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Abstract

In this thesis, efficient methods for the solution of inverse problems, combin-
ing adaptive regularization and discretization are proposed. For the computation of a
Tikhonov regularization parameter, we consider an inexact Newton method based on
Morozov’s discrepancy principle for noisy data. In each step, a regularized problem
is solved on a different discretization level, which we control using dual-weighted
residual error estimators. In the second part of this thesis, we combine this method
with iteratively regularized Gauss-Newton methods. For both approaches, we provide
a convergence analysis as well as numerical results.

Zusammenfassung

In dieser Arbeit werden effiziente Verfahren zur Losung inverser Probleme
vorgestellt, die adaptive Regularisierungs- und Diskretisierungsmethoden kom-
binieren. Zur Bestimmung eines Tichonov-Regularisierungsparameters betrachten
wir ein inexaktes Newton-Verfahren basierend auf Morozov’s Diskrepanzprinzip fiir
gestorte Daten. In jedem Schritt wird ein regularisiertes Problem auf einer anderen
Diskretisierungsebene gelost, welche wir mittels residuenbasierter Fehlerschatzer
steuern. Im zweiten Teil der Arbeit kombinieren dies mit iterativ regularisierten
GauB3-Newton-Methoden. Fiir beide Ansétze liefern wir Konvergenzresultate sowie
numerische Ergebnisse.
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1. Introduction

Many complex processes in the field of natural sciences, medicine, and engineering are described
by mathematical models with nonlinear partial differential equations (PDEs). The mentioned
systems of PDEs mostly contain unknown parameter, e.g., space-dependent coefficient functions,
source terms, initial or boundary data, whose determination leads to high-dimensional inverse
problems. Many inverse problems are ill-posed in the sense that their solution does not depend
continuously on the data, which in case of noisy data can lead to significant misinterpretations
of the solution. This instability requires the use of appropriate reqularization techniques, one
of them being Tikhonov regularization which this thesis focusses on. The intensity of the
regularization, i.e., how much the problem is changed to obtain a stable approximation of the
solution, is controlled via a regularization parameter. The question is, how the regularization
parameter should be chosen. A well-established method for the determination of a regularization
parameter is Morozov’s discrepancy principle where the residual norm, considered as a function
of the regularization parameter, should equal an appropriate multiple of the noise level.
Alternatively to applying Tikhonov regularization to the nonlinear problem of parameter
identification, we consider Newton type methods [69]. For approaching the solution to the
inverse problem in an iterative manner, there, in each iteration step, a linearization of the
operator equation F'(q) = g around some approximate solution is solved. In particular,
we investigate the iteratively regularized Gauss-Newton method, where in each Newton step
Tikhonov regularization is applied to the linearized problem. Also here, the discrepancy
principle plays a crucial role for selecting the regularization parameter in each iteration and to
appropriately terminate the overall iteration.

The numerical effort for solving inverse problems with PDEs is usually much higher than for
the numerical simulation of the underlying process with a given data set. Large potential
for the construction of efficient algorithms for the solution of such inverse problems lies in
adaptive discretizations. While the use of adaptive concepts for the choice of the discretization
for numerical simulation has become state of the art in the last years, adaptivity in the context
of inverse problems presents a new and highly relevant topic.

The central subject of this thesis consists in finding as generally applicable and analytically
established methods as possible for the adaptive discretization of inverse problems, combining
discretization and regularization. In this process, the main focus is on the efficiency of the
constructed algorithms on the one hand and on the rigorous convergence analysis on the other
hand.

This thesis is organized as follows:



1. Introduction

Chapter [2} Basic concepts for the analysis and solution of inverse problems

In this chapter we give an overview of the existing methods for the numerical solution of
ill-posed inverse problems, starting with the definition of a nonlinear inverse problem in the
sense of Hadamard [4I]. For a full introduction to the general theory of inverse problems we
refer to [6l 211, 27, [107]. A classical reference on uniqueness results for parameter identification
in PDEs is [53]. We continue by introducing Tikhonov regularization, which has been discussed,
i.a., in [57, BIL 62 80, 105] 107], and Morozov’s discrepancy principle as a posteriori parameter
choice rule, cf. [42], 89, 90]. Next, we build a bridge between inverse problems and optimal
control, i.e., we formulate the inverse problem as an optimization problem constrained by the
underlying PDE. We rely on the basic theory for PDEs [31),140], and their numerical solution via
finite element methods [20} 25| [76]. The monographs [19, 34, 46, 78, [108] represent a profound
introduction to optimal control. We formulate the discretized problem and explain the use of
dual-weighted-residual error estimators (DWR) for adaptive discretizations, cf. [9HI1]. In the
last section of Chapter 2] we briefly present the optimization methods considered in this thesis,
namely Newton’s method, iteratively reqularized Gauss-Newton methods, SQP methods and
Penalty methods, which are presented in more detail, e.g., in [19] 36, [95].

Chapter [3} Computation of a Tikhonov regularization parameter with adaptive
discretizations

In this chapter we derive an algorithm for the efficient computation of a Tikhonov regularization
parameter with adaptive mesh refinement.

To our knowledge, parameter choice rules and convergence analysis for uniform refinement
go back to Natterer [92] and Engl, Neubauer [28]. Adaptive discretizations for parameter
estimation have been considered by Chavent, Bisselll in [24] and Ben Ameur, Chavent, and
Jaffré in [I], where the mesh is refined according to refinement and coarsening indicators. Later,
Neubauer suggested an adaptive method for inverse problems which refines at discontinuities
by means of appropriate weight factors, cf. [94]. In the context of adaptivity for inverse
problems, we would also like to mention the publications [2] by Benameur, Kaltenbacher and
[13] by Beilina, Klibanov as well as the recent paper by Wachsmuth [IT0], where an adaptive
regularization and discretization method is presented for problems with control constraints.

We focus on Morozov’s discrepancy principle as a posteriori parameter choice and suggest to
solve the resulting scalar nonlinear equation by an inexact Newton method, where in each
iteration step, a regularized problem is solved at a different discretization level. Dual-weighted-
residual error estimators are used for adaptive refinement with respect to two quantities of
interest, in order to keep the discretization level as coarse as possible but fine enough to
guarantee global convergence of the inexact Newton method. The proposed algorithm is an
extension of the method suggested in [39] for linear inverse problems. This concept leads to a
highly efficient method for determining the Tikhonov regularization parameter for nonlinear
ill-posed problems. Moreover it is shown that with the so obtained regularization parameter
and an also adaptively discretized Tikhonov minimizer, usual convergence and regularization
results from the continuous setting can be recovered. For the convergence analysis, we extend
the ideas of Potra [98], using the existence of a lower and an upper bound to the second



derivative of some quantity of interest. The efficiency of the proposed method is demonstrated
by means of numerical experiments.

In the second part of Chapter [3| we extend the proposed method to parabolic problems. A
detailed introduction to the theory of parabolic PDEs and their discretization can be found
for instance in the textbook of Eriksson, Estep, Hansbo, and Johnson [29]. For the time
discretization, we adopt the results obtained by Meidner and Vexler from [85H87], and use
Galerkin finite element methods as well as an equilibrium criterion for an adaptive refinement
strategy. Finally, we provide numerical results for a parabolic example to show the efficiency
of the proposed method.

Chapter [4} Iteratively regularized Gauss-Newton methods

In this chapter we combine the method proposed in Chapter 3| with iteratively regularized
Gauss-Newton methods.

A detailed overview of iterative regularization methods for ill-posed problems is given in the
textbook [69] by Kaltenbacher, Neubauer, and Scherzer. We would also like to mention the
publications [42] 51, 52 [60] 67, [9T], which deal with iterative regularization methods. To our
knowledge, the iteratively regularized Gauss-Newton method (IRGNM) has been introduced by
Bakushinskii [4], together with a local convergence result in the continuous setting. Logarithmic
rates have been shown by Hohage [50], and the results from [4] were extended to more general
regularization methods by Kaltenbacher in [60]. Besides, IRGNM and its convergence in
different settings has been considered by Kaltenbacher, Neubauer, and Ramm in [68], as well
as Jin in [54] B5]. Generalized or related versions of IRGNM can be found in [I8), 22], 23], 81].
To our knowledge, there exists no convergence analysis of IRGNM for adaptive regularization
and discretization in the current literature.

We study adaptive discretizations of the iteratively regularized Gauss-Newton method IRGNM
with a discrepancy principle choice of the regularization parameter in each Newton step. The
stopping index plays the role of an additional regularization parameter, which is also chosen
according to the discrepancy principle.

We first of all prove convergence and convergence rates under some accuracy requirements
formulated in terms of four quantities of interest. Then computation of error estimators for
these quantities based on a dual-weighted-residual method is discussed, which results in an
algorithm for adaptive refinement.

