aull720) Pl (0

< 012{(}—>L°°||AUH%2(Q)||VPH%2(Q) (3.101)
if the dimension d = 1.
The solution v = S(#) also lies in some ball in C*(0,7T; H*(Q) N Hy(Q)) for all
0 € By (6°), as in (R2) we have shown boundedness of the operator S.

It allows us to evaluate analogously to (3.82)—(3.83) with taking into account
the additional term (3.101) to eventually get

12D 20.:22(2)) < ClENZ20m502(0))

with the constant C depending only on 6°, p. Hence, if d = 1, p is not required
to be small.

All-at-once tangential cone condition:

According to (3.36), (B.123) with s =t =2, m =n =2, 74
follows if

0,p = 2 this
d d d

2——>1——+ —= and
2~ q*+Ran

1§Eandq§(jand2—gimax —C—f, 1—1 ,
q* 2 q R

where the latter conditions come from the requirements V' = H?*(Q)NHj () —
WLE(Q).
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Corollary 3.3.12. Assume ug € V' and

D(F) =X = LP(9), Y =L1Q), V=W=HQ)NH;)

3.102
p>2 qe|q2], (3.102)

; = mj _d — dy d 1
wzthg—mqln{ 5 = 1 d+q+ﬁ/\q21+p_1}.

Then F defined by F(0) = u solving (3.10)-(3.12) satisfies the tangential cone
condition (3.53) with a uniformly bounded operator F'(0) defined by (3.58).

Remark 3.3.13. To achieve a Hilbert space setting for X and Y, one can choose
p=q=2if d <3, see also [93].

3.3.4 Inverse source problem with cubic nonlinearity
We investigate this problem in the function spaces
X = LP(), Y = LY(Q), 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:

3% —u® +60 —0||w- = sup /(ﬂ—u)(ﬂ2+ftu+u2)w+(é—ﬁ)wdl‘
Q

lw|lw <1
< G (||(a —u)(@ + i+ )| s+ 10— 9||L%)
< G (20— wllis (1812 s + Nl 22) + 1601l )
Lp—2 P2 Lp—1

< Cuvossn (20v-suaC? g =l ([} + ) + 10— 014C,_ 2,)-

a4l +.C, e ) 1,

—LP— —LP=1

We chose L(M) = Cw_1s (QC'V%LPCQ
1%

subject to the conditions

V=W = B < Q) ie, 1-5x 0
p
V=HYQ) < Li2(Q) ie, d<4 (3.103)
X =1P(Q) < Li1(Q) ie, p> %_
5

(R2) Well-definedness and boundedness of the parameter-to-state map:
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(R3)

Verifying the conditions S.1.-S.3. with the Gelfand triple H}(Q) — L*(Q2) —
H~1(€) shows that the problem (3.13)-(3.15) admits a unique solution in the
space W(0,T). Subsequently, [100, Theorem 8.16] strengthens the solution to
belong to L>(0,7;V). To validate this regularity result, the following addi-
tional assumptions are made

X =LQ) — L*(Q)ie, p>2, (3.104)

the initial data uy € V' and the known source term p € L%*(0,T’; L*(2)).
From [93, Proposition 4.2, Section 6.1}, we have

1 1
1S(O)|| 0,7y < N (He + @l 20,7520 + \// §|VU012 + Zuédﬂﬂ)
Q

1 1
<N (ﬁ(H@oHL?(Q) +p) + llellz2om2e) + \// 5| Vuol? + Zuédﬁf)
Q
for some N depending only on ¢ = ¢y = % This thus implies uniform bound-
edness of S on B (6p).

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

(=12, 37U)7U>v*,v = /Q(—AU + 3u*v)vdx

> [[Vol[72i0) = V]IV

All-at-once tangential cone condition:
According to (3.36), (B.122), withs=t=1,m=n=2,y=k=1r=4=p
this follows if

d d 2d d d

2§£andl——t———i—fandquandl——t—:,
q* 2 ¢ p 2 P

where the latter condition comes from the requirement V = H;(Q) — LP(Q).

Corollary 3.3.14. Assume ug € Hy(Q2), ¢ € L*(0,T; L*(Q)), and

D(F) = X = LP(), Y = L), V=W =H\Q)

p>2 q€lqq, d<4, (3.105)
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whereq:min{l—i>——d—|—4—|—2fd/\q21+%2} with
L q q p p

2d

= 1
. (3.106)

d=1 and § = 0, d=2 and q < o0, d>3andq=
Then F defined by F(0) = u solving (3.13)-(3.15) satisfies the tangential cone
condition (3.53) with a uniformly bounded operator F'(0) defined by (3.58).

Remark 3.3.15. Here X and Y can be chosen as Hilbert spaces with p = ¢ = 2 and
d<3.

Conclusion and outlook

The key contribution of this chapter is establishing two main ingredients for the
iterative regularization methods: the tangential cone condition and locally uniform
boundedness of the derivative of the forward operator F'. We establish these structural
assumptions on the nonlinear operator F' for some class of parabolic model problems
in the reduced setting as well as its counterpart in the all-at-once setting.

The following questions are considered to be open problems:

In this study, one crucial assumption enabling justification of the tangential cone
condition is the full observation. Instead of this, when considering measurement of u
only on the boundary or a part of {2 (which means C is the trace or the restriction), one
might need to investigate alternative nonlinearity conditions, e.g., the adjoint range
invariance (which is sufficient for the tangential cone condition) or range invariance
[62, Chapter 4.3] to ensure convergence of the iterative methods.

It is well-known for regularization theory that convergence rates can be obtained
under an additional smoothness property of the true solution, known as the “source
condition” [31]: zf — 2% = ¢(F'(2")*F'(2"))v for some v € N(F'(z"))* and some
index function ¢, i.e., ¢ : [0,00) — [0,00) is continunous increasing and ¢(0) = 0.

A recent concept of source condition named “variational source condition” [54, 53, 34]
has been introduced in the form

s g 1o 1 2 2
veD(F): ool < Sllald - 511 + @ (1F () - FhB)

with some § € (0, 1] and concave index function ®. Such a variational souce condition
does not only yield the classical source condition but also incorporates the nonlinear
structure of F'. So far, this variational source conditions has been verified only for a
few cases. Establishing the variational source condition for further practical examples

would be desirable.
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3.4 Auxiliary results

Proof of Proposition 3.2.1

On (3.41) for some p € [1, 00|, we can estimate by applying Holder’s inequality, once

with exponent p and once with exponent - (where p* = -£5 is the dual index)

I(B&)(t)ollw- = sup /@@wdﬂc < llefzellollzesup ] e,
Q

weW , |Jwllw <1 weW , [lwllw <1 a—p"

.
Pd — 5. In
q—p

where we need to impose ¢ > p* and in case of equality formally set

order to guarantee continuity of the embedding W — L#(Q) as needed here, we
therefore, together with (3.36), require the conditions

d d d d(qg — p*
s- L Landgzgzpands Ly M P) (B.107)
m q n pq
O

Proof of Proposition 3.2.3

With X as in (3.43), in order to guarantee the required boundedness of the embed-
dings

p*q r*q
E3 *

X = L(Q), WoasWher (Q), W Wi (Q),

for some r € [1, 00] such that r* < ¢

we impose, additionally to (3.36), the conditions

d d(q —p*
(a) ¢ > q > max{p*,r*} and (b)t—l——t—w and
n pq
d d(g—r" d d
(c)t—2——z—Mand @1-2»-°
n r*q p r

for some r € [1,00]. To eliminate r, observe that the requirement (c), i.e., t —2— % =
—4 4 ‘é gets weakest when r* is chosen minimal, which, subject to requirement (d)
is

=o0ifp>d =1lifp>d
re<ocifp=d yle, rd>1lifp=d : (B.108)
= & ifp<d = gl ifp<d
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Inserting this into (c¢) and taking into account (3.36), we end up with the following

requirements on s, ¢, p, g, m,n (using the fact that ¢ > p* implies ¢ > dpflg +p):
d d
s——»=——and §>q>p" and
m q
] da— ) ; = —d+%ifp>d (B.109)
t-l—-t—#andt—Q—— >—d—|—§andq>1ifp:d
n n
P -t g dif < d

p

Proof of Proposition 3.2.5

Here we have
(£(6,0) = £(8.2) ~ £1(0.0)(w — @) = f5(8,u) (0~ 0)) ()
- / (®((u(t) + o) - ult)) - ¥ (ult)) do (a(t) — u(®)
+ / 1 (V'(Vu(t) + o(Va(t) - Vu(t) — ¥(Vu(t) ) do I (a(t) - u(t))

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(t) to be the embedding
operator V — Y.

As opposed to Section 3.2.1, where we could do the estimates pointwise in time,
we will now also have to to use Holder estimates with respect to time. To this end,
we dispose over the following continuous embeddings

U = L*0,T; W™ (1))
U= L>(0,T; Hg(Q)) provided Ws_g’m(Q) SN Wt+§,n<Q) ’

where the ffigst holds just by definition of & and the second follows from [100, Lemma
7.3]* with W = Wn(Q), using the fact that

u € L2(0,T; W™(Q)) n H (0, T; (WH™(Q))*)
& Dfue L0, T; W5™(Q)) N HY(0, T; W5"(Q))*),

where Dv = > jaj<s D

AL2(0,T; W) N HY(0,T; W*) < L>(0,T; L2())
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We first consider the case of an affinely linear (or just vanishing) function ¥, which
still comprises, e.g., models with linear drift and diffusion, so that C'g» can be set to
zero. We can then estimate

1F(0,w) = £(8,a) — fi(6,w)(u — @) — f3(8,u)(8 — ) 20.mw)

T ) 1/2
sc@~<é (%Wﬂ$WKLAmf%m&n”+munwhww—uaﬂ+“w¢0 ﬁ) 7

where, using Holder’s inequality three times (P = ¢, P = (’"Jm), P = #) and

q*
continuity of the embedding H¥(Q) < L"(Q) provided § — ¢ = —4¢

T , O\ 2
/ sup /\u ) |a(t) (t)\1+“wdx> dt
0 weW | ||Jw|lw <1

uf")i =

<|[la—ulz20re)  sup
weW , [[wllw <1

_1
< i = ully|| (julli = ) ™

Lo°(0,T;L7* ()

Yte

sup fJwl| g
L>(0,T;L"(£2)) weW , |w|lw<1 L= (v+r) (Q)

< |la — ul|y||ul|T . . — u| 7o su w rg*
L L S 1 S,
< (ClggeLr)w-HﬂHu”’yoo OTHS(Q))H uHLOO (0,T;H3(Q))
la—uly  sup  Jwl| e
weW, flwlwst LT G (Q)
(B.110)
(and likewise for the term containing |a(t)|”) for some r € [1,00] with & >~ +£. In
order to get finiteness of the L>(0,T; H*(€))) norms appearing here by means of [100,
Lemma 7.3], we assume the embedding W*=5™(Q) < WT5"(Q) to be continuous,
which leads to the condition
~t+s

s— 38— and s —S§>t+ 5.

SRS
3|9~

Moreover, in order to guarantee continuity of the embedding W — L=a () and
for the above Holder estimate to make sense we impose
d, dr—q(y+r)

r
Yy+r< —andt—— >
q* n Tq*

for some r € [1,00]. Summarizing, we have the following conditions

_d d . d . d N .
5—55—— and s—§— — >=t+5——and s—5>t+ 5 and

- 4 dr—g(4R)  d dly+s) (B.111)
y+r< —andt—— > — =——+—

q* n rq* q* T
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which imply
d d -2
s> —+d—— NI R Rl .
m q* r
This lower bound on s gets weakest for maximal r, if v 4+ x > 2 and for minimal r if
v+ k < 2. We therefore make the following case distinction.
Ify+kxk>2o0rv+kxK=2and g =1 we set r = oo, which leads to § > g, hence,

according to (B.111), we can choose

casey+kKk>2o0r (y+k=2and g=1):

t>d d < g
n g 1=9 (B.112)
d d d d
s>maxqt+d+max<0,———p, — ——=>.
m n) ' m q

If’y—l—li <2orvy+k=2and ¢ > 1 we set r = max{l,¢*(y + Kk)} < 00, § :=
max{0, ¢ — ¢} and, according to (B.111), can therefore choose

case Y+ Kk <2or (y+k=2and ¢ > 1):

t d+ in ¢ 0 d+d + K) <4q
> E min ’ E (fy K ) q=>4q, (B113)

2d d d
s >max{t+ max< 0,d— ,— — =
max{l,¢*(y+ &)} ] 'm ¢

Now we consider the situation of nonvanishing gradient nonlinearites C'g» > 0
where we additionally need to estimate terms of the form

T 1/2
R 2
(/ sup /yvu )1 [V(t) — Vu(t)[*Fwde dt) ,
0 \wew, [uw|lw<l

which, in order to end up with an estimate in terms of ||% — || z2(0,7;14(n)) Tequires us
to move the gradient by means of integration by parts. Assuming for simplicity that
k=1 we get

! ) 1/2
</0 wGWSlHanWq/ Vu()] [Va(t) = Va(t)? wda:) dt)
’ ) 1/2
) (/0 (wew,sﬁgqu/g(ﬂ(t)_“(t))gw(t) dx) dt>

<@ — U||L2(0,T;Lq(sz)) sSup ngHLO"(O,T;Lq*(Q))»
weW , |Jw|lw <1
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where

g"(t) = V- (IVu(t)] V(@) - u(t) w)
= 4u(t) A (TRu(t) Vu(t)) - V(a(t) - u(t) w
+ [Vu(t)[F Aa(t) = u(t) w+ [Vl V(a(t) = u(t)) - Vu
=1 g1(t) + g2(t) + gs(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

193]l oo (0. 720% () = I [Vu(®) ] V(a(t) — u(t)) - V|| oo o 700" )

v 7 — *
< HVU’HLOO(O,T;LR(Q))HV(U W)l Lo 0,7507(92)) w€W781||15||W§1|WwHL#w( Q)

(B.114)
and use [100, Lemma 7.3] with Vu € L*(0,T; W*=1™(Q)) N H*(0, T; (W1 (Q))*),
which under the conditions

oy dR-aGY)
n Rq (B.115)
. d _d N . d d
s=1-s§——»=t+1+5——,s5—-1-5>t+1+5, s—=-» ——
m n 2 R

vields Vu € L°(0,T; H()) € L=(0,T; LR()) and W — W7 550 (Q).
The other two terms can be bounded by

|91(t) +92(2)] < (fy\v?u(t)y IVu(t) 71V (a(t) —ut)| + |V (a(t) —u(t))] \vu(t)ﬁ) ]

(note that here | - | denotes the Frobenius norm of a matrix) so that it suffices to find
an estimate on expressions of the form

I1V2 2 Vo= [y Jwl | oz:220)

for z,v,y € U, w € W. To this end, we will again employ [100, Lemma 7.3], making
use of the fact that for any 0, R € [1,00), due to Hélder’s inequality with P = £ and

with P =

V22 [Vl [Vl Jwll 220

1
2 4-1 Iy
< V22 izl (170 WM)HRIWMmg%m@ (B.116)

< C?ISALQ<CHS—>LQ) H |V22||

oyllwll e

ool (I91~1991) I T
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holds. To make sense of these Holder estimates and to guarantee continuity of the
2Rp
embedding W — LE(e=2-2e7 (()) we impose
209 d_ dR(e—-2)-20y) d d dy

>2and R> 2 andt— & = — 2 809 BT
022and R —=5 an e 2Fo SRR ( )

%
Taking into account the fact that here V22 contains second and (‘V”UW_I‘V:[A) " first

derivatives of elements of U, we therefore aim at continuity of the embeddings

L2(0,T; We=2™(Q)) N HY(0, T; W2m(Q)) — L*(0,T; H*(Q)) — L>=(0,T; L4(Q))
L0, T; W*=t™(Q)) n HY (0, T; W E(Q)) < L*°(0,T; H¥(2)) — L>=(0,T; L*(Q)),

which can be achieved by means of [100, Lemma 7.3] under the conditions

d d d d
s—2—5——rt+2+5——ands—2—-5>t+2+5ands— - = ——
m n 2 0
d d d d
s—1-§——>=t+1+5——ands—1-5§>t+1+5and s — - = ——.
m n 2 R

(B.118)

For instance, we may set o = 2, R = oo to obtain, inserting into (B.115), (B.117),

(B.118), that § > 0, § > %l hence
d d d d d
t>—,t——>»1——, s=t+2+max{2,d} + — — —, s> t+2+max{2,d}
n n q* m n
d d .
Ss——=—=,4<¢q.
m q

(B.119)

In order to avoid the use of too high values of s and ¢, we can alternatively skip
the use of [100, Lemma 7.3] and instead set

U={uecL®0,T;L"(Q)NL*0,T;V): 4 € L*0,T; W*)} (B.120)
in case C'g» = 0, or

U={uec L>0,T; L"(Q) N W-EQ) nW2¢(Q)) N L*0,T;V) : w € L*(0,T; W*)}
(B.121)
otherwise. This can also be embedded in a Hilbert space setting by replacing L>°(0,T')
with H?(0,T) for some o > 1. Going back to estimate (B.110) in case Co» = 0 we
end up with the conditions
d d(v+ k)

d
Y+ R < —andt— - = ——+
q n= g r

, (B.122)

94



3.4. Auxiliary results

cf. (B.111), and in case Cy» > 0, considering estimates (B.114), (B.116) otherwise,
we require

d d dAy+1) d d dj
{ — — > max 1———|—w,———|———|——7 and
n q* R 2 o R
(B.123)
. R . _R(o—2)
Y4+1< —and p>2and 4 < ,
q" 20
cf. (B.115) (B.117), and in both cases we additionally need to impose (3.36). O
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Chapter 4

How Magnetic Particle Imaging
works

In 2005, a completely new quantitative imaging method called Magnetic Particle
Imaging (MPI) has been invented. MPI detects the nonlinear magnetization be-
havior of magnetic nanoparticles to an oscillating magnetic field for the purpose
of determining the particle concentration. This technique promises high-resolution,
high-sensitivity and real-time imaging.

In this chapter, we introduce some basic concepts of how MPI works. Essentially,
the folowing information is summarized from the book by Knopp and Buzug [73].

4.1 MPI: a novel imaging technique

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 [39].
Magnetic nanoparticles, consisting of a magnetic iron oxide core and a nonmagnetic
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 [73, 74]. An overview of MPI basics
is given in [73]. 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) [90] or magnetic resonance imaging (MRI) [51]. These do not re-
quire 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) [35, 91, 106], which both involve radioactive
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4.1. MPI: a novel imaging technique

radiation. The magnetic nanoparticles that are used in MPI, on the other hand, are
not harmful for organisms.

Table 4.1: Quantitative comparison of different imaging modalities.

cT MRI PET SPECT  MPI
spatial resolution 0.5 mm 1 mm 4 mm 10 mm < 1 mm
acquisition time 1 s 1s-1h 1 min 1 min <0.1s
sensitivity low low high high high
harmfulness X-ray  heating radiation radiation heating

MPI physics

MPI uses a magnetic gradient field, known as a selection field, to saturate all particles
outside a field-free point (FFP). The FFP is then rapidly traveled across a scanned
volume by an oscillating excitation or drive field, that causes a change in magnetiza-
tion of the particles. This temporal change in magnetization induces a voltage in the
receive coil, which can be assigned to the instantaneous FFP location, generating an
image of the particle concentration. These terminologies will be explained further in
the next sections.

The MPI process could be summarized as follow:

e Magnetic nanoparticles consisting of a magnetic iron oxide core, whose diameter
is in the range 1-100 nm and a nonmagnetic coating, are injected into the body
to serve as a tracer.

e A magnetic gradient field is applied to saturate all particles outside a field-free
point (FEP), the point where the applied field is zero.

e The FFP is then rapidly driven along a given trajectory across the scanned
volume by an oscillating excitation field, causing a change in magnetization of
the particles. [73].

e According to Faraday’s law of induction, this temporal change in magnetization
induces a voltage in the receive coil. This signal can be assigned to the instan-
taneous FFP location, which implies an image of the particle concentration.
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4.2 Magnetic particles

Particle material

The goal of MPI is to identify the spatial distribution of magnetic material injected
into the blood stream of a human body. One suitable magnetic material for MPI is
iron oxide, which is usually available in the form of iron oxide based nanoparticles.
Such particles consist of a magnetic core with a diameter in the range 1-100 nm, which
causes its magnetization behavior. The magnetic core is covered by a magnetically
neutral coating in order to prevent the impact among particles (superparamagnetic).

Particle concentration

Due to the small particle size in the nanometer range, it is impractical to capture the
precise position of a particular particle. Instead, MPI aims at producing an image
of the spatial particle concentration, which is defined by the number of particles per

volume )
number of particles

c(x) =

volume

Particle magnetization

The magnetic behavior of a single particle is described by its magnetic moment vector.
When applying an external magnetic field, the particles start to align with the applied
field causing the change in particle magnetization, i.e., the sum of magnetic moments
as in Figure 4.1.

N 77
RN
P ¢a¢x£$
N
b4 4
b4 4

$$Mm14 $$Mm1‘;

Figure 4.1: Magnetic behavior of superparamagnetic nanoparticles M in an applied
magnetic field H.
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4.2. Magnetic particles

The relation between the external magnetic field and the magnetization is not
linear but exhibits a nonlinear behavior. When increasing the applied field, the
magnetization initially shows a sharp increase, after that it goes flat into saturation,
where the magnetization hardly changes anymore (see Figure 4.2).

T T T T T
saturation fegion |dynamit region|  saturation région

i i i i i
—20 —15 —10 —5 0 5 10 15 20
H (mT,u,]‘1}

Figure 4.2: The relation between the external magnetic field and the magnetization
of the particles of 30 nm diameter.

Relaxation effect

In reality, when applying a time varying magnetic field, the magnetic moment vector
does not immediate follow the field H. It needs a certain time to reach the direction
of H, in particular, the change in magnetization will be slightly later than the change
in the applied field. This delay is called the relazation time T.

In general, there are two ways of how a particle changes its direction according
to an applied magnetic field. Either the particle itself performs a physical rotation,
which is named Brownian rotation; or only the magnetic moment in a fixed particle
rotates, which is named Neél relazation (Figure 4.3).

The relaxation effect heavily depends on the frequency f# of the applied magnetic
field. If f7 > 1/7, the magnetization can not follow the change of the applied field.
This means, MPI technique must be performed with a relevant applied frequency.
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Figure 4.3: Comparison of Néel and Brownian rotation.

Brownian rotation

4.3 Signal generation

Induction principle

According to Faraday’s law of induction, whenever the magnetic flux density B
changes temporally, it induces an electric field E (Figure 4.4)

dB

VxE=——"  B=uH+M)

where pg is the magnetic permeability in vacuum. And the voltage recorded in the
receive coil is the integral of the electric field strength along the conductor

v(t):/aSE(l)-dl:—% [ B(e.1)-da.

Detection of particle magnetization

As the magnetic flux density includes both applied excitation field H and particle
magnetization M, one needs to distinguish the induced excitation signal v and the
induced particle signal v, which is the desirable signal

WP (1) = _%“0 /5 M(r.1) - dA. (A1)
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4.3. Signal generation

receive coil

‘B

i)

Figure 4.4: Voltage induced in a receive coil.

Indeed, it is achievable since v’ and v are different on the frequency domain, more
precisely, v¥’ has higher frequency components than v (see Figure 4.5). This fre-
quency discrimination is the result of the nonlinear magnetization with respect to
the applied field captured in Figure 4.2. This motivates a method to eliminate the
unwanted part v by applying a bandpass filter.

M M uP  particle signal

H Jm‘ t t
i uE  excitation signal

\

/ V

H

Figure 4.5: Signal generation in MPI: The particles are excited by a sinusoidal mag-
netic field causing a magnetization progression, which resembles a rectangular func-
tion. The induced particle signal contains two sharp peaks and can be distinguished
from the sinusoidal excitation signal.
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4.4. Selection field and drive field

4.4 Selection field and drive field

The unique feature of MPI is the oscillating applied magnetic field, which causes
the particles passing through the field free point to flip back and forth resulting the
temporal change in their magnetization. This magnetization change is the key factor
inducing the measurable voltage in the receive coil.

The applied magnetic field H (the total field) usually consists of two fields: a
selection or gradient field and a drive or excitation H” as in Figure 4.6.

The selection field is designed to be space-inhomogeneous and contains one special
location named field free point (FFP), which is simply characterized by the point
where the field magnitude is zero. Outside of the vicinity of the FFP, the field
strength is quickly increasing in a linear fashion. The name “gradient field” indicates
the gradient of the field being constant according to its linearity.

The drive field H? is realized as constant in space but varies in time. This time-
dependent field is employed to drive the FFP to every position in the scanned object
as time progresses. The temporal change of this field is translated to a movement of
the FFP, when it is superimposed with the selection field. Rapidly moving the FFP
across the sample in an particular trajectory excites the particle in the FFP to be
magnetized, thus induces the particle signal.

The most prominent FFP trajectories are Cartesian and Lissajous (Figure 4.7).

drive field superposition

-----------
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...........
¢¢¢¢¢¢¢¢¢¢¢
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Figure 4.6: 2D translation of the FFP achieved by the superposition of a drive field
with a selection field.
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4.5. From data to images

Cartesian frajectory Lissajous trajectory
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Figure 4.7: Cartesian and Lissajous trajectories for different density parameters Np.

4.5 From data to images

The reconstruction problem in MPI is determining the particle distribution given the
measured voltages in (4.1)

u(t) = —%,uo/sl\/LdA = —%,uo/scm-dA
_. /Q e(x)s(x, 1) dx. (4.2)

Here, m is magnetization of the material defined from the particle magnetization M
via the relation M = c.m, and s is the system function encoding m and involves
physical constants.

In order to reconstruct the particle distribution, it is obligatory to known the
system function s, which appears as the kernel of the Fredholm integral equation of
the first kind formulated by (4.2). Obviously, the system function depends on %m;
hence the material magnetization m is required to be specified.

In MPI, the problem of finding the correct integral kernel /system function remains

unsolved. This is the reason for our research in the next two chapters.
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Chapter 5

MPI in the context of inverse
problem

A decent mathematical 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 chapter, the
calibration problem is formulated as an inverse parameter identification problem for
the LLG equation.

We begin with a detailed introduction to the modelling in MPI. Section 5.2 de-
scribes the full forward problem and presents the initial boundary value problem for
the LLG equation that we use to describe the magnetization evolution. In Section 5.3,
we formulate the inverse problem of calibration both in the all-at-once and in the re-
duced setting to obtain the final operator equation that is analyzed in the subsequent
section. First, in Section 5.4.1, we present an analysis for the all-at-once setting. The
inverse problem in the reduced setting is then addressed in Section 5.4.2. Finally, we
conclude our findings and give an outlook on further research.

5.1 Introduction

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 [74]. 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
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5.1. Introduction

can essentially be formulated as an integral equation of the first kind for the particle
concentration (or distribution) c,

u(t) :/Qc(:v)s(m,t) dz,

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 [73]. Another
option is a model-based approach for s (see [72] for an example), 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 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 magnetiza-
tion 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 [73, 71]. 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 [25].

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 for taking into account various additional physical properties
such as particle-particle interaction. For an overview, see for example [76]. Since the
core material is iron oxide, which is a ferrimagnetic material that shows a similar
behavior as ferromagnets [26, 27|, we use the Landau-Lifshitz-Gilbert (LLG) equation

0

—m = —aym X (m X Heg) + aom X Heg,

ot

see also [37, 83], for the evolution of the magnetization m of the core material. The
field Hog incorporates the external magnetic field together with other relevant physical
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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 [16, 43, 30].