Finally we extend the results from the Hilbert space setting with quadratic penalty to Banach
spaces and general Tikhonov functionals for the regularization of each Newton step, where
we base our analysis on the results obtained by Hofmann, Kaltenbacher, Péschl, Scherzer
[49], Kaltenbacher, Schopfer, Schuster [71], Hofmann, Kaltenbacher [48], and Hohage, Werner

In the second part of Chapter [4 we investigate all-at-once formulations of the iteratively
regularized Gauss-Newton method. All-at-once formulations considering the PDE and the
measurement equation simultaneously allow to avoid (approximate) solution of a potentially
nonlinear PDE in each Newton step as compared to the reduced form. We analyze a least
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squares and a Generalized Gauss-Newton formulation and in both cases prove convergence and
convergence rates with a posteriori choice of the regularization parameter in each Newton step
and of the stopping index under certain accuracy requirements on four quantities of interest.
Estimation of the error in these quantities by means of a dual-weighted-residual method is
discussed, which leads to an algorithm for adaptive mesh refinement. Numerical experiments
with an implementation of this algorithm show the numerical efficiency of this approach, which,
in some aspects, outperforms the nonlinear Tikhonov regularization considered in Chapter

Chapter B Conclusion and perspectives

In this chapter we summarize the results from the previous chapters and discuss possible
extensions and future work.

Appendix

In the appendix the reader can find some additional material that is not included in the
previous chapters in order to not distract the reader unnecessarily from the main presentation
of this thesis.



2. Basic concepts for the analysis and solution
of inverse problems

An inverse problem in general is a problem where the effect is known, but the source is not, in
contrast to a direct problem, where we deduce the effect from the source. In abstract form an
inverse problem can be written as

F(g) =g,

where ¢ is the source, g is the data (effect) and F' is some operator describing the underlying
(physical, chemical, etc.) process. Depending on the linearity or nonlinearity of F', we speak
of a linear inverse problem or nonlinear inverse problem. A typical example for a linear
inverse problem is computer tomography. X-rays are sent through the patient’s body and a
detector measures the remaining outcoming rays on the other side. From these measurements
(attenuation of X-rays) it is possible to infer the density distribution (source of the attenuation)
and hence the different types of tissue. Another medical application and an example for a
nonlinear inverse problem would be electrical impedance tomography, where electrodes on the
patient’s body measure the electric potentials on the skin while one of the electrodes plays the
role of a current source. From these data one can conclude the conductivity (and implicitly the
type) of the particular tissue inside the body. There are many more applications that could be
named, e.g., inverse scattering, inverse seismic problems, inverse gravimetry and many more.
Details on the mathematical modelling can be found, e.g., in [6, 21), 27, (3], 107]. Although we
will keep the modelling PDE rather general, our numerical experiments will concentrate on
parameter and coefficient identification, where we want to determine the unknown parameter
standing for, e.g., unknown material properties.

2.1. lll-Posedness, Tikhonov regularization, and Morozov’s
discrepancy principle

2.1.1. Inverse problem

In 1902, J. Hadamard established the notion of well-posedness [41] through the following
characterization: A problem is well-posed if and only if

1. for all admissible data there exists a solution, (existence)
2. the solution is unique, (uniqueness) and
3. the solution depends continuously on the data. (stability).
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Throughout this thesis, we consider the nonlinear ill-posed operator equation

F(g) =g, (2.1)

where F': D C Q — G is a nonlinear operator between Hilbert spaces @) and G, and D is some
subset of @, for instance the domain of . We are interested in the situation that the solution
of does not depend continuously on the data g, i.e., where the ill-posedness is caused by
violation of 3. Due to this lack of continuity (and possibly even non-existence) of F' -t equation
(2.1)) is not stably solvable. In addition, we assume that we are only given noisy data g(S with
(maximum) noise level 4, i.e.,

lg’ = gl <4 (2.2)
So we aim to find ¢ € D, such that
Flg) ~ . (2.3
(There may be no ¢ fulfilling with equality.)

2.1.2. Tikhonov regularization

In order to get a stable approximation of the exact solution qJr of (2.1]), we need to apply
regularization methods. A well-known method for doing so is Tikhonov reqularization [107],
where an approximate solution is obtained by solving the minimization problem

1
I F 5112 2 2.4
gélzn 1F(q) — g HGJF*/BHq—qOHQ (24)

for some given intial guess gy € D. We call 5 > 0 reqularization parameter, which is crucial for
the balance between minimizing the missfit term ||F(q) — ga||2G and keeping the penalization
term ||g — qOHé small.

Remark 2.1. We use the unusual notation % with B > 0 called “regularization parameter”

instead of the more common use of a reqularization parameter o = %, which we adopt from
[39]. The reason behind this is that the resulting problem becomes “a little less nonlinear” with
respect to 8. In case of a linear inverse problem Tq = g with T: Q) — G linear, this can be
seen very easily: A stationary point q of (with F = T') satisfies

k 1 . -1 k
1=a(d) = (T'T+ i) T,
where id denotes the identity operator. For small singular values of T there holds
1 —1
<T*T+ id) ~ Bid,
p
such that the map 8 — q(B) is not “too monlinear”.

Existence of a global minimizer of the Tikhonov functional (and thereby of a stationary point,
provided that the minimizer is an interior point of the domain D) can be guaranteed if F' is
weakly sequentially closed, i.e.,

(@ —=q A Flan) ~9) = (g€D A Flg) =9 (2.5)
for all (¢,)new C D cf., e.g., [105, Theorem 1].
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2.1.3. Regularization parameter choice

We are interested in the (subsequential) convergence of a solution qg of the Tikhonov minimiza-

tion problem to an exact solution qT of the inverse problem equation for vanishing
noise, i.e., qgg — qT as 0 — 0. It is obvious that this cannot hold for arbitrary regularization
parameter 5 > 0, but that it is reasonable to choose 8 depending on the noise §. Rules to do so
are called parameter choice rules. They are divided into two classes: a priori and a posteriori
choice rules. A priori choice rules pick a regularization parameter 5 only in dependence of
J, i.e., f = B(0) and are fixed a priori, whereas a posteriori choice rules choose /3 also in
dependence of the noisy data gé, ie., 8=p(9, gé).

A priori parameter choice

It is evident that, the less noise, the weaker the regularization should be. In line with this,
a reasonable and intuitive a priori choice for 5 would be such that g = 5(§) — oo as § — 0.
If this convergence holds and is not too fast, i.e., 526(5) — 0 as 0 — 0, it can in fact be
shown that the optimization problem is stable in the sense that solutions of depend
continuously on the data gé, cf. [27]. Tt can also be shown that a solution q((;) of

converges subsequentially to a solution qT of (2.1), in the sense that it has a convergent
subsequence and each convergent subsequence converges (strongly) to a solution of (2.1)) as
§ — 0, cf. [27, [105).

Unfortunately, the convergence qg — qT can be arbitrarily slow. To obtain convergence rates,
most parameter choice rules require a source condition of the form

¢ — a0 € RUF'(¢')F'(d")"), (2.6)

for some v € [0, 1], where R denotes the range and we have assumed that F' is continuously
Fréchet-differentiable with derivative F’. These kinds of Hélder type source conditions in case
v<iin or logarithmic source conditions (cf. [62]) represent a strong restriction on the
exact solution, but the alternative tools for showing convergence rates need strong structural
assumptions on the operator F' (cf. [67]). In some (indeed practically relevant) cases those
operator assumptions may be violated while some kind of source condition can still be fulfilled
for moderately ill-posed problems (cf. [61], 63 [73]).

In this context the main disadvantage of a priori parameter choice rules arises: to obtain
optimal rates, they usually need knowledge about v (or qT), which makes them not applicable
in most practically motivated settings.

For an appropriate a priori choice using this knowledge (cf., e.g., [27]) the optimal convergence
rate

_2v
la - q'llg = 0 (5757) (2.7)

for a solution qg to ([2.4)) can be obtained under the source condition (2.6)). Appropriate a priori
parameter choice rules for iterative regularization methods (instead of Tikhonov regularization)
yielding optimal rates can be found in [69].
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A posteriori parameter choice, Morozov’s discrepancy principle

However, due to the frequent lack of a priori information, we will concentrate on an a posteriori
choice rule for 8, namely the famous Morozov’s discrepancy principle [89, [90].

An overview and analysis of the most popular a posteriori choice rules, as for instance, the
discrepancy principle, the generalized cross-validation, the quasi optimality criterion and the
L-curve criterion, is given in [45] [51) 57, 58], where the latter two do not require the knowledge
of the noise level. Other a posteriori noise-free choice rules are the balancing principle analyzed,
e.g., in [77], [96] or the choice rule presented in [103].