In contrast to the imaging problem of MPI, the inverse problem of determining

the magnetization m along with the constants aq,as turns out to be a nonlinear
inverse problem, which is typical for parameter identification problems for partial
differential equations, for example electrical impedance tomography [14], terahertz
tomography [113], ultrasound imaging [24] and other applications from imaging and
nondestructive testing [70].
We use the all-at-once as well as the reduced formulation of this inverse problem in
a Hilbert space setting, see also [57, 58, 93|, and analyze both cases including well-
definedness of the forward mapping, continuity, Fréchet differentiability and calculate
the adjoint mappings for the Fréchet derivatives. By consequence, iterative methods
such as the Landweber method [49, 84], also in combination with Kaczmarz’ method
[45, 46], Newton methods (see, e.g., [99]), or subspace techniques [112] can be applied
for the numerical solution. An overview of suitable regularization techniques is given
in [63, 67].

Notation

The differential operators —A and V are applied component wise 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;
A: B the Frobenius inner product between two matrices.

5.2 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= Ho (Hext + MP) )

where i is the magnetic permeability in vacuum. The particle magnetization MY (z, t)
in x € Q C R? depends linearly on the concentration ¢(z) of magnetic material, which
corresponds to the particle concentration, in z € 2 and on the magnetization m(z, t)
of the magnetic material. We thus have

MP (z,t) = c(x)m(z,t),
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5.2. Underlying physical model for MPI

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. [73], also Section 4.2 in Chapter 4).

A detailed derivation of the forward model in MPI, based on the equilibrium
model for the magnetization, can be found in [73]. The steps that are related to the
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
Wﬂ:_ﬁgSB@deA:—mE‘JHm+NFfdA. (5.1)

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 MY,

u@:—m<éﬁ®y%mMLWMf/&@y%M%mma (5.2)

Q
= u"(t) +u"(t) (5.3)
For the signal that is caused by the change in the particle magnetization we obtain
P d R P
W) = —pose [ PM@) M, 1) da
t Ja
0

= — Rip). =MPF
o [ @) M (1) e

c(z)p™(x) - %m(w, t)dx

c(x)s(z,t) da.

= —Ho

S—

The function

s(z,t) == p™(x) - %m(:)j,t) = <pR($), %m(z, t)> (5.4)

R3

is called the system function and can be interpreted as a potential to induce a signal
in the receive coil. The function p® is called the coil sensitivity and is determined
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5.2. Underlying physical model for MPI

by the architecture of the respective receive coil. For our purposes, we assume that
p"t 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 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 [76]:

e 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.

e In the microscopic scale, continuum physics is applied to work with determin-
istic equations describing the magnetization of the magnetic material.

e In the mesoscopic scale, we can describe the magnetization behavior via a mean
magnetization, which is an average particle magnetic moment.

e 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., [26, 27]). This approach has also been suggested in [98]. The
evolution of the magnetization in time is described by the Landau-Lifshitz-Gilbert
(LLG) equation

0 . ~
m; .= —m—=——am X (m X Heff) + QoMM X Heﬂ; (55)

ot
see [37, 76] and the therein cited literature. The coefficients

- YaD ~ Y
api=———->0, ag:=——5->0
VT ms(1+ o) T (Tt aj)
are material parameters that contain the gyromagnetic constant -, the saturation
magnetization mg of the core material and a damping parameter ap. The vector
field Hqg is called the effective magnetic field. 1t is defined as the negative gradient
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5.2. Underlying physical model for MPI

—DE(m) of the Landau energy £(m) of a ferromagnet, see, e.g., [76]. Taking into
account only the interaction with the external magnetic field H and particle-particle
interactions, this energy is given by

Eatm) = A [ [Vmf do — poms | (H,m) do.
Q Q

where A > 0 is a scalar parameter (the exchange stiffness constant [37]). We thus

have
Heﬁ‘ =2AAm + MomsHeXt. (56)

Together with Neumann boundary conditions and a suitable initial condition, our
model for the magnetization thus reads

m; = —aym X (m X (Am + hey)) + aom X (Am + hey)  in [0,7] x Q (5.7)
0=0d,m on [0,7] x 9 (5.8)

my = m(t = 0) |my| = mg in €, (5.

where hey = 5555 Hey and a1 := 2Aq;, a := 2Aay > 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.,
my 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

a1mg X (mo X (Amo + hext(t = O))) = (oImy X (Amo + hext<t = O)) (510)

with Neumann boundary conditions.

Remark 5.2.1. In the stationary case, damping does not play a role, and if we addi-
tionally neglect particle-particle interactions, we obtain the approximative equation

l’ho X (l’il(] X hext(t = 0)) =0

with an approximation mgy to m, since ay ~ 0 and Heg ~ pomsHe. The above
equation yields my || hey(t = 0). Together with |mg| = mg this yields

Ii] —m hext(tzo)
O P hee(t=0)

This represents a good approximation to mgy where hgy is strong at the time point

t=20:
hext(t - 0)

*Thew (t = 0)[

m()%ﬁl():m
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5.2. Underlying physical model for MPI

5.2.1 Observation operator

Faraday’s law states that a temporally changing magnetic field induces an electric
current in a conductor loop or coil, which yields the relation (5.1). By consequence,
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 process-
ing 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 pft, ¢ = 1, ..., L, and the measured signal is given by

() = —to /0 au(t—7) /Q c(x)p?(x)-((%m(x,ﬂ de dr, (5.11)

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 a, : R — R. The transfer function serves as a filter to separate
particle and excitation signal, i.e., it is chosen such that

() = (@ * uP) (1) :_“O/o ag(t—f)/gpg%x)-%ﬂm(x,t) dz dt ~ 0.

In practice, ay is often a band pass filter. For a more detailed discussion of the transfer
function, see also [73]. In this work, the transfer function is known analytically.
We define
Ké(tv T, .’E) = —uoae(t - T)C(.T)p?(.ﬁlﬁ),

such that the measured particle signals are given by

(1) —/0 /QKg(t,T, x) - agm(:c,r) drdz, (5.12)

-
where m fulfills (5.7), (5.8), (5.9).

To determine m in  x (0,7, we use the data vg(t), k =1,.... K, { =1,..., L,
from the scans that we obtain for different particle concentrations ¢, k = 1, ..., K,
K € N. The forward operator thus reads

Vke(t) :/0 /QKkg(t,T,:zr)-(%m(x,T) dedr, Kt 7,2):= —uoag(t—T)ck(x)}zg(la;)).
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5.2. Underlying physical model for MPI

5.2.2 Landau-Lifshitz-Gilbert equation

In this section, we derive additional formulations of (5.7) - (5.9) that are suitable
for the analysis. The approach is motivated by [76], where only particle-particle
interactions are taken into account.

First of all, we observe that multiplying (5.7) with m on both sides yields

1 i,m(x,t)ﬁ = m(z,t) - my(z,t) =0, (5.14)

which shows that the absolute value of m does not change in time. Since |mg| = msg,
we have m(z,t) € mg - 82, where §? := {v € R® : |v| = 1} is the unit sphere in
R3. As a consequence, we have 0 = V/m|? = 2Vm - m in Q, so that by taking the
divergence, we get

(m, Am) = —(Vm, Vm). (5.15)
Now we make use of the identity
ax (bxc)=(a,c)b—(ab)c
for a, b, c € R? to derive

m x (m x Am) = (m, Am)m — |m|*Am = —|Vm|*m — m3Am, (5.16)

m x (m X hey) = (m, he)m — [m|?hey = (M, he)m — mihey. (5.17)
Using (5.15) together with (5.16), (5.17) and |m| = mg, we obtain from (5.7) - (5.9)

m; — a; mi Am = a;|Vm|*’m + a;m x Am — a3 (m, h.,)m

+ o m% he + aom X hey in [0,7] xQ  (5.18)
0=0,m on [0, 7] x 092 (5.19)
my = m(t =0), |mg| = mg in Q. (5.20)

Taking the cross product of m with (5.18) and multiplying with —d&y, where
ay = 7, Gy = —F— by (5.16), (5.17) and cancellation of the first and third
S—1 2

o1
7.2
mgaita;

term on the right hand side, we get

— Qom X my + alo?gmg m X Am
o2
_ 2 2 2
= ——— (|[Vm/|’m + m§Am)
mgay + a;g
o2
~ 2 2 2
aréemgm X heyy + ——5—— (mshext — (m, hext)m) ,
mgay + a5

where the second term on the left hand side can be expressed via (5.18) as

aldgm x Am

2
N « N
=am; + 1 (—m%Am — |[Vm/*m + (m, hey)m — mghext) — a1om X hey.

2.2 2
mgay + a5
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5.3. Inverse problem for calibration process

This yields the alternative formulation

aymim; — Gom X m; — miAmM = |[Vm|?’m + mihe — (m he)m
in[0,7] x Q,  (5.21)
0=0,m on [0,T] x 092, (5.22)
my =m(t =0), jmg| =mg in Q. (5.23)

5.3 Inverse problem for calibration process

Apart from the obvious inverse problem of determining the concentration ¢ of mag-
netic particles inside a body from the measurements vy, £ = 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 de-
termining 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., [72].
A model-based approach with an enhanced physical model has been so far omitted
due to the complexity of the involved physics and, the system function is usually
measured in a time-consuming calibration process [73, 74].

In this work, we address the inverse problem of calibrating an MPI system for a
given set of standard calibration concentrations ¢y, k = 1, ..., K, for which we measure
the corresponding signals and obtain the data vy (t), k = 1,..., K, £ = 1,..., L. Here
we assume that the coil sensitivity pit as well as the transfer function a, are known.

This, together with the fact that m is supposed to satisfy the LLG equation
(5.21)—(5.23), is used to determine the system function (5.4). Actually, since p® is
known, the inverse problem under consideration here consists of reconstructing m
from (5.13), (5.21)—(5.23). As the initial boundary value problem (5.21)—(5.23) has
a unique solution m for given &, &o, 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(a)=y (5.24)
with the data yg, = vk and the forward operator

F:DF)(CX)=Y,  a=(ab)— K%S(o}) (5.25)
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5.3. Inverse problem for calibration process

containing the parameter-to-state map
S:x—=U (5.26)

that maps the parameters & into the solution m := S(&) of the LLG initial boundary
value problem (5.21)—(5.23). The linear operator K is the integral operator defined
by the kernels Ky k=1,.... K, {=1,.... L, i.e.,

T
Kreu = / / Kipe(t, 7,x) -u(x,7)drdx. (5.27)
0o Jo
Here, the preimage and image spaces are defined by
X =R*  Y=L*0,1)%, (5.28)

and the state space U will be chosen appropriately below, see Section 5.4.2.
Alternatively, we also consider the all-at-once formulation of the inverse problem

as a simultaneous system
F(m,a) =y = (0,y)" (5.29)

for the state m and the parameters &, with the forward operator
IE‘IO(Inv d)
F(m, &) = .
( ) ) (]sz(m’ Oé))
k=1,...K , (=1,...L

Fo(m, &1, é) =: ¢ym; — Am — dom X my — |Vm|2m —hey + (m - hey)m

where

and

Fre(m, &1, Go) = Ky, ymy
with Ky, as in (5.27). Here F maps between U x X and W x Y with X', ) as in
(5.28), and U, W appropriately chosen function spaces, see Section 5.4.1.

[terative methods for solving inverse problems usually require the linearization
F'(&) of the forward operator F' and its adjoint F'(&)* (and likewise for IF) in the
given Hilbert space setting.

For example, consider Landwebers’ iteration cf., e.g., [84, 49] defined by a gradient
decent method for the least squares functional ||F(&) — yl[3, as

Qpy1 = Gy — NHFI(OA‘H)*(F<&H) - y)

with an appropriately chosen step size p,. Alternatively, one can split the forward
operator into a system by considering it row wise Fj.(&) = yx with Fj, = (Fy)e=1.. Or
column wise Fy(&) = y, with Fy = (Fj)k=1,._ K, or even element wise Fy,; (&) = y, and
cyclically iterating over these equations with gradient descent steps in a Kaczmarz
version of the Landweber iteration cf., e.g., [46, 45]. The same can be done with
the respective all-at-once versions [57]. These methods extend to Banach spaces as
well by using duality mappings, cf., e.g., [104], 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.
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5.4. Derivatives and adjoints

5.4 Derivatives and adjoints

Motivated by their need in iterative reconstruction methods, we now derive and rig-
orously justify derivatives of the forward operators as well as their adjoints, both in
an all-at-once and in a reduced setting.

Notation wise there will be a slight move from the somewhat physics oriented
paradigm of the previous section to a more mathematically conventional one: For
instance, the subscript "ext” in the external magnetic field will be skipped and bold-
face notation of x will be not be continued here. Moreover, to avoid confusion with
the dual pairing, we will use the dot notation for the Fuclidean inner product.

5.4.1 All-at-once formulation

We split the magnetization additively into its given initial value my and the unknown
rest m, so that the forward operator reads

]FO(ri(laOAéhd2>

F(tin, 4y, Gip) = -

<Fk€(m7 g, a?))
dlﬁlt — AN(mO + Iﬁ) — (362<m0 + ﬁl) X Iﬁt

—|V(mg + m)[*(my + m) — h + ((mgy + m) - h)(mg + 1)

(Jo Jo Kot 7) - ey, 7) dedr )

for given h € L*(0,T; LP(€;R3)), p > 2, where Ay : H'(Q) — H'(Q)* and, using
the same notation, Ay : H3(Q) — L*(Q)(C H'(Q)*) with H%(Q) = {u € H*(Q) :
d,u =0 on 90} ! is equipped with homogeneous Neumann boundary conditions, i.e,
it is defined by

<—ANU, U>H1(Q)*,H1(Q) = (VU, VU)LQ(Q) Vu, (S HI(Q)

k=1,..K, ¢=1,..,L

and thus satisfies
(= At 0) 2y = / Vu-Vedr Yue HL(Q), ve H'(Q).  (5.30)
Q

The forward operator is supposed to act between Hilbert spaces
F:U xR*— W x L*0,T)*F
with the linear space

U={uec L*0,T; H(Q;R*)) N H'(0,T; L*(Q;R?)) : u(0) = 0}

C (0, T; H(Q)) N H*(0,T; H>25(Q)) (5.31)

'Note that as opposed to H(Q) functions, H?(f2) functions do have a Neumann boundary trace
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5.4. Derivatives and adjoints

for s € [0,1], where the latter embedding is continuous by, e.g, [100, Lemma 7.3] or
Chapter 1, Theorem 1.2.8 , applied to gZ?, and interpolation, as well as
J

W= H'0,T; H(Q;R?))* or, in case p > 2, W = H' (0, T; L*((; R*))*.  (5.32)

We equip U with the inner product

(W, W)y = /OT/Q<(—ANu1)-(—ANuQ)+u1t-u2t> dxdt+/QVu1(T): Vuo(T) dz ,

which, in spite of the nontrivial nullspace of the Neumann Laplacian —Ay, defines a
norm equivalent to the usual norm on L?*(0,T; H?*($;R3)) N H'(0,T; L*(;R3)) due
to the estimates

||u||%2(0,T;L2 / / / dS ut dl’ dt + / / dS u x

< (Tl zriezcey + VT |a(T )HLQ(Q))||11HL2(0,T;L2(Q))

/0 ' w,(t) dt

This, together with the definition of the Neumann Laplacian (5.30) and the use of
solutions z, v to the auxiliary problems

< \/THutHLQ(O,T;L?(Q)) :
L2(9)

()| z20) =

—Az = vin (0,7) xQ —vi—Av = fin (0,7) x Q
0,z = 0on (0,7)x 00 d,v = 0on (0,7)x0Q (5.33)
z(0) = 0in Q v(T) = gin{)

allows us to derive the identity
T
(u,2)y —/ /(Vu: V(-Anz) —u- ztt>d:v dt + / u(T) - <zt(T) - ANZ(T)> dx
0o Jo Q
T
:/ /(Vu: V(iv—z)—u-(v;+ ANzt))d:Udt—i- / w(T)-v(T)dx
0o Jo Q

:/OT/Qu- (—ANV—vt)dxdt—l—/Qu(T)-V(T)d:c
:/OT/Qu-fdxdt+/Qu<T)-gdx,

which will be needed later on for deriving the adjoint.
On W = H'Y0,T; H'(Q;R?))* we use the inner product

(5.34)

(W1, W) = / / (BIV(~Ay +id) "W ](0): LIT(~Ay +id) wa (1)
+ L[(—=Ax +id)'wi(t) - L[(=Ax +id)  ws](t) do dt
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5.4. Derivatives and adjoints

with the isomorphism —Ay +id : H'(Q) — (H'(Q))* and the time integral operators
t 1 /T
I [w](t) ::/ w(s)ds — T/ (T — s)w(s)ds,
0

Llwl(t) = — /(t—s ds+—/ ~ $)yw(s)ds,

goflhatb[M]t(t) = —Lwl|(t), L[w](t) = —L[w]x(t) = w(t) and L[w](0) = L{w|(T) =

| o nlwslya = [ Bpol©
so that in case wo € L2(0,T; L*(Q; R3)),

(W1, Wa)w / / I2 —Ay +id) 7 'wi] (1) [V(=Ax +id) " two)(2)
+ L[(=Ax +id) 'wy () - [(—Ax +id) " two](t) dedt (5.35)

_ /0 /Q Bl(=Ax +id) " 'wi(t) - wa(t) da dt .

In case p > 2 in the assumption on h, we can set W = H'(0,T; L*(€2;R?))* and use
the simpler inner product

Wl,WQ w —/ /Il W1 Il Wg]( )dl’dt,

which in case wy € L2(0,T; L*(€; R?)) satisfies

Wl,WQ / /IQ Wl W2< )de’dt

Well-definedness of the forward operator

Indeed it can be verified that F maps between the function spaces introduced above,
cf. (5.31), (5.32). For the linear (with respect to m) parts &;m;, —Axm, and
fOT Jo Kie(t,7,2) - my(x, 7) dodr of F, this is obvious and for the nonlinear terms
G (Mg +1) X my, |V (mg+m)|*(mg+m), ((mg+1m)-h)(mg+m) we use the following
estimates (5.36), (5.37), (5.38), (5.39), (5.40), (5.41), holding for any u, w,z € U. For
the term do(my + m) x my, we estimate

la x WtHHl(o,T;Hl(Q;RiS))*
< Jlax well 2o,y (0:m2)) )
< Cjnpsfu x Will 220, 03/2 (%)) (5.36)
< Cih_allullcor.cs@re) | Well 20,1022

< O psCinpsllall oo ey I Well 20,702 (ime))
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where we have used duality and continuity of the embeddings H'(0, T; H*(Q; R?)) —
L2(0,T; HY(;R3)) — L2(0,T; L3(£2)) in the first and second estimate, and Holder’s
inequality with exponent 4 in the third estimate;

For the term |V (mg + m)|*(my + m), we use

||(Vu VW) ||H1(0,T;H1(Q;R3))*
< O Ll (Vs Vw)z 10 i o)
< OH1—>L°°O 1%L6”(Vu2 VW>Z||L1(O,T;L6/5(Q;R3))
< O[;JliLmCIs_}l_}Lﬁ <537)
||V11||L2 0T;LG(Q;R3))||VW||L2(0,T;L6(Q;R3))||Z||C(O,T;L2(Q;]R3))
S CH1—>L°°C 1= L6
lall 20,7520 Wl 200,752 05m9)) |1 2]l 00,710 (3 5
again using duality and the embeddings H'(0,T; H'(;R?)) — L>(0,T; H'(Q)) —
L>(0,T; L8());
For the term ((mg + m) - h)(mgy + m), we estimate
[[(w - D)z 10,7501 () -
< Cgl—ﬂﬁ [(u- h)z||L2(O,T;L6/5(Q;R3)) (5.38)
< Cinpsllullermsrsylzllcorms@ms 1Bl 202 ms)
< (Cgrl_wﬁ;Rg)HuHC(O,T;Hl(Q;R%) HZHO(O,T;Hl(Q;R?')) HhHL2(o,T;L2(Q;R3))
by duality and the embedding H'(0,7; H*(;R3)) — L*(0,T;L5()), as well as
Holder’s inequality.
In case p > 2, F maps into the somewhat stronger space W = H*(0,T; L*(Q; R3))*,
due to the estimates

||u X WtHHl (0,T;L2(Q;R3))*

< CH1_>LOO||U X Wi || £10,1:02(0:R3))

(5.39)
< C) ol sz o7 o) [ Wil 20,7220k
< CH1—>L°°C 2_)LooHuHLQ(O,T;HQ(Q;]R3))”Wt||L2(07T§L2(Q;R3))’
as well as
[(Vu: Vw)z| 110,/7;12(0m9))
< CHlﬁLooH(VlV Vw)z|| 110,52 (2m3))
< CHHLOO 1V ul| L2 0,7;28 @r3)) | VW £2(0,7: 16 () || 2 || 00,7726 (:3)) (5.40)

< CHIHL“’ (CH1—>L6’ R?) |22 0,7;02 sm3))

HWHL2(0,T;H2 R3)) HZHC (0,T;H (S;R3)) »
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and
[(a-h)z| g7 L2rs))-

< OH1_>LOO||(U h)z|| 11 0,7:2(0;r8))

< CH1_>Loo lul| 4 (0,T;LP** (Q;R3)) ||ZHL4(OTLP**(Q R3 )HhHL2 0,T;LP (S%R?)) (5.41)
(0,T) 0,T)
< CHlﬁ)Loo (C](q1/4 L4) (C]g3/2,Lp**>2

||u||H1/4(O,T;H3/2(Q;R3)) ||Z||H1/4(0,T;H3/2(Q;R3)) ||h||L2(0,T;LP(Q;R3)) 3
for p** = I% < 00, which can be bounded by the &/ norm of u and z, using interpo-

lation with s = § in (5.31).

Differentiability of the forward operator

Formally, the derivative of F is given by
]F/(I’fl, dlv dg)(U, /817 /82)

Bimy — fa(mg 4 1m) x 1y,
—0—(341ut — ANu — éégu X Iﬁt — (3(2<m0 + ﬁl) X Uy
—2(V(m0 + Ii’l) . Vu)(mo + Ih) — |V(m0 + ﬁl)|2u
+((mg +m) - h)u+ (u-h)(mg + m)

(foT Jo Kie(t, 7, 2) - wy(z,7) da dr)

k=1,.,K, t=1,.,L

A A A oA u
_ ( - g—(m Q) %(m,a) %(m,a) ) 5,
Yy - 0 0
(a (m O‘))k 1,...K/=1,..L 3,
where S (1h, &) : U — W, Z2(m,a) : R - W, §2(m,a) : R = W,

(%Flff (m, &)=t xe=1..1 : U — L*(0,T)KE. Fréchet differentiability follows from

the fact that in
F(m + u, &g + S, Go + f2) — F(i, G4, G2) — F'(m, a4, do)(u, B, Ba)

all linear terms cancel out and the nonlinear ones are given by (abbreviating m =
my —+ Iﬁ)

(&1 + Br)(my +vy) — dymy — Gquy — fimy = Sy

(Gg + B2)(m +u) X (my + uy) — dom X my — fom X m; — Qo X My — Gom X Wy
= Gou X W + fom X u; + fou X my + fou X wy

|[Vm + Vul>(m + u) — [Vm|’m — 2(Vm: Vu)m — |[Vm|*u
= |Vu/*(m + u) + 2(Vm: Vu)u

(m+u)-h)m+u)— (m-h)m — (u-h)m — (m-h)u= (u-h)u

hence, using again (5.36)-(5.38) can be estimated by some constant times ||ul| +

B + 3.
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Adjoints

Starting with the adjoint of 22 (h, &), for any u € U, y € L*(0,T; L*(Q2)), we have,
using the definition of —Ay, i.e., (5.30),

3F0

a)u) -y dxdt

:/0/Q071ut-y+Vu:Vy—dz(uxﬁlt)~y—&2((mo+1h)xut)-y
—2(V(mo +1): V) ((mo + 1) - y) — [V(mo + mi)[* (u-y)
+ ((mg +1i) - b) (- y) + (u- ) (mg + 1) - y) ) d dt

/ / —énys + (~Ay) — Gotity X y + daye X (mo + 1) + oy X 1y
— 2((mo + 10) - y) (~Ax(mo + 1)) + 2((V(mo + 1) (Vy)) (my + 1)
+2((V(mo + 10)” (V(mg + 1i0))) y — [V(my + 1in) Py
+ ((mg +102) - B)y + ((my + ) - y) h) d dt

+ [ ) (@ () = day(r) % (mo + 10(7))) d

// fydxdtJr/ a(T) - g de, (5.42)

where we have integrated by parts with respect to time and used the vector identities
G-(bxd)=b-(Exa)=c-(@xb).

Matching the integrals over 2 x (0,7") and Q x {T'}, respectively, and taking into
account the homogeneous Neumann boundary conditions implied by the definition of
—Ay, (5.30), as well as the identities (5.34), (5.35), we find that 22 (mh, &)*y =: z is
the solution of (5.33) with f = f¥, g = g%, where in case W = H'(0,T; H*(Q; R?))*,
y = I[y], with y(t) solving

{ —Ay(t)+y(t) = w(t)in
d,y = 0on 0f)

for each ¢t € (0,T), or in case W = H'(0,T; L*(Q; R?))*, just y = L[w].
With the same y, after pointwise projection onto the mutually orthogonal vectors

my(z,t) and (mg(x) + m(z,t)) x my(z,t) and integration over space and time, we

also get the adjoints of g%‘i(rh, &), %(rﬁ, &)

F r F
0 0( A)*W:/ /mt'ydl’dt, a—AO a)'w / / my+1m)xmy)-y dr dt .
ddy o Ja Odvy
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Finally, the fact that for u € U, y € L?(0,T)5L
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615‘ .
/ M Q) k=1, =1, oW ke () yre(t) dt

/ / /Ku (t, 7, x) -z, 7) do dryge(t) dt (5.43)

/ //_KMT@ u(e, 7) d dr

; /Q Kie(t, T,2) - (e, T) de )ype(t) d.

MN I MN l MN
Mh I Mh I Me

£
Il

1

~
Il

1

where we have integrated by parts with respect to time, implies that due to (5.34),

(%(ﬁl, &))j=1.. Ke=1.. W = z is obtained by solving another auxiliary problem

(5.33) with

L L
0
/ E —Ke(t, 7, 2)yre(t) dt, g(x / E E Ke(t, T, 2)yre(t) dt.
1 /=1 T k=1 (=1
(5.44)

Remark 5.4.1. In case of a Landweber-Kaczmarz method iterating cyclically over
the equations defined by IFO, IFM, k=1,. K (=1,.., L, adjoints of derivatives of Fy

..........