Morozov’s discrepancy principle is motivated by the idea of not solving the given ill-posed
equation more accurately than the given data. We therefore seek a regularization parameter
B = B(9) depending on §, such that there exists a solution qg of (2.4)) fulfilling

IF(q3) — ¢’ llq =76 (2.8)

for some 7 > 1. If such a parameter (3 exists, the optimal rates (2.7) are shown for v < % and
7=1in [27).

Since the residual norm will play the role of a quantity of interest later on when it comes to
error estimation and mesh refinement (for a discretized version of (2.4)), cf. Section [2.3]), we
introduce the following notation:

Q= R, ug) =F(q) - ¢lIZ (2.9)

. . 1) é 02
i:RT >R, i(B) = uds) = |Flgp) — ¢’ llc (2.10)
where qg is a (global) minimizer (or a stationary point) of ([2.4)).

Remark 2.2. In fact, this definition is a bit sloppy in case the global minimum of (2.4) is
not unique with respect to B, since then, i is not a proper function. In that case (2.10) is taken
to mean picking one of the minimizers/stationary points.

The discrepancy principle then reads: Find S, > 0 fulfilling

i(B,) = 7262 (2.11)

We will see that we don’t have to solve (2.11) exactly. Namely, it will be shown that for
obtaining convergence and optimal convergence rates it suffices to have a regularization
parameter [ that satisfies

28% <i(B) < 7°6° (2.12)

for some constants 0 < 7 <7 < 7.
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2.2. Inverse problem as optimal control problem

Our study is motivated by inverse problems for partial differential equations such as parameter
identification problems, where F' is the composition of a parameter-to-solution map

. —
§:Q 4 (2.13)
q — u
with some measurement operator
c:v —- G (2.14)
u = g,

where V' is an appropriate Hilbert space. (A typical choice for @ and G would be, e.g., the
Lebesgue space L*(£2) and for V the Sobolev space H'(£2) or Hy(£2), see Example

The underlying (nonlinear) stationary PDE in a weak form is written as
A(qu) = f in W* (2.15)

for some second order differential operator A: @ x V. — W* and f € W" is some given
right-hand side in the dual of a Hilbert space W. (Often the test space W is chosen as the
state space, i.e., a typical choice would be W = H'(£2) or W = H(£2), see Example [2.1)).

Let (-,-)o denote the inner product in the control (parameter) space @, let (-,-); be the
inner product in the observation space G and let (-, '>v*,V be the duality pairing between the
Hilbert spaces V and its dual V" (analogously for W). We introduce the semi-linear form
a: Q@ xV xW — R which is linear in its third argument and defined by

a(q,u)(¢) = (Alg, w), )y w (2.16)

and the notation f(¢) = (f, )y - Correspondingly, if A is Fréchet-differentiable we write

ag(q,u)(89, ) = (Ag(q,u)(89), Py and  ay(q,u)(6u, @) = (A (g, w)(0u), )y
for dq € Q, du € V (for higher derivatives analogously).

With this, we reformulate the state equation (2.15)): Find for given control ¢ € @ the state
variable u € V such that

a(q,u)(p) = fp) VoeW. (2.17)

There are several sets of assumptions on the nonlinearity in a(-,)(-) and its dependence on
the control variable ¢ allowing the state equation to be well-posed. Due to the fact that
the analyis of this paper does not depend on the particular structure of the nonlinearity in a,
we do not specify a set of assumptions on it, but assume throughout this thesis:

Assumption 2.1. All arising state, dual, and tangent equations are uniquely stably solvable.
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In this setting Tikhonov regularization can be written in the form:

b Js(q,u)

st algu)(@) = f(p) VoeW, (218)
qeDCQ

where the functional Jg is defined as

1
Jp: QxV =R, Jylgu) = 1)+ 5lla - wllo

with
I(u) = |C(u) — ¢’ |I% (2.19)

and some initial guess q.

A sample setting for (2.18]) could be the following example.
Example 2.1. Let {2 C R® be a Lipschitz domain. We consider

i 512 1 5
qELQ((?)lj;IéHé(Q) ”u 9 HLQ(_Q) + B ”q QOHLQ(Q)

; Au+u3:q in {2
s.t.
u=0 ondf?

(in strong form), which corresponds to ([2.18|) with the choice Q = L2(Q), V=W-= H&(Q),
a(q,u)(@) = [, Vu(@)Ve(z) +ue — qp dr, G = L*(2), C =id: V = G.

Ezistence of a solution to this problem as well as existence and differentiability of the solution
operator S of the PDE is shown, e.g., in [108, Theorem 4.15, 4.16, 4.17].

Given the existence of the control-to-state mapping S: Q@ — V, ¢ +— u = S(q), we can define
the reduced cost functional jz: @ — R by

Ja(@) = J5(0,5(0)) = | F(a) — % + ;Hq —l3. (2.20)

which is consistent with (2.4) for F = Co S.
This definition allows to reformulate problem ([2.18]) as

Lin 7s(a) - (2.21)
Remark 2.3. In the theoretical analysis we consider the constraint ¢ € D to show the generality
of the developed results, since in many examples (e.g., coefficient identification problems) the
domain of F is a proper subset of Q or certain applications offer a priori knowledge (e.g.,
nonnegativity, monotonicity, convexity) about the searched-for parameter. Furthermore, some
assumptions (cf. Assumption (md@ are required to hold in D, which in general would
make them too strong assumptions on F for the choice D = Q.
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In Chapter[f), we can even restrict these assumptions to a neighborhood of qq, and show that
every minimizer/stationary point of an unconstrained version of (2.21)) lies in this neighborhood

(cf. Theorem[3.3, and as well as Assumption[3.1)), such that (depending on

the used optimization algorithm) the constraint ¢ € D plays no role.

For these reasons we will neglect this constraint in Chapter[f, and for simplicity also when
it comes to the actual solution process in the numerics of (2.20), i.e., in Section and
consider the unconstrained problem

min j 2.22
min 7s(q) (2.22)

instead.

Throughout this thesis we assume sufficient smoothness, i.e.,

Assumption 2.2. Jg, A, S, jg, C and F' are three times continuously Fréchet-differentiable.
(For some results, two times Fréchet-differentiability will suffice.)

To find a stationary point of jg in D we seek ¢ € D solving

j5(@)(6q) =0 Véq € Q, (2.23)

where jlﬂ (q)(6q) denotes the directional derivative of jg with respect to its component g in the
direction dgq.

Remark 2.4. Throughout this thesis we will switch between qg being either a stationary point,
i.e., a solution to (2.23)), or a global minimizer.

In Chapter[3 we will consider stationary points most of the time and make use of the stationarity
condition . At some points, we will provide an alternative proof for global minimizers
and use minimality instead of stationarity. In order to transfer the results for stationary
points to minimizers directly, we could claim that D has a nonempty interior and that the
concerned minimizer lies in the interior of D. This condition however is quite strong and can
not be guaranteed in some cases, see Section[3.4}, which is why we go without this condition in

Chapter[3,

In Chapter [J) we require indeed that D contains an open ball, i.e., has nonempty interior,
but in return, we get rid of the constraint D in a way, since we will show that, starting with
an approximation (to the exact solution qT) which lies in a ball around qy that is contained
in D, the subsequent iterates/minimizers of the unconstrained problem don’t leave this ball.
Hence, the minimizers lie in the interior of D. Together with the fact that we deal with convex
optimization problems in Chapter[{], this implies that we don’t have to distinguish between
minimizers and stationary points.

Summarizing, in Chapter [ we don’t need the assumption that D has a nonempty interior, but
we have to assume that there exists a stationary point in D. In Chapter[{], on the contrary,
we assume that D has a nonempty interior, but in return we automatically get that the
iterates/minimizers lie in D.

11



2. Basic concepts for the analysis and solution of inverse problems

To construct suitable expressions for the first and second derivatives of the reduced cost
functional j and in view of Remark as well as the upcoming discussion of error estimation,
we introduce the Lagrangian £: @) x V x W — R, defined as

L(g,u, 2) = Jg(q,u) + f(2) — alg, u)(2). (2.24)

With its aid, we obtain the following standard representation of the first derivative jj3(q)(5q)
[9]: If for given ¢ € D the state u € V fulfills the state equation

Li(qu,2)(p) =0, YpeW (2.25)
(i.e., (2.17)), and if additionally z € W is chosen as solution of the adjoint state/dual equation
Ly(g,u,2)(p) =0, Vo€V, (2.26)

then the following expression of the first derivative of the reduced cost functional holds for
given dq € Q:

75(a)(8q) = L4(g,u, 2)(5q). (2.27)
Finding z = (¢,u,z) € D x V x W such that
L'(x)(p)=0 YpecQxV xW (2.28)

is equivalent to finding a stationary point to the optimization problem ([2.21]).
In the following we denote such a stationary point for some fixed § by qg eD.