(5.44) by just skipping the sums over k and 14 there

5.4.2 Reduced formulation

We rely on the formulation (5.24) with F' defined by (5.25), (5.26), (5.27). Due to
the estimate

HICMth%Q(O,T) < TH@H%Z(O,T)Hckpﬂ%%ﬂ,w)HmH%{l(o,T;LZ(Q,R:’r)p

if a, € L?(0,T), cxplt € L*(2,R?) we can choose the state space in the reduced setting
as

U=H0,T; L*(Q,R%), (5.45)

which is different from the one in the all-at-once setting.
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5.4. Derivatives and adjoints

Adjoint equation
From (5.25) the derivative of the forward operation takes the form
F'(&)8 = Kuy, (5.46)

where u solves the linearized LLG equation

Gy — Gem X u; — Gou X my — Au — 2(Vu : Vm)m

+u(—=|Vm]* + (m-h))+ (u-h)m = —gm; + fom x m;  in (0,7) x Q
du=0 on (0,7) x 09
u(0) =0 in Q,

and m is the solution to (5.21)-(5.23). This equation can be obtained by formally
taking directional derivatives (in the direction of u) in all terms of the LLG equation
(5.21)—(5.23), 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 of F”(&)

F'(&)" : L*(0,T)Kt — R?
satisfies, for each z € L?(0, )%~

(F"(&)"z, B)pe
= (2, F'(a )5)L2(0T

:i/zké // —po)ae(t — 7)er(z)py(z) - u (1, 2)dz dr dt
:gg/ Zie(t ( // —pi0)ag,(t — 7)er(z)pf(x) - u(r, z) dz dr

[ (e - Tea(olpfe) - u(r: o) d )
_ /0 ' /Q u(T,x)-ii /0 o) ee(t — 7y e(t) ca(@)pF(2) dt di dr

k=1 (=1
K L
/ (T, z) ZZ/ — 10 e (t) 2o (1) i (2) Pl (2) dt da
=: (u, KZ)L2(O7T;L2(Q7R3)) +< ( ) KTZ) (547)

as the transfer function a is periodic with period 7', and the continuous embedding
H(0,T) — C0,T] allows us to evaluate u(t =T).
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5.4. Derivatives and adjoints

Observing
T T
/ / —d1q; -udrdt = / /071ut -q°dr — / aq*(T) -u(T) dz,
o Jo 0o Jo Q
T
/ —Gs(m X q°); - udzdt
o Ja
T
= / / —Go(m X wy) - q° do dt — / ao(m x g*)(T) - u(T) dz,
T
J
T
J
T
J

T

Go(q” X my) -udrdt = // —as(u x my) - *dzdt,

—Aq® -udrdt = // —q° - Audz dt — //ayq -udzdt,
o9

Q*(—=|Vm|? + (m - h)) - udz dt = / / (—=|[Vm|* + (m-h))) - q* dz dt,
( -m)h-udzdt = / /u h)m - q*dzdt,

2(m - q*)Am - udzdt

// (Vm : Vu)(m - q°) dz dt

+2/ / (Vm)'Vm)q® —u- ((Vm)'Vg*)mdx dt ,

:o\{o\b\b\b\

/T
I

we see that, if g* solves the adjoint equation

—aq; — aom X q; — 26om; X q° — Aq”®
2((Vm)'Vm)g®+2((Vm)'Vqg*) m
+(=|Vm)?+ (m-h))g* + (m-q*)(h+2Am) =Kz  in (0,7)xQ (5.48)
0,9° =0 on (0,7) x 092 (5.49)
dq*(T) + Go(m x q°)(T) = Krz in O (5.50)

then with (5.47), we have
(F/(@)*Z; ﬁ)RQ = (11, KZ)LQ(O,T;L2(Q,R3)) + (U(T), KTZ)L(Q,R?’)

:/T/(—&mt—l—ﬁzmxmt)-qzdxdt
= (b1, B2) - (// —m; - dedt//mxmt dedt)
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5.4. Derivatives and adjoints

which implies the Hilbert space adjoint F'(&)* : Y — R?

F'(a)*z = (/OT/Q—mt-qZ dz dt, /OT/Q(”‘ X my) - o dxdt), (5.51)

provided that the adjoint state q* exists and belongs to sufficiently smooth space (see
Subsection 5.4.2 below).
The end condition (5.50) is equivalent to

ay —aom3(T)  Gomy(T) A .
d2m3(T) dl —dgml(T) qZ(T) =: ngz(T) = KTZ,
—dng(T) del (T) 6{1

where m;(7T),i = 1,2,3, denotes the i-th component of m(T"). The matrix M$ with
det(M%) = |a1(a2 + a3)| is invertible if &; > 0, which fits into the condition for
existence of the solution to the LLG equation. Hence, we are able to rewrite the
adjoint equation in the following form

—1q; — Gom X q; — 2aomy X q° — Aq”®
+2((Vm)'Vm) ¢* + 2 (Vm) 'Vg*) m
+(=|Vm* 4+ (m-h)g* + (m-q*)(h+2Am) =Kz in (0,7)xQ (5.52)
oq® =0 on (0,7) x 092 (5.53)
@ (T) = (M) ' Kpz in Q. (5.54)
Remark 5.4.2. Formula (5.51) 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 (#/, /1) with the break points 0 =t < ... <" ! =T

. 4 . ‘ a ., .

F]gg : D(F)(g X) — yj, o = yJ = ,Ckfas(aﬂ(tj,tj“) (5.55)
with

Vo= L2t KL =0, .n—1, (5.56)
hence
. tit+1
uly(t) = / | / — it — T)e(@)ph(z) - m (z, 7)dadr. (5.57)
tJ Q

Here we distinguish superscript j for time subinterval index and subscripts k, ¢ for
the index of different receive coils and concentrations.
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5.4. Derivatives and adjoints

For 27 € )7,
K L $I+1 ‘
(KoY t) = 33 —poci(x)ph(z) / dn(r— ) (e te(0,T),
k=1 (=1 t
K L ti+1 '
(Rr!)(a) = D23 -poes(apl(e) [ ar)or)
=1 ¢=1 ¢

yield the same Hilbert space adjoint F7'(4)* : )7 — R? as in formula (5.51), and the
adjoint state g*" still needs to be solved on the whole time line [0, 7]

— ézquj — Qom X qu — 20y X qzj — quj
2 ((Vm) Vm) q°’ + 2 ((vm)Tquj> m
+ (=|VmP+ (m-h)q” + (m-q*)(h+2Am) = K2/ in (0,7)xQ  (5.58)
9,97 =0 on (0,T) x 9Q (5.59)
o (T) = (M) Ky in Q. (5.60)

Besides this, the conventional Kaczmarz method resulting from the collection of
observation operators Ky, with k = 1... K, ¢ =1... Lasin (5.13) is always applicable

Fyo : D(F)(C X) = Ve, O = Yo 1= Kk[aat(S(d)) (5.61)

with
Vu=L*0T) k=1...Kf=1... (5.62)

Thus F},(&)" can be seen as (5.51), where the adjoint state qf, solves (5.52)-(5.54)
with corresponding data

Kuz(z,t) = —,uock(ac)pf(m)/o ar(T—t)z(T)dr  te(0,T),
Krwz(z) = —,uock(x)pf(x)/o ae(T)z(T) dT
for each z € V.

Solvability of the adjoint equation

First of all, we derive a bound for q*. To begin with, we set 7 = T" — t to convert
(5.52)-(5.54) into an initial boundary value problem then test (5.52) with qf

/Q i () - (1) do = (D)2 00
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5.4. Derivatives and adjoints

Ga(m(t) x q; (1)) - q; (t) dw = 0,

[ ) a0 - (0 do < gl ()l sz 07Oz 67 0) iz
| A0 it do = S 2 IVE Ol 0
| () Im(o)a (1) - ai(1) da

< (O o)1V m|7 s (o 1 .y 1 () | Lo .m9) 1F (8) | 22(0,m5) »
((Vm(t)) 'V (t))m(t)) - of (t) d
< ity e IV | 12 23 |V (1) L2 00m) 17 (1) 22003

(=[Vm(t)]* + (m(t) - h)a*(¢) - g (t) do

:\:a\

< (ORI o oy + IO 0.2 ) ™ (1) o020 1 (1) 20,20
(m(t) - o (1) ht) - q (1) de < [0 ms) 1o () oo 16 (8| 209
(m(t) - o (1)) Am(t) - G (1) da
< Ol Am() | s s o™ ()| s co,es) 1 (O] 209

/f(z(t) i (t) do < || K2(t)|| 2o 19; () | 120 -
Q

:\:a\

Above, we employ the fact that the solution m to the LLG equation has lm| = 1
and continuity of the embeddings H(2,R3) — L%(Q,R3) — L3(Q, R?), H*(Q,R3) —
L>=(Q, R3) through the constants C’gl INTY C’gl .73 and C’IS}Z _ 100, Tespectively.
Employing Young’s inequality we deduce , for each ¢ < T and € > 0 sufficiently small,

1 d z ~ z
5 2 IV Ol + (@1 — Ol Ol 20z
< [ (V) oz ) + 1V Py + (8 s (aesy + 1RO W)
. ~ C
N Ol gy + 1K =0 Faamn | (5.63)

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 q*(t) = e'q®(t), which yields q?,(t) = e'(q*(t) + qi(t)). Af-
ter testing by qf, the term [, q*(t) - gj(t)dz = 14||q*(¢ )H%Q(Q,R?’) will contribute

o 14|Vq(t )”%2(9,11{3) forming the full H'—norm on the left hand side. Alterna-
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5.4. Derivatives and adjoints

tlvely, one can add g® to both sides of (5.52) and evaluate the right hand side with

fQ t)de < 4 cllas( )”Hl @QR3) T ella; (t )HL2 (Q,R3)"
Integratmg over (0, t), we get

§||qz(t)||%11(n,n§3) + (1 — E)||‘lf||%2(o,t;L2(Q,R3))

t
< [ | (1980 + IV Bz + ) sy + G )
0

C

I s+ IR o + 1O Kol o

with the evaluation for the terms || Kz| 120 r.z2(rsy and ||(Mg) ' Krz|2, (re) (ROt

causing any misunderstanding, we omit here the subscripts k, ¢ for indices of concen-
trations and coil sensitivities)

HKZ(t)l‘%Q(Q,R?') < CHCPRH%%Q,R?')“&H?ﬁ(o,T)HZH%Q(O,T)
a,c,pt
< C¥P 2] T2,y »
|(M%)_1KTZH12L11(Q,R3)
< CQHZH%%O,T)H&H%%O,T)
- (Nep™ 18y ) + e (T) s gy + llep s (7)) s )
< Cdo’p’aHZH%z(o,T) (HCPR“?{I(Q,W) + HCPRH%G(Q,RS)||Vm(T)||2L3(Q,R3))
< Ca“Z”QLQ(O,T) <||CPR||%11(Q,R3) + (OglaLGCIglﬁm)Q”CPRH%{l(Q,R?’)||vm||%°°(0,T;H1(Q,R3))>
a,C R

< C%P 2] 2 0.y IV (0 1 9
with some 4, j, k = 1,2, 3. This estimate holds for cp € H'(Q, R?) thus requires some

smoothness of the concentration c, while the coil sensitivity p”
practice.

Then applying Gronwall’s inequality yields

is usually smooth in

19" ([ oo 0,711 (2, %))
< Cexp <||Vm|]%m(07T;H1(Q7R3)) + IVm|| 207, m2(0.r3)) + [Myl| 20703083
+ ||h||L2(0,T;L3(Q,]R3))>-(HKZHLQ(O,T;LQ(Q,R3)) + ||(M%)_1KTZ||H1(Q,R3))

< C*eP (HVm”L°°(O,T;H1(Q,R3))OL2(O,T;H2(Q,R3))a HthL2(o,T;L3(Q,R3

Ds [l 2207 080,m9)))
'||Z||L2(O,T)-
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5.4. Derivatives and adjoints

Integrating (5.63) on (0,7), we also get

la ([ 20,7: L2 r2))
= R
< v (||Vm”L°°(O,T;Hl(Q,R3))OL2(0,T;H2(Q,R3))a e[ 207,25 (%)) ||h||L2(07T;L3(Q1R3)))
Nzl 20,y

Altogether, we obtain

9 (| oo 0.1 21 (2m3)) + 19 | 220,722 R9)) (5.64)
a,c,pt
< C0veP (”Vm”L°°(O,T;Hl(Q,R3))OL2(O,T;H2(Q,R3))7 ||mt||L2(0,T;L3(Q,R3))7 ||h||L2(O,T;L3(Q,R3)))
A1zl z20,7)-

This result applied to the Galerkin approximation implies existence of the solution
to the adjoint equation. Uniqueness also follows from (5.64).

Regularity of the solution to the LLG equation

In (5.64), first of all we need the solution to the LLG equation m € L>(0,T; H?(, R?))
NL2(0,T; H3(2,R?)). This could be referred from the regularity result in [43, Lemma
2.3] for my € H*(Q,R?) with small [[Vmyl|;2rs). The remaining task is verifying
that the estimate still holds in case h is present, i.e., the right hand side of (5.21)
contains the additional the term Proj,,.h.

Following the line of the proof in [43, Lemma 2.3], we take the second space
derivative of Proj,,.h then test it by Am

/ Ah(t) - Am(t) dz
Q

_ [IAn@)@m [Am @)@z i h e L0, T; HX(S,R?))
= VIVR) |2 (pn | VPm() | s2ps) i h € L2(0,T; HY(Q,R?)), ,h =0 on 92’

/Q A((m(t) - h(t))m(t)) - Am(t) dz

Cln(®) [ 209 (1 + 61Vm(t) || m10,r9) + 2[VM() || 20029 VI| 100 0,7, 22(0,m0) )
J1AM(®) | 2050 it h e L2(0,T; H2(Q,R%))
~ | CIm@) s (142 V@)l rars) 1VPm(t)]| 2o re)
it h e L2(0,T; H(,R?)), 8,h = 0 on 9O
with C' just depending on the constants in the embeddings H' (2, R3) — L°(Q, R3) —

L3(92,R3). Then we can proceed similarly to the proof of [43, Lemma 2.3] with
applying Yong’s inequality, Gronwall’s inequality and time integration to arrive at

( s L ( ’ ))ﬂ ( 3L ( ’ ))
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5.4. Derivatives and adjoints

where ||h]|| is evaluated in L?(0,T; H'(2,R3)) or L*(0,T; H*(2,R?)) as in the two
cases mentioned above.

It remains to prove m; € L?(0,T; H(Q,R?)) — L?(0,T; L3(Q,R?)) to validate
(5.64). For this purpose, instead of working with (5.21) we test (5.18) by —Am,

[ mi(0)- (=8 (0) do = [Fm)
/Q —arAm() - (~dmy(t)) do = 7@||Am< 2@
[~ m(Pmo) - (-Am0) de = ~ar [ 7 (Vim0 Pm(o) : Vini(t) do

S aq (20]21%L6021*>L3||vm||L°°(O,T;H1(Q,R3))||Am( )”Hl(Q,R?’)
+ (Ch P IVR o1 2 ) | VI 20,89

/ —ay(h(t) — (m(?) - h(t))m(t)) - (—Amy(t)) dz
:—%/K7 m(t) - h(t))m(t)) : Vmy(t) do

< 200 ([Vh(t) || 2@rs) + Chi o lh() 3.z VM| Lo oz .3y ) VM (8) || 20 ps) |
l/ﬂMm®xAm@yGAmﬂmm:/—%Wm@xAm@%VmﬁMx
Q Q

< oyl (Cgl—)LGCgl—Jﬁ||vaL°°(07T;Hl(Q7R3))||Am(t)HH1(Q,R3)
+ IVPm(t)]| 2o,r2)) [ Vi ()] r2(0,r2)
/ —as(m(t) x h(t)) - (—Amy(t)) dr = / —aoV(m(t) x h(t)) : (Vmy(t)) dz
Q Q
< as| (Cr o0 ()| 2 ore) |V oo (0 711 (0,m2)) + | VR(E) 22002 ) [ VM ()] 220075

Integrating over (0,7") then employing Holder’s inequality, Young’s inequality and
(5.65), it follows that

(1- 6)vatHL2(O,T;L2(Q,R3))
S 4_6 <||vm||Lm(07T§H1(QaR3))||vm||L2(O,T;H2(Q,R3)) + ||Vm||?i°°(O,T;H1(Q,R3))

+ IVm|| 2 0,7;m20,r8)) + 1Dl 220,081 @r3) | V| Loo (0,751 (2 R3Y) + ||h||L2(O,T;H1(Q,JR3))>
< (IVmo||mo,re) + [[h[]) C(IVmo|| g1 (@ s), [B]])- (5.66)

Also |lmy||r20rz20r%) < C (VMo r2@rs + |[hl 207 r20r2)) according to [76]
with taking into account the present of h, we arrive at

o[ z2(0. s @z < (IVmollzr@.pe) + hl]) CIVM0l| @z, [BID, — (5.67)
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5.4. Derivatives and adjoints

where ||h]| is evaluated in L*(0,T; H'(Q,R?)) or L?(0,T; H*(2,R?)).

In conclusion, the fact that m € L*(0,T; H*(Q,R?)) N L*(0,T; H3*(2,R?)) N
HY0,T; H(Q,R?)) for my € H*(Q, R?) with small ||Vmg||z2(ors), and
h e L*(0,T; H'(Q,R?)),0,h =0 on 9Q or h € L*(0,T; H*(Q,R?)) guarantee unique
existence of the adjoint state q* € L*>(0,T; H'(Q,R?)) n H(0,T; L*(Q,R?)). And
this regularity of q* ensures the adjoint F”(&)* in (5.51) to be well-defined.

Remark 5.4.3.

e The LLG equation (5.21)-(5.23) is uniquely solvable for &; > 0 and arbitrary
Qs. Therefore, the regularization problem should be locally solved within the
ball B,(a°) of center & with 4§ > 0 and radius p < &3.

e [43, Lemma 2.3] requires smallness ||Vmgl[z2qrs) < A, and this smallness de-
pends on & through the relation Cf </\2 + 2+ 3—?A> < 1 with C'! depending

on the constants in the interpolation inequalities.

Altogether, we arrive at

D(F) = {d = (a1,49) € B,(a") : 0 < af,p< &), C! <A2 +2)\ + %A) < 1} :
1
(5.68)

Differentiability of the forward operator

Since the observation operator K is linear, differentiability of F'is just the question
of differentiability of S.
Let us rewrite the LLG equation (5.21) in the following form

and denote

oo S(a+ep) — S(a) 4o B—m
€ €

Considering the system of equations

G(&+€ef,n) — An = f(n),
g(&, m) —Am = f(m),
Jm(@, m)u+ g4 (&, m)s — Au = fi,(m)u
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5.4. Derivatives and adjoints

with the same boundary and initial data for each, we see that v¢ solves
€

(@, M)V — AV — [ (m)¥

— M _ f’ (m>ve o g(df—FEﬁ,l’l) _g(d7m)

m (5.69)
€ €
+ g (G, m)Ve + g, (&, m)S in (0,7) x Q
0,V =0 on [0,T] x 02 (5.70)
F(0) =0 in Q, (5.71)
explicitly
G1Vy — Gom X Vi — GV X my — AVS
—2(V¥V*: Vm)m + v(—=|Vm|? + (m - h)) + (¥ - h)m
1
= — (|Vn|>n + Proj,.h — [Vm|*m — Proj,, h) (5.72)
€
—2(Vve: Vm)m + v¢(—|Vm|? + (m - h)) + (v* - h)m
- ((6q + €B1)ny — (g + €fo)n X ny — Gymy + Gom X my)
+ vy — Gom X Vi — GV X Iy
+ fimy — fom X my in (0,7) x Q
9, =0 on [0,7] x 9 (5.73)
¥(0) = 0 in Q. (5.74)

Observing the similarity of (5.72)-(5.74) to the adjoint equation (5.52)-(5.54) with
v¢ in place of q* and denoting by b€ the right hand side of (5.69) or (5.72), one can
evaluate ||v¢|| using the same technique as in Section 5.4.2. By this way, one achieves,
for each € € [0, €],

V| oo 0,111 (r2 )N E (0,732 (0,R3)) < OB 2207 22(0,73))

with b¢ € L*(0,T; L*(2,R?)) also by analogously estimating and employing m,n €
L>(0,T; H*(,R3)) N L*(0,T; H3(Q,R3)) N H'(0,T; H(,R?)). We note that the
constant C' here is independent of e.
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5.4. Derivatives and adjoints

Next letting V := L>°(0,T; H'(Q,R3)) N H(0, T; L*(©2, R?)), we have

1D 20,722 (0, 3))

:HM b (e _ 0 cm) — (6 m)

_fmmv €

+ G (G, m)v© + g5 (4, m)3

L2(0,T;L2(Q,R3))

< [ (Gt s 2ev) = )y = (G4 re8m 4 2ev) = (i)
0

— (G + Ae,m + Aev) — G (6, m)) ) dX

L2(0,T;L2(Q,R3))

<2 sup (Hffn(m + Aev)|lvor2omrz@re) [VeIly
A€[0,1]
€€[0,¢]

=+ ||g;n(d + )\Gﬁ, m + )\EVE) ||V—>L2(0,T;L2(Q,]R3)) ||VE||V

+ 146+ AeB, m -+ Aev) s 2020, |B]).

In order to prove uniform boundedness of the derivatives of f,§ w.r.t A e in the
above estimate, we again proceed in similar a manner to Section 5.4.2 since the space
for g* in Section 5.4.2 (c.f. (5.65)) coincides with V here and by the fact that for
m,n € L>=(0,T; H*(Q,R?)) N L?(0,T; H3(Q,R3)) N HY(0,T; H(Q,R?))

1
oty < { L L_e il
mase{fm . ]} < max { ==, =} (moll e oz Il sz
C
< = . (5.75)
ai —p

If 0,h = 0 on 09, we just need the |.||L2(0,7; 11 (0,r3))-norm for h as claimed in (5.65).
This estimate holds for any € € [0, €], and the constant C' is independent of e.

To accomplish uniform boundedness for ||b||.2(07;12(0,r3)), We need to show that
|v¢|ly is also uniformly bounded w.r.t e. It is seen from

(n),
(m)

g(@+ef,n) — An
m

f
f
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5.4. Derivatives and adjoints

that v¢ solves

1
/ Gon (& + XeB,m + AevO)vE + 5 (& + A, m + Aev®) B dA—AVE
0

1
= / i (4 XevE)vE dA in (0,7)xQ  (5.76)

0
v =0 on [0,7] x 9Q (5.77)
ve(0) =0 in Q. (5.78)

Noting that M := m 4+ Aev® = An + (1 — A\)m has [|[M]|| < AC ,VYA € [0,1] with

C being independent of €, and ¢ is first order in &, we can rewrlte (5.76) into the
following linear equation

G(& + XeB, M)VE — AvC + F(M)v® = B(M)S. (5.79)

Following the line of the proof in Section 5.4.2, boundedness of the terms —A, F(M),
B(M) are straightforward, while the main term in G(& + e, M) producing the
single square norm of vy, after being tested by vg is

' A N €
[ @) [ i) viods i3 = VO (a1+ )
0 Q

> [V )Lz (s (45 = p)-

According to this, one gets, for all € € [0, €,

Ivllv < CIBIIBM)llg2o r20,7:0.82) < |BIC (5.80)

with C' depending only on myg, h, &°, p.

Since b® — 0 pointwise and ||b€|| 201 r20rs)) < C for all € € [0,¢€], applying
Lebesgue’s Dominated Convergence Theorem yields convergence of ||b||.2(0,7;22(0,r3)),
thus of || V]|, to zero. Fréchet differentiability of the forward operator in the reduced
setting is therefore proved.

Conclusion and outlook

In this chapter, we outlined the mathematical model of MPI which led us to the
LLG equation describing the magnetic particle interaction 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 value problem based on the LLG equation. To this end we deduced a de-
tailed analysis of the forward model, i.e., the operator mapping the coefficients to the
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5.4. Derivatives and adjoints

solution of the PDE as well as of underlying inverse problem. The inverse problem
itself was investigated for an all-at-once and a reduced approach. The analysis in-
cludes representations of the adjoint operators and Fréchet derivatives. These results
are necessary for a subsequent numerical computation of the system function in a ro-
bust manner, what will be subject of future research. Even beyond this, the analysis
might be useful for the development of solution methods for any inverse problems
that are connected to the LLG equation.

Concerning the model, the following directions are of our interest:

One might include further energy contributions to the effective magnetic field,
e.g., the anisotropy, which is modeled as the additive term (m - n)n for a given
anisotropy direction n € §2. We expect a change in the form of the adjoint equation
in the reduced setting, while in the all-at-once one, the procedure to compute the
adjoints stays untouched except that the anisotropy term will contribute to f¥ in the
expression (5.42).

We plan to extend to the case of time-dependent particle density. In this situation,
we replace ¢(z) by ¢(z,t) in all formulas, and where the kernel K is differentiated in
time (as a result of integration-by-parts), we need to differentiate ¢ as well.

136



Chapter 6

Numerical reconstruction in MPI

In this chapter, we present a numerical study for the theory introduced in Chapter 5,
including approximation of solutions to the LLG equation and reconstruction of the
involved physical parameters for given measured MPI data.

The chapter is outlined as follows: Section 6.1 discusses the iterative Landweber
and Landweber-Kaczmarz schemes for the reconstruction problem in all-at-once and
reduced versions. This leads to an LLG solver relying on the all-at-once approach,
which offers an efficient computation scheme for solving the nonlinear LLG equation
and will be utilized in the reduced setting. Section 6.2 provides several synthetic
examples, also physically meaningful simulations followed by comparisons between
the two versions to visualize as well as analyze the proposed algorithm.

6.1 Algorithm

Let us first of all refer to Chapter 1, Section 1.1.3 for the definition of the Landweber
and Landweber-Kaczmarz regularization methods. We now make explicit the steps
comprised in each of these methods in the all-at-once version as well as its counterpart
reduced version. For the all-at-once setting, the algorithm relies on Section 5.4.1, and
for the reduced setting, it results from Section 5.4.2, both sections are in Chapter 5.

6.1.1 All-at-once Landweber
Start from (Iﬁ, @1, &2)]':0 = (m — My, OAél, OAéQ)j:(), run
S.1. Set argument to adjoint equations

Let m := ﬁlj,dl = dlj,dg = dgj
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6.1. Algorithm

Compute

W = dlli’lt — AN<1’I10 + Ih) — &g(mo + Ii’l) X l’ilt
— |V (mg + 1) *(mg 4+ m) — h + ((mg + 1) - h)(mg + m)

=1,...

Check: Stopping rule according to discrepancy principle.

S.2. Compute the adjoints

A. Compute z = 22 (1, &)*w

A.1l. Input: w
Solve
—Ay(t) +y(t) =w(t) in
d,y=0 on 0f2.
Output: gy

A.2. Input: g
Compute

()= Ll = - [ (= o ds 1 [ (=i

Output: y
A.3. Input: y
Compute
' = —diy; + (-Any) — oty X y + Gy X (Mg + 1) + Aoy X 1
—2((mg +1m) - y) (~An(mg + m))
+2((V(mg + )" (Vy)) (mg + 1n)
+2((V(mg + )" (V(my + 1)) y — |V(mo + m)|%y
+ ((mg+m) -h)y+ ((mg+m)-y)h
g} = dry(T) — oy (T) x (mg + 0(T)).
Output: ¥, g’
A4. Input: £, g%

Solve
—vi—Av=1f in (0,7) x Q
O, v=0 on (0,7) x 02
v(T)=g} inQ.
Output: v

138



6.1. Algorithm

A5, Input: v
Solve
z:—Az=v in (0,7) x
0,z=0 on (0,T) x 0
z(0)=0 in Q.
Output: z

B. Compute s = (%F“(m )=, K a=1 L)*r

B.1. Input: r from Step S.1.

Compute
T K L P
/ ZZa—K (t, 7, 2)re(t) dt
0 =1 = 97
T K L
:/ SO Kt Toa)ralt) d
0 k=1 ¢=1
with
ka(ta T, I’) = _/‘Loag(t - T)Ck(x)p?(x)
Output: ', g"

B.2. Step A.4. with input: f', g"
B.3. Step A.5. with output: s

C. Compute 3 = (m a)*w
C.1. Input: y from Step A.2.
Compute
T
:/ /rht'ydxdt
0o Ja
Output: ,81
D. Compute [y = (m a)'w
D.1. Input: y from Step A.2.
Compute

__/OT/Q((mO+m) x 1) -y da dt

Output: [
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6.1. Algorithm

S.3. Update m, &y, o

tiy = 1y — iz +s) (6.1)
Q41 = Q1 — pbh
Qi1 = Qo — [P

In the implementation, one can consider each of the vector fields as a three-

dimensional matrix, i.e., Figure 6.1. Steps A.1., A.2., A.4.; A.5. then operate on each
time-space slice, meanwhile Step A.3. needs to be calculated among 3D-matrices.