In the same manner one can obtain representations of the second derivatives of j in terms of
the Lagrangian. It is possible to derive two different kinds of expressions: one is preferable
for building up the whole Hessian, the other one for computing matrix-vector products of the
Hessian times a given vector. Details on this can be found, e.g., in [9]. If the state equation
and the adjoint equation are fulfilled, for given directions dq, 7q € @) there holds:

(a) If du € V satisfies the linearized state/tangent equation
L:(a,u,2)(60,9) + Ly (q,u, 2)(du,0) =0 Yo € W, (2.29)
and if 0z € W is chosen as the solution of the additional adjoint/dual-for-hessian equation
Lo, u, 2)(0q, 9) + Lo (a4, 1, 2) (6u, ) + L24(q,u, 2)(62,9) =0 Vo eV, (2.30)

then the second derivative of the reduced cost functional is given as:

/

35(0)(6q,7q) = Ly4(q, u, 2)(6q,7q) + Lug(q,u, 2)(5u, 7q) + L7, (q,u, 2)(62,7q).

(b) If du,7u € V satisty the linearized state/tangent equations

Ly.(q,u,2)(8g,¢) + Ly, (q,u,2)(6u,) =0 Vo € W,

" " _ (231)
L.(q,u,2)(1q,0) + Ly:(q,u, 2)(Tu, ) =0 Yo e W,

then the second derivative of the reduced cost functional is given as:

75(0)(8q, Tq) = Liy(q,u, 2)(3q, Tq) + Ly (g, u, 2)(5q, Tu)
+ ﬁZq(Qa u, Z)(5u7 Tq) + EZu(Qv Uu, Z)(6u7 TU).

12



2.3. Discretization

Whether (a) or (b) is preferable depends on the dimension of the (discretized) control space.
If it is low dimensional it is cheaper to build up the whole Hessian, thus choosing alternative
(b), whereas for a large control space alternative (a) is less expensive.

For a profound introduction to the concepts of optimal control we refer to the monographs
[19} [34, 46, [78, [108].

2.3. Discretization

In the main parts of this thesis, i.e., in Chapter |3| and 4| (except for the sections containing
numerical experiments) we work with unspecified finite-dimensional spaces V;,, W;,, and @,.
However, we assume the discretization to be such that the approaches discretize-then-optimize
and optimize-then-discretize are equivalent (cf., e.g., |46l chapter 3]).

In this section, we briefly discuss a possible discretization of the optimization problem (cf.
[72]), which we use for our numerical experiments. We apply the Galerkin finite element method
to discretize the state equation. This allows us to give a natural computable representation of
the discrete gradient and Hessian similar to the continuous problem. The discretization of the
control space @ is kept rather abstract by choosing a finite dimensional subspace @), C Q. A
possible concrete choice is given below.

To describe the finite element discretization of the state space, we consider two- or three-
dimensional shape-regular meshes, see, e.g., [25]. A mesh consists of quadrilateral or hexahedral
cells K, which constitute a non-overlapping cover of the computational domain 2 C R",
n € {2,3}. We allow hanging nodes (see, e.g., [84]) with the following restriction: We allow
at most one hanging node on each face and this node has to lie on the midpoint of the face.

The corresponding mesh is denoted by 7T, = { K }, where we define the discretization parameter
h as a cellwise constant function by setting h‘ ¢ = hi with the diameter hyg of the cell K.

On the mesh 7}, we construct a conforming finite element space V;, C V in a standard way:
Vi={vevnc@) v, €0 K)for KeT,},

where Q. denotes a suitable space of polynomial-like functions of degree s on the cell K [84].
The Hilbert space W is discretized the same way, such that we get a discretized version W}, of
W. (For the typical case W =V one usually chooses W}, = V},.)

Then, the discretization of the state equation (2.17) can be stated as: Find for given control
q € Q a state uj, = Sy(q) € V}, with Sj,: @ — V}, such that

a(g; up)(p) = flp) Vo € W (2.32)
This discrete state equation is assumed to possess a unique solution for each ¢ € Q.

To discretize the control, we distinguish two cases: the control space is finite-dimensional,
ie., Q= R¢ for some d € IN, or the control space is infinite-dimensional, e.g., Q = LQ((Z). In
the first case, the control space does not have to be discretized. Hence, we may choose here
@, = Q. In the latter case, we consider a nodewise discretization (i.e., a representation by

13



2. Basic concepts for the analysis and solution of inverse problems

nodal basis functions; cf., e.g., [84} 85, [99]) of the control variable on the same mesh as the
state variable.

The optimization problem with discrete state and control variables is then given as follows:
min Jz(qn, u
()b, v, 7P ) (2.33)
st algnun)(p) = fle) Vo eW,.

Similar to the continuous case, we introduce the discrete reduced cost functional jgp,: Q@ — R
by

1 1
Ja(@) = J5(a, Sn(@)) = |C(Su(a)) — ¢°|I& + EHQ —wllo = 1Fu(a) - &I& + BHq —ald

with Fj, = C' 0 .S),. We assume that the observation operator C' is already finite-dimensional or
does not need to be discretized for other reasons, e.g., if C' = id. Then the discrete optimal
control problem ([2.33)) can be reformulated as

in j . 2.34
Jhin, Jg.n(q) (2.34)

Similar to the previous section a stationary point qg,h € DNQy, of jgp in D is defined by
. é
J5n(a5.n)(6q) =0 Véq € Qy, (2.35)

In the same manner we get discretized versions of ¢(q) (cf. (2.9)) and i(8) (cf. (2.10)):
6
(@) = |Fala) = 9°l1& (2.36)

in(B) = tn(an) = IF(a3n) — o' lI& - (2.37)

Here we have the same situation as in the continuous case concerning uniqueness of qg 3, see
Remark

Since the state discretization as well as the control discretization are conforming Galerkin
methods, the representation formulas for the first and second derivatives of j from Section [2.2]
can directly be transferred to the discrete level for representing the derivatives of jg j [9], i.e.,
in our setting discretize-then-optimize and optimize-then-discretize lead to the same result. A
discretized form of is defined by inserting the finite dimensional spaces @}, C Q, V;, C V,
and W), C W in place of Q, V', and W, i.e., we search for x;, = (qp,, up, 2,) € (DNQy X V), x W)
such that

L'(w)(p) =0 Vo€ X, =Qpx Vyx W, (2.38)

to get a discretized stationary point ¢, = qg’h € DNQy of jgp-

Analogously, the corresponding equations for the second derivatives in ([2.29)), (2.30]) and (2.31))
from Section [2.2 are considered in the discretized spaces @y, Vj, and W}, and the optimization

algorithms from Section can be applied directly to the discretized versions jg 3, j};yh, and
jlﬁl,h of ]ﬁ? .7/57 and ]/B/

Throughout this thesis we assume the following:

14



2.4. Adaptivity and error estimation

Assumption 2.3. The operator C' and the semilinear form a: Q@ XV x W — R as well as
the norms in G and @Q are evaluated exactly, i.e.,

g, =g e, =l -

(In C’hapter the fact that the norm in the dual space W* of W is not evaluated exactly will
play an important role).

2.4. Adaptivity and error estimation

In order to solve PDEs numerically efficiently, it is reasonable to use local mesh refinement,
e.g., in order to save computational effort or for the resolution of nonlinearities/singularities.
Having computed an approximate (discrete) solution u;, we are interested in estimating the
error between this approximation and the exact (continuous) solution u and adapting the finite
element mesh accordingly. There, a posteriori error estimators come into play. In particular
we will use goal-oriented error estimators, which can serve to estimate the mentioned error
with respect to some quantities of interest. The dual-weighted residual (dwr) method is a
well-known and, due to its efficiency, very popular method to deduce such error estimators in
the context of PDEs and optimal control, developed by Becker and Rannacher in [I0] for the
error in the cost functional Jg and extended to the case of a general quantity of interest by
Becker and Vexler in [I1], [I2]. The naming may already tell that the concerned error can be
estimated by weighted residuals of imposed adjoint/dual problems.

We aim to estimate the error with respect to a given quantity of interest £: Q x V — R, i.e.,
E
we seek 7~ € R such that
E
E(Qvu) - E(thuh) =" +R

with some negligible higher order remainder term R. For this we define an auxiliary La-
grangian

M:X? 5 R, M(z,€) = E(qu) + L (2)(€), (2.39)
where = (¢,u,2) € X = Q x V x W and L is the Lagrangian from (22.24]). According to [11],
for stationary points y == (z,£) € X% of M in X and y;, == (3,,&,) € X7 = (Qp, X Vj, x W,,)?
of M in X, there holds the error respresentation

E(q,u) — E(qn, up) = %M/(yh)(y —Un) + R,

where 75, € X ,2L is arbitrary and
1 1
R = 5/ M (yp, + se)(e, e, e)s(s — 1) ds (2.40)
0

with e = y — y;,. The term y — 7}, will be computed approximately by using a suitable
interpolation operator I0: X2 — X7 [7] and approximating the resulting interpolation error

using an operator m: X 2 — X ﬁ, with X, # X, such that y—my;, has a better local asymptotical
behavior than y — IOy [39]. Then we compute

1
n" = §M/(yh)(7ryh —Yp) -
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2. Basic concepts for the analysis and solution of inverse problems

A stationary point y = (x, ) of M can be computed in a very efficient manner (similarly to
Section , especially in combination with an optimization algorithm (see Section for
more details). In this context, note that a stationary point of £ represents the first part x of a
stationary point of M.

2.5. Optimization methods

As mentioned at the end of Section [2.1] in order to solve the discrepancy principle equation
iteratively, we need to solve the optimization problem in each iteration. There
are plenty of ways to do so. We will give a short overview of some of them which will play a
role later in this thesis: Newton’s method, (Generalized) Gauss-Newton methods, Sequential
Quadratic Programming (SQP) methods, and Penalty methods.

Details can be found in [19} 36}, ©95].

2.5.1. Newton’s method

Thanks to its fast local convergence properties, the method of choice for solving unconstrained
(smooth) optimization problems is Newton’s method (cf., e.g., [95]) as well as almost every
textbook about optimization). The computation of a stationary point of the unconstrained
problem via Newton’s method leads to the computation of a solution dg € @) to

75(q)(6q, ) = —j5(a)(¢) Ve €Q (2.41)

in each iteration step, and updating ¢ via line search (cf., e.g., [95], Section 3.5]). This means
we solve ([2.41)) and set ¢ = ¢ 4 6dq with some step size 6 € (0, 1] until ||V3jz(q)lg is smaller

than some given tolerance. The gradient Vjz(q) € Q and the Hessian V2j5(q): Q — Q are
hereby defined via Riesz’s representation as

(Vis(q),6q)q = j5(q)(6q)
(V%ig(a)dq,79)0 = j5(a)(5q, 7q)
for all ¢, 7q € Q.

In our setting the gradient and the Hessian are explicitly given as
Vis(a) = 2F' () (F(q) — ¢°) + 2(¢ — q0)
V2jis(a) = 2F"(q)"(F(q) — ¢°) + 2F () F'(¢) + 2id .
The Newton equation ([2.41]) reads
/i * 4 / * 7/ 1. - / * d 1
[F"(@)"(F(a) = ¢°) + F'()"F'(q) + §id| 6g = —F'(a)"(F(q) = ¢") — h(a—a),  (2.42)

and analogously in the discrete setting (cf. Section with jg, F', and @ replaced by jg ,
Fh? and Qh'
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2.5. Optimization methods

2.5.2. Iteratively regularized Gauss-Newton methods

As already mentioned in the two previous subsections, computing second order information
can be very expensive, which motivates the idea of neglecting the second order term F"(q) in
(2.42)), such that we get the following iteration rule: Solve

(F'(q)"F'(q) + Lid)dg = —F'(9)"(F(q) — ¢°) — %(a — a0) (2.43)
and set ¢ = g + dq for the next iteration.

The equation ([2.43)) is a necessary and (due to convexity) sufficient optimality condition for
the minimization problem

. §
min |F(q) + F'(a)(3q) - g &+ g+ 6a — a0l - (2.44)

Considering a different regularization parameter in each iteration, this leads to the iterative
regularized Gauss-Newton method (IRGNM)

¢ =d7 = (F@ Y F A+ i) @) G -0 + 56 - w0)]

==

which belongs to the class of Newton type methods [69].

This method was introduced by Bakushinskii in [4], where he showed local convergence on the
continuous level under the assumption that F” is Lipschitz continuous and the source condition
(2.6]) holds for v > 1. For the noise free case (i.e., § = 0) he even proved the convergence rate

k
ld" —a'lo=0(%) . asBr— oo,
under the following condition on the regularization parameter

Br+1 <9
2

B, —00 ask—o00 and 1<

for some 9 > 1, which is satisfied, e.g., for the choice 3}, := By9", cf. [51].

This result has been extended in the last years by Kaltenbacher, Neubauer, Ramm, Scherzer,
Schopfer and Schuster in [17], [68], [69] to the case v < 1, where for v < % restrictions on the
nonlinearity of F', such as

IF(q) = F(a") = F'(a") (¢ — d")lle < CIF(@) = Flglalla —d'llq (2.45)
for all ¢ from a neighborhood of qT and some constant C' > 0, are required.
Since (2.44) is equivalent to
O i 1C(u) + C(u)(0u) — ¢"llc + 5lla+ da — allg
st ag(q,u)(0g, ) + ay(q,u)(du,0) =0 Vo e W,
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2. Basic concepts for the analysis and solution of inverse problems

with w € V solving a(q,u)(p) = f(p) for all ¢ € W, this method is related to the Generalized
Gauss-Newton method [18]: Solve

. ) ! 2 1 2
min Clu)—g + C(u)(du + =g + 6q —
o 0G) = "+ C G0 + e+ 6 - aol -

st. ag(q,u)(0q,9) + ay(q,u)(0u, ) + alq,u) () — f(p) =0 Voe W,

and set ¢ = g + dq, u = u + du for the next iteration. The optimization problem is
formed by linearizing the functions u — C(u) — ¢°, (¢, u) — a(q,w)(¢) — f(¢) (and ¢ — ¢ — qo)
in separately, such that one circumvents the solution of the nonlinear PDE. We will
discuss this method in more detail in Chapter [4]in combination with adaptivity and the choice
of the regularization parameter 3.

2.5.3. SQP methods

The idea of Sequential Quadratic Programming (SQP) is the solution of a constrained opti-
mization problem by solving a sequence of linear-quadratic optimal control problems using
the Lagrangian and the first order optimality condition. They can be used in combination
with line search as well as trust region methods (cf. [95]), but we will focus on the local SQP
method, because this section mainly serves as motivation for Chapter [ and Section in
particular.

Since SQP methods are tailored for constrained optimization problems, in contrast to the
previously considered optimization methods, here we do not consider the reduced problem

(2.22), but the formulation (2.18)), again neglecting the constraint ¢ € D (cf. Remark ,

ie.,

min Jg(q,u) = C’u—g§2+lq—q 2
L Ty = [Ow) o'+ Hla - ol o

st. alqu)(p) = flp) VoeW.

Applying the Lagrange-Newton method to the optimization problem ([2.47)) consists in using
Newton’s method to solve ([2.38)), which leads to the iteration rule

L' () (0x,0) = =L (2)(p) VoeX=QxV xW
r=x+0x.

This is equivalent to solving the quadratic program (SQP subproblem)

i P
(6,50)€0XV (94, 0u)

st b(0q, 6u) (@) == ag(q,u)(q, ) + ay(q,u)(5u, ©) + a(g,u)(p) — f(¥) =0 Voe W,
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2.5. Optimization methods

where

B(0q,0u) = Jg(q,u) + (J5)g(q,u)(6q) + (T, (g, ) (0u)

+ 2(L)g(q,u, 2) (3¢, 6q) + 3 (L)rmu(q, u, 2) (5u, 6u) + (L) (q,u, 2)(3q, 6u)
=IC(w) - ¢°lI& + Llla — ald

+2(q — g0, 0)q + 2(C(u) — ¢°, C'(u)(6u))g

+L[18q)13 + 1€ () (Sw)lIE + (C(u) — ¢, C" (u) (6, 6u))g

— 30g(q,w) (89,69, 2) — Fauy (g, u)(Su, 6u, 2) — agy(g,w)(5g, 6u, 2)
=IC(u) — ¢° + C"(w)(6u) & + Sllq + q — qolld

+(C(u) — g, " (w)(du, 6u))g

— 30g4(q,0) (89,69, 2) — Fau (g, u)(Su, 6u, 2) — ag,(g,w)(5g, 6u, 2),

and setting ¢ = ¢ + dq, u = u + du and z as solution to the dual equation

bsu(3q, 6u)(p, 2) = 5,(5q, 0u) () Vo €V

for the next iteration. Neglecting second derivatives, in our setting, this turns into the
Generalized Gauss-Newton method (2.46) (see also Levenberg-Marquardt SQP in [22], [23]).