X
Q/(\

time

space

Figure 6.1: Matrix representation for a vector field in the all-at-once setting.

Remark 6.1.1. In case of having given parameters &1, &y, one can omit Steps B., C.|
D. and Steps (6.2)-(6.3) in S.3.to obtain a numerical solution to m. This procedure
can be seen as a LLG solver.

As far as a numerical solution of LL.G is concerned, numerous investigations have
been recently published. Bartels and Prohl in 2008 [8] considered a p-harmonic heat
flow with 1 < p < oo and established a numerical implementation strategy based
on solving a nonlinear system per time step. These authors integrated a fixed-point
method with stopping criterion (to handle the nonlinear system) into a lowest order
conforming finite element method. The work of Alouges et. al. in 2008 [2] described
a new implicit finite element scheme, which avoids solving nonlinear systems. This
f-scheme introduces the new term v := m; to form a linear equation in v. At each
time step 1, 6 € [0, 1] involves V(m,,+60kv,,) in the variation formula (hence implicit),
where k is the time step size. After solving v,, by an implicit finite element scheme,
m at the next time step (n + 1) is updated by m,,; := % Inspired by the
O-scheme, Banas et. al. in 2014 [6] studied the more general model including the
magnetostriction effect instead of the magnetostatic simplification. The phenomenon
is governed by a coupled problem of a LLG equation and a second time-dependent
PDE representing the magnetostrictive contribution. The authors later dealt with
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6.1. Algorithm

the full Maxwell-LLG equation in [5] and proposed a fully decoupled scheme. In
2014, Alouges et. al. [3] upgraded the original first order #-scheme with replacing the
tangential update for m by a higher approximation via Proj,,. and my, creating a
new (almost) order two #-scheme. The algorithm initializes with differentiating with
respect to time the LLG equation then ends up with a variation formula linear in v.
The approximation in space is still of order one (P! Lagrange finite elements), and
the convergence of the scheme does not hold for higher order elements.
Independently of these existing works, our algorithm is attractive from a practical
point of view since we also require to solve only linear PDEs per iteration step. Our
contribution as well as the advantage of the method can be summarized as follows

e Unlike the mentioned novel schemes, that find m at each time point per iteration
step, our scheme solves m at all time instances per iteration. The loop in our
scheme is dedicated to the Landweber(-Kaczmarz) iteration, which improve the
whole m([0, 7] x ) gradually. This shall grant access to space-time adaptive
discretization.

e In each step, only three separate and conventional linear PDEs, i.e. A.1., A.4.
and A.5. are required to be solved. Our method, therefore, does not need to
derive new theory for proving unique existence and convergence of finite element
solutions, which are the main results in most of the current literature.

e Also with this reason, the suggested method is favorable in implementation
since one can make use of existing standard finite difference or finite element
codes.

e We also remark that our method is able to be upgraded to higher order through

— higher order standard FD/FE for solving the conventional PDEs in A.1.,
A4, A5, (feasible).

— higher order numerical approximation for the integrals and derivatives in
A.2., A.3. (feasible).

— higher convergence rate of the Landweber. This fact depends on how
smooth the exact solution is (source condition) [62, Section 2.3]. And this
turns out to be smoothness of my and h, which is feasible if one proceeds
similarly to the proof of regularity of m in the reduced setting (c.f., Chapter
5, formulas (5.65), (5.67)).

e Although not being presented here, our method can be extended to the case
when the anisotropy m(m) is involved in the effective field, under certain con-
ditions on m. This is due to the fact that after calculating F'(m, &4, ao)*w,
only the term 7/(m)*w is added to £ in Step A.3., while all other steps remain
unchanged.
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6.1. Algorithm

e As the examples illustrated in this chapter are in simple one-dimensional do-
main, a finite difference discretization is well adapted. On the other hand,
there is no reason preventing the proposed method to be implemented by finite
elements to better suit complex geometries.

e Concerning memory requirement, in each of the Landweber iterations if using an
implicit Euler time stepping scheme, the proposed method demands a storage
for computing the cross product of two matrices of size nxx3 (number of space
grids x number of components) or multiplication a matrix of size nxxnx (finite
difference matrices or stiffness matrix) with a vector of nx elements. This yields
similarity in the memory requirement with the other existing schemes.

However

e As a nature of a nonlinear inverse problem, our scheme is able to solve it just
locally, i.e., a sufficiently good initial guess needs to be known.

e Concerning memory requirement, our algorithm demands more memory than
the others as the whole m([0,T] x ) needs to be allocated in RAM for each
Landweber iteration.

6.1.2 Reduced Landweber
Start from d&;—¢ = (41, &2)j—0, run
S.1. Compute the state m := S(é&;) according to the LLG equation

S.2. Set argument to the adjoint equation
Compute

T
r(t) = (/ /Kkg<$,t,7')m7—<x,7') dx dT) — y‘;(t).
0o Ja k=1,.. . K f=1,..L

Check: Stopping rule according to discrepancy principle.

S.3. Compute the adjoint state q* = F”(&)*r according to

—1q; — Gom X q; — 26omy X q° — AqQ”®

+2((Vm)'Vm) ¢* +2 ((Vm)'Vg*) m

+(=|Vm)* + (m-h))q® + (m - q*)(h +2Am) = K7 in (0,7) x Q  (6.4)
d,9° =0 on (0,7) x 092 (6.5)
(1) 4 Go(m x *)(T) = Kpr in Q2
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6.1. Algorithm

(Kr)(x,t) =Y Y —pock(z)pf(2) / Qoo (T — re(r)dr t € (0,7)
k=1 (= 0

(Fan)ta) = 3030 —moes(e)pfia) [ arintr)dr.

k=1 (=1

S.4. Update Ay, o
T
(3(1j+1 = dlj — /JJ/ / —Imy - qz dx dt (67)
0 Q
T
662j+1 = dgj — /JJ/ /(m X mt) . qZ dx dt. (68)
0 Q

In contrast to the all-at-once setting, which solves the conventional PDEs on time-
space slices, the PDE in the adjoint equation (Step S.3.) of the reduced one involves
cross product and modulus, it, therefore, interacts between three components. Figure
6.2 is an example for assigning a vector field to a matrix when dealing with imple-
menting the reduced version. One might reshape the matrix in Figure 6.2 into one
vector of nz X 3 X nt elements.

For Step S.2. here, one can employ the LLG solver introduced in Remark 6.1.1.
In order to search for m, the program needs an initial guess, which can be chosen as
the initial state my. Then the computed m; of the Landweber iteration j, besides
being the input to the next steps S.3.-S.4. in the stream, on the other hand, plays
the role of an initial guess for S.2. in the next iteration (j + 1).

The reduced setting is supposed to run more slowly than the all-at-once one, if
using the same step size, as each of the Landweber iteration calls a LLG solver leading
to another inner loop.

time

Xy 3 components

space

3 components

Figure 6.2: Matrix representation for a vector field in the reduced setting.
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6.1. Algorithm

Besides the Landweber method, we consider also the Landweber-Kaczmarz method,
which is especially attractive for problems with large datasets or high dimensional
model operator; that our MPI problem with signals from several concentration sam-
ples and multiple receive coils in calibration is one typical example. In particular,
Kaczmarz method does not need to finish operating the whole system of KL equa-
tions, instead it just successively sweeps through each of those equations in each
iteration. Motivated by this idea, we propose two independent Kaczmarz schemes,
namely, we either segment the time line into several subintervals or use one single
data measured from one concentration sample and one receive coil in each iteration.
The algorithms for those schemes are detailed in the following remarks.

Remark 6.1.2. Kaczmarz based on time segmenting
Start from &;—¢ = (Gq, &2)j—0, run
S.1. Compute the state m := S(&;) according to the LLG equation

S.2. Set argument to adjoint equation
Compute

r<t>=</

with 7 = FJ,O:tO<...<t”‘1:T.
n

ti+1
/Kkg z,t,7)m,(x,7)dx d7'> — 4 () X 1) (2)

k=1,...,Kt=1,...,L

Check: Stopping rule according to discrepancy principle.

S.3. Compute the adjoint state q* = F”(&)*r according to (6.4)-(6.6) with

- ZZ —Hock(z x)/t g (T —t)rpe(T)dr 1 €(0,T)

K ti+1
k=1 (=1 J

ti+1

KTr ZZ —pocx () pl(z) /t ag(T)rge(T) dT.

(=1 ’

[y

S.4. Update &1, aq as (6.7)-(6.8).
Remark 6.1.3. Kaczmarz based on data selection
Start from &;_¢ = (41, &2)j—0, run

S.1. Compute the state m := S(&;) according to the LLG equation
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6.2. Numerical experiments

S.2. Set argument to adjoint equation
Compute

r(t) :/0 /QKkg(iL‘,t,T)mT(l‘,T) dxdT—ygz(t)

: e J
th k, ¢ satist kl = | —1.
wi , ¢ satistying {KLJ

Check: Stopping rule according to discrepancy principle.

S.3. Compute the adjoint state q* = F'(&)*r according to (6.4)-(6.6) with
T
(Rr)(e.t) = —pocel@lpfi(e) | rolr = or(r)dr e (0.1)
0
T
(Rrr)a) = ~mocr(0)pfi(a) [ au(rr(r)dr.
0

S.4. Update &1, aq as (6.7)-(6.8).

6.2 Numerical experiments

6.2.1 LLG solver

When using the algorithm in Remark 6.1.1 as an LLG solver, there is no noise involved
in the process as the exact data (y = 0) is known. Hence, the algorithm should be
run with as large number of iterations as possible in order to reach an acceptable
accuracy for the reconstructed m.

In the following, we shall numerically test this algorithm using the finite difference
method for Steps A.1., A.3.-A.5.. In particular, central difference quotients were
employed to approximate time and space derivatives. Numerical integration in Step
A.2. runs with the trapezoidal rule. For computing the respective L?-norms, we use
also the trapezoidal rule. For time discretization, the interval [0, 0.2] is partitioned
into 51 time steps, and for the space domain [0, 27|, we impose a discretization of 101
grid points. The method in use is Landweber.

We now analyze the numerical performance of the LLG solver by means of three
test cases specified in Table 6.1. Test 1 with the corresponding parameter set is indeed
a true solution to the LLG equation. Test 2, however, does not completely yield the
original LL.G equation since in the LLG model, my is supposed to have constant length
over (2. For the same reason, initial data in Test 3 although fulfilling the requirement
of constant length (|mg(x)| = 2), does not have a homogeneous Neumann boundary.
Nevertheless, those test cases still reflect the the all-at-once model with unknown
m, while mg being considered as just an additive term, thus are still recognized as
meaningful examples helping to increase diversity of the experiments.
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Figures 6.3, 6.5 and 6.7 display the results in time and space of the reconstructed
states together with comparisons to the true ones. In Figure 6.4, the initial error
in L?(0, T, L?(2, R3))-norm measuring the distance between m and mgy.c; from 40%
declines to 0.4% after 3050 iterations. Considering the test cases 2 and 3 presented
in Figures 6.6 and 6.8. Starting from 11% and 22% the errors drop to 0.2% and 1.1%
after 5350 and 1850 iterations, respectively. In those tests, we create initial guesses
for m, thus m, by perturbing the exact ones by different amounts to closely inspect
the convergence of the method. In practice, one can choose the initial guess for the
LLG solver as mg, which means just (0,0,0) in Test 1 and (0,0, 1) in the latter two.

Relying on monotonicity of the residual sequence, we implement an adaptive
Landweber step size scheme in order to search for an appropriate one (Figures 6.4,
6.6, 6.8, left). In particular, in each iteration, a residual comparison with the previous
step takes place. If the current residual shows a decrease, the current step size p is
accepted, otherwise it is bisected. The iterations are terminated after reaching a level
in smallness of the step size, alternatively speaking, the residual is not able to get
significantly smaller. One can stop the iterations earlier by checking smallness of step
size together with residual tolerance. The runtime reports: 289 seconds, 512 seconds
and 205 seconds respectively for 3 tests.

Table 6.1: Test cases and run parameters

Test 1 2 3
aq 1 2 1
Qo -1 0 0
h ;(0, 3,4) | —(cos(z),cos(x),0) (0,0,0)
Meyact %(0, 3,4) | (cos(x),cos(x),e") | (sin(z),cos(z),e)
m %(0, 3,4) (cos(z),cos(x),1) | (sin(z),cos(x),1)
Mo (0,0,0) (0,0,e" — 1) (0,0,e" — 1)
Initial guess m | —5¢(1,1,1) | —5tcos(x)(1,1,1) —@(1, 1,1)
Step size u 150 75 300
# iterations 3050 5350 680
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Table 6.2: Common physical parameters.

Parameter Value Unit
Magnetic permeability Lo 47t x 1077 Hm™!
Sat. magnetization Ms 474 000 Jm?T!
Gyromagnetic ratio y 1.75x 10 rad s~!
Damping parameter ap 0.1

Exchange constant A 0 Jm™!
Field of view Q [-0.006, 0.006] m

Max observation time T 0.03x1073 s
External field strength |h| 107° T
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component =1 component = 2 component =3

0.2 — o
01 5 ——
00 00
component =1 component = 2 component =3
1 1 1
0 0 0
1 -1 -1
2 02 T 02 T /
0 \\ " 0 Py " 0 Ny ///’/
01 T 5 01 T 5 01 e 5
00 0o 00

Figure 6.3: Test 1. Top: reconstructed m. Bottom: m — mg,.. Left to right: each
component.