Although we will not treat SQP methods as such, they present a basis for the ideas in
Section

2.5.4. Penalty methods

Another common way to treat constrained optimization problems ist via penalty methods
(cf., e.g., [95]). The main idea is to couple the constraint and the objective functional in the
following way (applied to (2.47))):

min  Jgz(q,u) + o||A(g, u) — fl|5
T (g, u) + ol|Alg, u) — [l

(cf. the relation (2.16))) for r =1 or r = 2 and a penalty parameter ¢ > 0. In fact, we won’t
apply a penalty method to the nonlinear optimization problem ([2.18]) directly, but to the
linearized version ([2.46)) (see Section , which we rewrite in a condensed form as

min 7 (q,u) s.t. B(qg,u) = fin W”* 2.48
i (¢, u) (g, u) = f (2.48)

with a convex functional 7: Q x V — R and a linear operator B: Q x V — W™, with
corresponding penalty problem

(q,ur)rgngp(q, u) =T (q,u) + ol| B(q,u) — flly~ - (2.49)

In Section we will especially be interested in ezact penalty methods (cf., e.g., [95, Section
17.2]), i.e., the case r = 1 and p sufficiently large. More precisely, if p ist chosen larger than
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2. Basic concepts for the analysis and solution of inverse problems

the norm of the adjoint state (cf. (2.26])), a solution to the optimal control problem (2.48)
solves the penalty problem ([2.49):

Let (g, u) be a solution of ([2.48)) with corresponding adjoint state z, i.e., let (g, u, z) solve
L'(q,u,2)(dr) =0 Vdr € QxV xW
for the corresponding Lagrangian L(q,u, z) := T (q,u) + f(2) — B(q,u)(z). Then there holds

P(q,u) = T(q,u) = L(q,u, %) < L(q,u, 2)
(¢;u) + || 2llw [1B(q,w) = flly~
(qa U) + pHB(Qa U) - f”W* = P(Q?“)

for all (¢q,u) € Q x V, where we have used convexity of the Lagrangian L.

<T
<T

Remark 2.5. For p > ||Z||ly we even get the other direction: For a solution (¢",u”) of the
penalty problem (2.49|) there holds

* *

¢ u) +(B(gu) = f. 2w w
L)+ 2 HWHB(q u’) = fllw
L)+l Blgtut) = flly
)+ plIB(g, @) = fllyy~

L(g",u*,2) =
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such that there holds in fact equality in the previous inequalities. This implies

pIIB(q" u") = fllw= = I2llw 1B(@",u”) = fllyw~,

which finally yields | B(¢",u") — f|y~ =0, since p > |||y
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3. Computation of a Tikhonov regularization
parameter with adaptive discretizations

The aim of this chapter is to combine the choice of the Tikhonov regularization parameter /3

(cf. (2.11), (2.12))) with adaptive mesh refinement (cf. Section [2.3|and [2.4).

In [39] Griesbaum, Kaltenbacher, and Vexler already formulated an algorithm, which iteratively
determines a regularization parameter 8 fulfilling the relaxed version of the discrepancy
principle in the discretized setting and adaptively refines the discretization by means of
goal-oriented a posteriori error estimators (cf. Section for linear inverse problems

Tq=g (3.1)
with T: Q — G linear.

The presented algorithm for linear problems leads not only to a considerable saving of compu-
tational effort when solving a single regularized problem, but yields an even higher gain in
CPU time and storage when used within a Newton method for determining the regularization
parameter according to the discrepancy principle , which involves several regularized
problems to be solved at different discretization levels.

As a matter of fact, many interesting parameter identification problems are governed by
nonlinear PDEs, which motivated us to extend the results from [39] as much as possible to
the nonlinear case. Like in [39] we apply an inexact Newton method to the equation (2.11]).
In this process, we have to solve in each iteration in order to obtain a minimizer or
rather to get a stationary point qgﬁ of jg p, for the current value of 3, which is required
to evaluate i, () = HFh(qg’h) — ¢°||I%. In accordance with Section [2.3{ and , we propose to
do so on adaptively refined discretizations of the problem, which enables to save a considerable
amount of computational effort.

Most of the results of this chapter have been published in [65].

3.1. Convergence of adaptively discretized stationary points to an
exact solution for vanishing noise

We will first of all carry over the convergence analysis of Tikhonov regularization from the
continuous setting to an adaptively discretized one. The crucial point here is that we do not
impose accuracy in the sense of smallness of operator norms or closeness of Hilbert space
elements, but only three scalar valued quantities have to be computed precisely enough, namely
the value of i and its derivative i’ at the current iterate /3, and finally the value of the Tikhonov
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

functional jﬁ(qg). In order to do so, throughout this thesis, we will need some assumptions on
the operator F'.

First, througout this chapter, we assume the existence of an exact solution to the inverse
problem, i.e.,

Assumption 3.1. There exists qJr € D, such that qJr solves (2.1)).
In order to obtain convergence F'(g,) — g (as n — 0o) for some appropriate sequence ¢,, we
need that F' is weakly sequentially closed, which is formulated in the following assumption.

Assumption 3.2. Let the reduced forward operator F' be continuous and satisfy
(¢n —q N Flg,) > 9) = (@€D A Flq) =9)

for all (g,)ew €D € Q

Note that Assumption is less restrictive as compared to (2.5)), since the premiss contains
strong convergence of (F(q,))nen-

Furthermore F' can not be “too nonlinear”(cf. (2.45))

Assumption 3.3. Let the tangential cone condition

IF(q) = F(@) = F'(@(q ~ Dlle < el Fa) — F(@)lle

hold for all q,q € D C Q and for some 0 < ¢, < 1.

These two assumptions (Assumption and are very typical means in the analysis
of regularization methods. Some of the first ones who used the tangential cone condition
Assumption to show convergence of the Landweber iteration, were Hanke, Scherzer, and
Neubauer [44] and although it is an open question whether this condition is fulfilled for some
standard examples, it is the weakest condition on the operator F' found so far to guarantee
convergence of methods working with the first derivative of F' (cf., e.g., [27], [69], [71], [102]).
We will discuss the validity of Assumption [3.2] and [3.3] in more detail by means of some
examples in Section

Assumption 3.4. Let 0 < 3 < BER. Forall e 1B, B] there exist stationary points qg and
qg,h in D of the Tikhonov functionals jz and jgz 5, (cf. (2.23) and (2.35)).

Since Assumption [3.1] and [3:4] constitute the basic prerequisites of this chapter, we will not list
them again explicitly in the following theorems.

Theorem 3.1. Let Assumptwn and A hold and let qg €D and qgh € DNQy, be stationary
points of ]5 and jg p, respectively (cf. (2. 2 , (2.38)) ). Let further the regularization parameter

8= 5(5,9 ) and the discretizations Qp,,Vy,, Wy, be chosen such that for iy, as in (2.37) (see also

(2.10))

257 (3.2)

Sl

726° <iy(B) <
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3.1. Convergence of discretized stationary points to an exact solution for vanishing noise

for constants T > 1 > 1 > e g5 well as

1—c4.
[in(8) —i(B)] < 7767 (3.3)
for some constant T > 0 with
~2 2 1+c;.
< L (1_0;) (3 4)
Then there holds:
(i) With
12:22_%2’ 2_7_ +7~_2 (35)

(2.12)) is fulfilled.
(ii) For any solution qT € D of (2.1) there holds the estimate

5
lag — qwllg < lg" — %wllq - (3.6)

(iii) The sequence qg = qg((;) converges (weakly) subsequentially to a solution of (2.1) asd — 0
in the sense that it has a weakly convergent subsequence and each weakly convergent

subsequence converges strongly to a solution of (2.1)). If the solution qT to (2.1)) is unique,
then qg((;) converges to qT as d — 0.

Proof. (i): With 7,7,7,7,7 as in (3.5) we can conclude from (3.2)) that
207 + 7267 < ip(B) < 726° — 7267
holds, and using (3.3) we have
7262 < i (B) — 76 < i(B) < iy (B) + 728 < 7252
h h
(ii): Since qg is a stationary point of jg, there holds
. 1) 0\ * ) é )
Vig(ap) = F'(43)" (F(q3) — ¢°) + 5(d5 — 90) = 0. (3.7)
Forming the inner product with the error qg - qT, we get
19 1) ) 1) 1) 2 )
(F(g8) — 9" F'(3)(g3 — a"))c + 3lla5 — a'll6 = %(g0 — a' a5 — V)
hence for 3 satisfying (3.2, by ([2.2), (2-12)), Assumption [3.3] and (3.4)
1) 512 1) 2 1)
1F(q3) — o1& + 3llgs — a' 15 — 50 — ', a5 — aV)g

~dlle (IF(a}) — F(a") = F'(aB)(a} — a")llc + )
9l (crcll F(a3) — gl +9)

1 ) 6112
= (ot + H2) | F(a)) - Il
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

and therewith
) 2 ) 2 ) )
g% — aolle = llah — a'115 — (20 — ¢', a5 — aD)o + (@' — q0,4% — q0)o
1 ) 512 )
< B (e + 2 = 1) | F(ah) — ¢°ll& + (6 — 00,05 — D)o
) 512 )
1) 1F(g}) — &ll& + ld" — qollollad — wllo  (3-8)

14¢.
2

< B | et A= -
( tc -2
o 012 0
< Blee+ (1 =) = D IF(g8) = 9'llz + la" — wllellas — wollo

)
= ld" = qwlllds — wllo

I

which implies (3.6)).
. 5§ &
Due to (3.6 there exists a weakly convergent subsequence of g3 = ¢ 8(5.6°)" By
asd — 0

(iii):
) 1) 4 =
1F(q8) — gl < [1F(gs) —g'llc +5 < (FT+1)d =0
(due to (3.2)) and the (weak) sequential closedness of F', the weak limit of any weakly

convergent subsequence of g is a solution to (2.1)) and therefore can be inserted in place

of qT in (3.8)), which implies even strong convergence by a standard argument (see, e.g,

[27]):
Due to (3.6) and weak convergence we can conclude
5 2 5 2 2 5
a5 = a'llG = lla5 = qollg + lla" = @olly ~ 2(a5 — a0, 4" — q0)g
2 §
< 2llq" - qollE — 2(g5 — q0.9" — @)
as 0 = 0.
OJ

—0

Remark 3.1. In C'hapter we will show a similar convergence results (cf. Theorem
The difference to here will be that there, no tangential cone condition Assumption is needed

(3.9)

to show (3.6).

Remark 3.2. Instead of (3.3)) it suffices to require
. . . 22

|in(8) —i(B)] < max{c-in(B), 7767}

, since this less restrictive condition implies (3.3]), once (3.2) is

2

*Hl\o‘*\x

satisfied.

mark , the tangential cone condition Assumption is unnecessary, (3.4)) can be cha

for some constant ¢ <
Remark 3.3. In case qg € D is a global minimizer instead of a stationary point (cf. Re-
. nged

to the weaker condition 7> < 22 —1andT > 7 >1 > 1, and the proof of (ii) in Theorem h
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3.1. Convergence of discretized stationary points to an exact solution for vanishing noise

can be simplified as follows:

6 2 2
Slas — ol < (% =7 —1)5° BHQ,B_QOHQ

. 22
< ip(B) — 707 — BHQB_QOHQ
5\ 6p2 <2 5 2
<||F(qg) —g"llc — 6" + %quz —qllo
612 2 2
IF(q") = 1% — 0" + $ll¢" — qolld

IN

IN

2
Ll = aolld

For proving convergence rates, we additionally need a source condition of the form ([2.6)):

Assumption 3.5. Let

¢~ € R (x(F'(a")F(d"))
hold with some r: RT — R, such that K20 K()\)Q is strictly monotonically increasing on
(0, HF’(qT)|]22_>G], ¢ defined by ' = K* is convex and 1 defined by Y(N) = k(A)VX is strictly
monotonically increasing on (0, ||F/(qT)||éHG].

[|Tx

By |Tlx_,y we denote the operator norm ||T'||x_,y = Supex 420 W‘ll:” for some operator

T: X — Y and Hilbert spaces X,Y.

Remark 3.4. For some operator T: QQ — G the functzon K in Assumption |3.5 should be
understood as spectral representation k(T"T) = [;' k(\) dE) , where {Ey| 0 < A S a} denotes
the spectral family of (the nonnegative and self adjomt operator) T*T with a > 0 such that
for the spectrum o(T*T) of T*T there holds o(T"T) C [0,a] and HTH%_K; < a (cf., ey,
(27, 151, 169, [91)).

Since the following result is not restricted to Tikhonov minimizers, we consider a quite
general approximation ¢ of qT. Due to this universality the following theorem is of interest
on its own and might serve as very useful tool for the convergence theory in the context of
regularized problems in combination with the discrepancy principle (see also, e.g., the proof of
Theorem |4.2]).

Theorem 3.2. Let Assumption [3.5 hold. Moreover let F satisfy the tangential cone condition
Assumptzonm 3.5 and let G be a regulamzed apprommatzon (not necessarily defined by Tikhonov
regularization) of a solution q' of F(q) =g with ||g — g ||G < ¢ such that

1 - qollg < lla" = aoll (3.10)

~ 0 ~
I1F(Q) — 9" llc < 76 (3.11)
with some 7 > 0 independent of §. Then the rate

li—q'llq=0 (_f) (3.12)
¥ (C9)

holds for some constant C > 0 independent of 4.
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

Proof. 1f |G — qT||Q vanishes we are trivially done. So we assume ||§ — qTHQ # 0 for the rest of
the proof.

By Assumption [3.5] there exists d¢ € @ such that

(@" — g0, — "ol = (60, K(F'(¢") F'(d") (g — ")) (3.13)

for any ¢ € Q. With Jensen’s inequality (cf. [51, Lemma 3.5]), analogously to [51), Proposition
3.6)) for a > ||F'(¢") |5 q, we get

; (\R(F'(qf)*F'(qT))(q - qT)Hé)

lg —q'|1%
290([5 K(A )dIIEA(q—q I ) (f p(k dHEA(q—q i )
Jo dlBx(q — "] Jodll Ex(g — gM|?
<f0 Ad||Ex(g — q')] ) I (") F'(a") (g — gD &
lg —q'lI5 lg — ¢'11%
_ P @ —a)E
lg—d'l

which implies

loot T2
I8P () F @) — a)IE < llg— o' 5 (”F (@)a g ”‘G) ,
g —q'llo

since gofl = k% is strictly monotonically increasing. The used notation is the same as explained
in Remark For an introduction to functional calculus in this context, we refer to [27].
Together with (3.13)) this yields

F/ T T2
(a" — g0 a — d")al < l6allo lla — a'llow (” (ﬁ’q)(quHZ e (3.14)
- Q

for any ¢ € Q. Combining (3.10) and (3.14) we obtain

~ 2 2
0> 17— allo — ld" — wllp

= ||lg — TZ 2 T_ q— T
17— d'llo +2(¢" — a0,d—d")q (3.15)

PN
42 . I1F'(¢")(@ — ¢")ll&
> ||qu||Q2II5qIQquTIQﬁ< e :
1d—a'llg
With Assumption and (3.11)) we get the following estimate
I1F"(¢")(@ = aMlle < I1F(@) — FlaDlle +11F' ()@ - ) + F(a") = F@)lle
< (1+ ) |F(@) - Fa)lle

< (1L +ad(I1F@) ~¢'lg +9)
< (I +ce)(T+1)6,
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3.1. Convergence of discretized stationary points to an exact solution for vanishing noise

which together with (3.15)) and by monotonicity of x yields
_ _ s
lG—q"1% < 2H5QHQH‘1_QTHQ"5<H A ) (3.16)
Q

with C' = (1+ ctc)(? + 1). As we consider the case ||§ — qTHQ # 0, we can multiply both sides
of (| - by THZ to obtain

ol Cc2s2 Cc2s?
< 2[|9qllg (Hd e ) = 2||dqllqv (HN 75

la—d'lg \lli— 13
By strict monotonicity of 1, this yields

~ ~2 ¢2
¢_1< c 6)5?12
2[19qllq 17— q'llg

which proves (3.12]). ]

Now, we come back to the specific setting from this thesis and prove convergence rates for a
stationary point of the Tikhonov functional, and discretizations according to Theorem

Corollary 3.3. Let the source condition Assumption[3.5 and the assumptions from Theorem
be fulfilled. Then the following convergence rate is obtained:

g —q'llg =0 (wfj(m)) : (3.17)

for some constant C > 0 independent of §.

Proof. Since and (| - see also Theorem (3.1 - ) provide exactly the assumptions from
Theorem [3.2] the proposition follows directly with Theorem [3.2] O

Remark 3.5. With k= k,: A= X, v € (0,3], A > 0 in Assumption we can conclude
the usual optimal Hélder type rates (cf. .,227])

o _ oM, =0 52311 :
lgs —d'llo = :

1
Obmously /<c CA = A s strictly monotonically increasing. For ¢: u — p2v there holds

1
o ' =k? and ¢’ "(n) = % (@ — 1) 120 2. Thus, ¢ is convez for v € (0, 5]. Further, we have

1
V(8) = K, (0)V38 = 6”12, i.e., 1) is strictly monotonically increasing and there holds

—- s = gt
¥ (9)

For a convergence (rates) proof under different conditions on the forward operator than those
used here we refer to [58].
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

To obtain convergence rates for the discrete version Hq};h — qTHQ we need another quantity of

interest to be computed with sufficient precision, namely jﬁjh(qgh), which is shown by means
of the following proposition.