200 ‘ ‘ ‘ 0.4
150 0.3}
100} . 0.2}
so) | o
0 ‘ ‘ ‘ 0 !
0 1000 2000 3000 0 1000 2000 3000

Figure 6.4: Test 1. Left: step size p. Right: 1me—medl

[lmex |
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component =1 component = 2 component =3

1 1 14
0 0 0-
-1 -1 -1
02 0.2 02
. ~ o . o . —
— ~ — o
01 T 5 01 5 04 5
00 00 0 o0
component =1 component = 2 component =3
1 1 1
0 0 0
-1 -1 -1
2 7> 02 T — 02 T —
0 S o s 0 e ////5 0 e ///,/5
0.1 \\\///// 0.1 ~_ 0.1 T~
00 00 00

Figure 6.5: Test 2. Top: reconstructed m. Bottom: m — mg,.. Left to right: each
component.
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Figure 6.6: Test 2. Left: step size p. Right: 1me—medl
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component =1 component = 2 component =3

0-
1
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—
/
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Figure 6.7: Test 3. Top: reconstructed m. Bottom: m — mg,.. Left to right: each
component.

0.25
300
0.2
200, 4 015
* 0.1
100
0.05|
0 : : : 0 : : :
0 200 400 600 800 0 200 400 600 800

Figure 6.8: Test 3. Left: step size y. Right: [me—mexl
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6.2.2 LLG solver with physical parameters

In this section, we perform some simulations with real physical parameters. Table
6.2 gives an overview on common parameters, that can be found, e.g., in [71, 5]. The
length of the magnetic moment vector m is specified by mg = Ms , also &; and &, are
different by a factor of mg. For better numerical computing, we shall do the following

scaling for the LLG equation.

Let m := mﬂs, Qa1 = mgay, i.e.,

~ ap ~
a1 = 7 5 >0, Qg 1= 72>O
I+ ap I+ ap
and let
~ &1 ~ &2
] = =5 =5 Ny = —5——=5 h= msH
1 Oé%—i-Oé%’ 2 Oé%—i-()é%’ HoTngHlext,

we obtain the LLG equation for m with |m| =1

fym, — Gy x M, — 2AmgAm = 2Amg|Vm|*m + h — (m - h)m

J,m =0

m(t = 0) =my, |mp|=1

in [0,7] x
on [0, 7] x 02
in Q.

In Figure 6.9, the left columns display three states of the applied magnetic field h,
namely, one static field in ez-direction and two other time-dependent fields. Starting
from an initial state (homogeneous in space), the magnetization vector m (right
columns) follows the trajectory of h with a delay known as the relaxation effect.
The length of m is not fully preserved, but it is obviously not far from the unit
length. Figure 6.10 displays the progression of magnetization m when the static field
in e3-direction is applied to a space-inhomogeneous initial state my (top 6 plots) and

another m, distributed randomly in space (bottom 6 plots).
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Figure 6.9: Left: applied field h. Middle: initial state mg. Right: trajectory of m(t).

152



6.2. Numerical experiments

time = 0.0003 time = 0.0012

time = 0.0000

time = 0.0018 time = 0.0051
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Figure 6.10: Magnetization m at time different time instances.
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6.2.3 Reconstruction in all-at-once and reduced settings

In this section, we compare the reconstruction outcome from all-at-once and reduced
settings in case of exact measured data. Staying with the implementation method
from Section 6.2.1, we carry out the Landweber approximation for Test 2 in Table 6.1.
For the measurement process, we define the observation operator via: pg = 1,a; =
1,cp = 1,pl = (1,1,1). And the initial guess for the state is my,;, = my.

Figures 6.11 and 6.12 respectively present the reconstructed state in the all-at-
once setting and in the reduced setting. The all-at-once Landweber ran with 350, 000
iterations and Landweber step size p = 1, while the reduced one ran with 250 itera-
tions of step size p = 1. The reconstructed parameters &y, & are depicted in Figures
6.13, 6.14 (left), where both settings confirm the results at acceptable error level.

In the all-at-once setting, the Landweber approximation is applied to both state m
and parameter &. In the reduced setting, only the parameter is approximated, while
the state is solved exactly with the help of the parameter-to-state map. Hence, the
reduced version require more Landweber iterations to reach an acceptable tolerance
compared to the reduced one. Despite the lower number of Landweber iterations, the
reduced setting, on the other hand, executes another amount of internal loops each
time it calls the LLG solver. Figure 6.14 (right) views the number of internal loops
in 250 reduced Landweber iterations. The sum of the internal loops is 11095.

With the same step size p = 1, the runtime reports: 79,000 seconds for 350,000
all-at-once iterations and 90,000 seconds for 250 reduced iterations. The reduced
Landweber can be sped up by using a larger step size p = 10, which is feasible in
the this setting; however, not feasible in the all-at-once one. Indeed, the step sizes
in the two settings are not correlated since they are chosen subject to the criterion

” F, Vm € B,(z"), and according to the problem formulation, the forward
operators t us thelr derlvatlves are different in each setting.

In Figure 6.15, the left plot displays the observation residual ||Km; — y||12(0.1) of
each iteration in the reduced version. The middle and right plots display together
the observation residual, the LLG residual and the #?>-norm total residual in the all-
at-once version. The LLG residual is measured in the H'(0, T, H'(Q, R?))*-norm.

We now examine the reconstruction for Test 3, Table 6.1 in case of noisy data.
We perturb the exact measured voltage with 10%, 5% and 3% random noise. Also,
instead of initializing the algorithm at mg, we choose a perturbed version of it, namely,
m;,i, = mo— 0.1sin(20¢). The stopping rule is according to the discrepancy principle.
Table 6.3 respectively reports the number iterations (#it), the LLG residual (ry,),
the observation residual (7,,5) and the reconstruction error (e, , €4,) in both settings.
The LLG residuals in the reduced setting are typically smaller than that in the all-
at-once one, since there the states are solved exactly.
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6.2. Numerical experiments
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Figure 6.11: All-at-once setting. Top: reconstructed m. Bottom: m — mg,.. Left
to right: each component.
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Figure 6.12: Reduced setting. Top: reconstructed m. Bottom: m — me,. Left to
right: each component.
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6.2. Numerical experiments

7
——appa; ——-app
6 ! 2 6——
———ext o ext a, —
\ 5 ]
4 L\ al ——appa, ——- app a,
——-ext a, ext a,
3l
2T B
1t
[
0
0 1 2 3 -1 : : : :
><105 0 50 100 150 200 250

Figure 6.13: All-at-once setting. Left: reconstructed parameter. Right: zoom of first
250 iterations.
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Figure 6.14: Reduced setting. Left: reconstructed parameter. Right: number of
internal loops in each Landweber iteration.
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Figure 6.15: Residual. Left: reduced setting. Middle: all-at-once setting, first 250
iterations. Right: zoom of middle.
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6.2. Numerical experiments

Table 6.3: Reconstruction with noisy data.

AAO RED

5 #lt /rllg Tobs €ay €asy #lt Tllg Tobs €ay €ay

10% | 259 0.0022 0.0619 0.292 0.090 | 49 3 x107% 0.0703 0.030 0.034
5% | 401 0.0011 0.0309 0.125 0.072 | 49 3 x107% 0.0321 0.040 0.033
3% | 564 0.0007 0.0186 0.040 0.062 | 49 3x 1079 0.0200 0.044 0.033

Conclusion and outlook

In Chapter 5, it has been discussed that the map from the external magnetic field h to
the magnetic moment vector m is essential to construct the particle distribution from
the induced signals. This nonlinear map is described by the Landau-Lifshitz-Gilbert
equation, which is realized to better yield the magnetization phenomenon since it
takes in to account the relaxation effect. This chapter investigates the numerical ap-
proximation to the magnetic moment vector m as well as the reconstructed physical
parameters oy, ap through the LLG equation and measured signals. The numerical
results show that our method is robust. Moreover, the computational schemes are
practically preferable as all the steps involve solving only linear PDEs, also we pro-
vide multiple choices to the users: an all-at-once version and a reduced version. This
work indicates a potential in helping to accelerate the concentration reconstruction
algorithms in the next stage.

The next steps could be:
e Implement the proposed algorithm in higher dimensional field of view

e Apply the output system function (via the computed m) to the final process:
MPI reconstruction of the particle concentration.
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Conclusion

The work in this thesis is primarily devoted to the analysis of inverse problems for
parameter identification in time-dependent partial differential equations. Along with
this, computational experiments supplement the analysis in order to show how the
theory can be realized numerically. The key contributions of this research are:

e We parallelly formulated the inverse problem involving abstract evolution sys-
tems over a finite time line in two different settings: a classical reduced version
and a new all-at-once version. The new approach avoids the construction of the
parameter-to-state map, which is a conditional nonlinear map and in some cases
unachievable. An avoidance of solving such nonlinear equations makes the all-
at-once setting very efficient in practice by enabling treatment of a larger class
of problems as well as facilitating and accelerating numerical computations. In
addition, by parallelly working in two settings we achieved new results in the
classical reduced version.

e The tangential cone condition and locally uniform boundedness of the derivative
of the forward operator are two essential conditions, which shall grant access to
the iterative regularization theory. We established these conditions in a rigorous
way in the reduced setting as well as in its counterpart the all-at-once setting for
some general classes of examples, also for targeted concrete practical examples.

e Eventually, we efficaciously applied the above theory to a very new promising
application: Magnetic Particle Imaging.

In the connection of what has been obtained, we refer to the outlook in each of
the chapters 2, 3, 5, 6 where we state several potential directions for future research.
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Notation conventions

Physical quantities in MPI

m the magnetic moment vector

H.¢ the effective magnetic field

he, h the external magnetic field

B the magnetic flux density

E the electric field

o the permeability in vacuum

Mg the saturation magnetization

A the exchange stiffness constant

ap the damping parameter

Y the gyromagnetic constant

v the voltage induced in the receive coil
pf the coil sensitivity

a the transfer function, e.g, the band pass filter
c the particle concentration

D the particle core diameter

V. the particle core volume

Sets

Q a bounded, Lipschitz domain in R¢
Q the closure of €2

o0 the boundary of Q2

D(F) the domain of a mapping F'

R(F) the range of a mapping F
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Notation conventions

Function spaces

LP(Q)

LP(0,T;V)
c(0,7;V)
Wipa(0, T; V)
L(V1,V3)

Operators

F*
F*

the null space of a mapping F

the orthogonal complement of a vector space X

the Lebesgue space of p-integrable functions f

equipped by the norm || f||r) = ([, |/ (2)[? d:c)%

the Lebesgue space of essentially bounded functions f
equipped by the norm || f{|zee(q) = esssup,cq | f(2)]
the Sobolev space of functions, whose weak derivatives
up to k-th order belong to LP(2), see p. 7

the Sobolev space of functions, whose weak derivatives
up to k-th are essentially bounded, see p. 7

Wk2(Q)

the Hilbert space H*(Q), whose trace on 9) vanishes
the dual space to H}(2)

the dual space to V'

space of measurable functions u : [0,7] — V, see p. 8
space of continuous functions u : [0,7] — V, see p. 8
the Sobolev-Bochner space, see p. 8

the Banach space of linear continuous mappings

A Vi — Vy normed by || ALy vs) = SUD)jy |y, <1 | Av||v,

the first order time derivative of u

the second order time derivative of u

the spatial Laplace operator

the spatial Laplace operator incorporating

Neumann boundary condition (see p. 117):
(—=ANu, V) gy m) = (Vu, Vo) 2 Yu,v € H(Q)
the spatial gradient operator

the Hilbert space adjoint of F

the Banach space adjoint of F'
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Notation conventions

F’ the Gateaux or Fréchet derivative of F’
|- Il x a norm in Banach space X
x a seminorm in Banach space X

| the modulus in R?

|
|
(") the inner product on Hilbert spaces

(-, Vv the paring between dual spaces V, V*

X the cross product

— a continuous embedding

id the identity operator

a>b a > b with strict inequality if b =0

a-b the Euclidean inner product between vectors c?,g

A:B the Frobenius inner product between matrices A, B

V.-v the divergence of vector field v

|7 the largest integer lower or equal to r

Constants

C a generic positive constant

Cxy,C{y norm of the continuous embedding X (§2) < Y (Q2), see p. 7

Cpr the constant in the Poincaré-Friedrichs inequality:
Vu € WyP(Q),1 < p < oo lullei) < Crrl|Vul o)

p* p* = ;% the dual index of p € [1, 0]

Notation for regularization

B)X(x) the closed ball of radius p around z in X

FT the Moore-Penrose generalized inverse of operator F’
ol the minimal-norm solution

(Ra, @) a regularization method

y° a noisy version of y

To an initial guess

k. a stopping index

Ctes Ciee the constant in the tangential cone condition.
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adjoint
equation, 35, 72, 124, 127
operator, 25, 35, 122, 126
algorithm, 38, 137

condition
source, 88
tangential cone, 5, 54, 63, 69
variational source, 88

continuous
local Lipschitz, 23, 42, 68
Sobolev embedding, 7, 43, 64, 89
Sobolev-Bochner embedding, 8,

118
convergence theorem, 6

derivative
Fréchet, 13, 24, 35, 121, 132
Gateaux, 12, 23, 33
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paring, 10, 20
problem, 72
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Zel'dovich, 18
quasilinear, 59
semilinear, 41
sensitivity, 33

formulation
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all-at-once, 22, 62, 117
reduced, 31, 67, 123

Galerkin approximation, 10, 130
Gelfand triple, 9, 19, 71

ill-posed, 2
inequality
Gronwall, 14, 129
Holder, 42, 89, 131
Young, 128, 131
inverse problem, 1
isomorphism, 19, 119

LLG
equation, 108, 114
solver, 140, 145, 151

mapping
Carathéodory, 9
contraction, 12, 75, 79, 84
convex, 32
Nemytskii, 9
parameter-to-state, 51, 68
pseudomonotone, 10, 51
semi-coercive, 11, 32, 53
Moore-Penrose generalized inverse, 3
MPI
observation operator, 110
particle concentration, 101
particle magnetization, 101
system function, 106, 110
applied magnetic field, 105
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calibration process, 115
measured signal, 106

observation
discrete, 30, 46
full, 63

problem
bilinear, 64
diffusion identification, 58
initial-value, 9
potential identification, 58
source identification, 41, 59

regularity, 11, 50, 130
regularization
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strategy, 3

semigroup, 72, 82
solution
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