Theorem 3.4. Let the conditions of Theorem be fulfilled. Let moreover T, T be chosen
such that

2_ 22 1+th+\/1+ctc> +2(1_th)(1+7)

3.18
1-— Cte ( )

1

is fulfilled (instead of the weaker condition (3.4)). If, for the discretization error with respect
to the cost functional,

!jg(qg) - jﬁ,h(qg,h)l <0*§? (3.19)

holds, where @ is sufficiently small so that

o et (e’ 20— a)(1+6°+7)

: (3.20)

1=

1—c

then a stationary point qgﬁ = qg(5m£) converges (weakly) subsequentially to a solution of (2.1)

in the same sense as in Theorem and strongly in case qJr s unique as 6 — 0.

If additionally the source condztwn Assumptwn- (3.5 holds with f, ¢ as in Theorem[3.9, then
the convergence rate ( is obtained for qﬂ n tn place of qg

Proof. There holds

ia(@d) — a(a) = I1F(@3) — &’lIE — 1F(a") = &Il + & (Ila} — a0l — lla" = al13)
=176 = o'1& = 1F(@) - o'+ b+’ 2.0~
= IF(g}) ~ ¢ IE —llg — 13+ 2(d — a0 45— aDo — Sldh —d' 1B
<|IF(g8) —g Hc+g(qza—qo,q5—qT) — g5 - 413

From the first order optimality condition (3.7)) we get
1 ) ) 6 é 1)
L@h— 0,05 — do=—(F(g}) — ¢*. F'(a3) (a5 — d"))c

hence using the tangential cone condition Assumption [3.3]

I1F(g8) — o’ lI& + 345 — q0.9% — aV)g = (F(a3) — &° . F(g}) — 8’ — F'(¢8)(a} — a"))a
< 1F(¢}) — ¢ llcIF(a3) — 8" — F'(a8)(a} — d))lc
< 1F(g}) - ¢l (crell F(ah) - glle + 9)
<1P(a}) = o llo (cucl F(ah) = ¢"ll + (1 + exc)d)

b 512 ) s
< ¢el Fgs) = gl + (1 + ce)dllF(gp) — g°lle
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3.1. Convergence of discretized stationary points to an exact solution for vanishing noise

and with
Js(a8) — ip(d") < —1F(g}) — &1I& — Lllah — 'I%
+2 (el F(gh) = 611 + (1 + c)dl| F(ad) = ¢°llc)
= —(1=2¢)IIF () — ¢’ & + 201 + )3l F(q3) — o Nl — Sllaf — a3 -
By and Assumption for the discretized quantity we further get
jg,h(qg,h) < jﬁ(qg) + 6%
< jslq") + 076" — (1= 2¢,.)|IF () — ¢’ & + 21 + er)0 ]| Fa3) — o'l
=llg—¢’lI&: + 3lla" — qlld + 6% — (1 — 2¢,) || F(g5) — 8" I
+2(1+ ¢, F () — ¢°lle
< (14 6%8% = (1= 26,) | F(g}) — 8’112 + 201 + )8l F(8) — ol
+ et = ol
ie., by
labs — a0l — lla" — qolla = B (ns(@b) — 1 Fulada) — 6°11&) — o' — qold
< B (dnplabn) — 1F(@}) — &Il +720°) = lla" — qolly
<B((1+6%8 - (1-20.)|F(gh) - ¢"lI&
+2(1 + )| F(gh) — 6 la — [F(ah) - ¢°l1& + 76%)
<B((1+ 6+ 70" — 201 - ) |F(a}) - ¢°lI&
+2(1 + c)3| F(gh) = 6 llc) -

From the fact that (2.12) holds with (3.5)) (see Theorem (i)) and by (3.20]) we can conclude

~ 1+c (14-c 2(1—c 140% 45
1F(q3) gHG>\/; 5\/772>5+tc+\/ +t521+ctc) 407 +7)

which implies

8 ((1+6% + )8 1201+ )0 | F(qh) — ¢’ la — 20— e [F(ad) — g°3) <0

(3.22)

since

- _51+ctci\/ 1ten) H2(1—c, ) (140 +7)
1/2 2(1—c;p)

are the only solutions to the quadratic equation

(14 6% +7)6* 4+ 2(1 + ¢;0)0x — 2(1 — )2 = 0,
and —2(1 — ¢;.) < 0. By (3.22) this finally leads to

1)
la5n — ol < lla" ~ aollo- (3.23)
The rest of the proof follows the lines of the proof of Theorem as well as Theorem [3.2]
since (2.12]) (see also Theorem (i)) implies (3.11]). O
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

Remark 3.6. Again (like for Theorem see Remark , the given proof can be simplified
in case a global minimizer (and not only a stationary point) is available, insofar as the
tangential cone condition Assumption and are not needed to show convergence
(without convergence rates). Besides, instead of (3.20) we require

>1+6%
Then the inequality (3.23)) is obtained as follows:

5 ) :
5llas.n — w0llo = dan(asn) —in(B)
< jslah) + 6°8° — £°8°

2 612 2¢2 2¢2
< 3ld" = aol§y + IF(a") = o’ |l + 6°6° — 6
<Lld" - ol + (1 + 6 - 1)8?

2
< %HQT_QO”Q'

Remark 3.7. Please note that (3.18)) guarantees the existence of © > 0 fulfilling (3.20)), e.g.,

2
. (VPP -1-a) - e
o 2(1 - ctc)
which is how © will be chosen in the numerical test; cf. Section[3.6

&)

—1-7,

3.2. Inexact Newton method for the computation of a
regularization parameter

After having deduced conditions on the regularization parameter 8 and the discretizations,
which guarantee convergence of the discretized control qg’h — qJr as 0 — 0 (cf. Section ,
in this section, we will discuss how to determine such a § and discretizations @, V3, W,
fulfilling , (or ) and iteratively. We will do so by applying an inexact
Newton method to the discrepancy principle equation and deriving refinement criteria
to guarantee convergence of the resulting sequence of regularization parameters.

As in [39], we use goal-oriented error estimators (see Section , where i and i’ turn out to
be appropriate quantities of interest. The main difficulty in transferring the results from the
linear case [39] is the following: while 8 +— i(/3) is convex and monotone in the linear case,
which implies global monotone convergence of Newton’s method for , these properties
partially get lost in the nonlinear case. Still, monotonicity follows in a very general setting
from minimality arguments.

First, we restrict ourselves to a closed interval § € [3, 3], with some B> B> 0 and show later
that our iterates do not leave this interval.

Lemma 3.5. Provided, for any 8 € [B,[] there exists a minimizer of the Tikhonov func-

tional, then the function i (defined by (2.10) with any selection qg € argmin cp j3(q)) is a
monotonically decreasing function on 3, 3]
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3.2. Inexact Newton method for the computation of a regularization parameter

Proof. For any 8 < ) < 5 < B and any ¢(5;) = qgi € argmin ep(Jjg,), @ = 1,2, we have by
minimality
s (@(82)) < sy a(B1)) = G (@(B) + (& = £ a(8y) — aoll
< g (a(B) + (% — 2) la(By) — @olld (3.24)
1
B

= Jg, (a(B)) + (% = 4) (lla(Br) — qolld — lla(B2) — a3

1

which implies (ﬁiz - i) (llg(By) — qOHé —lq(Bg) — qOHg)) > 0, thus monotone increase of the

mapping S+ ||q(5) — qOHQQ. This yields monotone decrease of i:

i(B2) = jg,(q(B2)) (B2) — %ng

< Jg,(a(B2))

_ i”
By
1
— @HQ(&) — QO”ZQ
1
< Jaua(8) = -lla(B) - al%
1 1
<i(By) + o 1a(B1) — @olly — = la(Br) — wllp
By B,
= i(ﬁl)-

O]

Two-times differentiability of i as well as bounds on the second derivative 7" will be shown in
Lemma [3.6] under sufficient optimality conditions of second order

Assumption 3.6. For every 3 € [, B] let a stationary point qg of jg exist, which fulfills the
second order optimality condition

J5(48)[60,0q) = 2| F'(¢3)3q|l&: + 2(F(g3)) — o°, F"(48) (84, 69))c + 21I0qll?y > 2nllqg

for all 6q € Q.

We are well aware of the fact that sufficient optimality conditions of second order are strong
assumptions and in general hard to check. But at the same time, we would like to point out
that in nonlinear optimization there are common means for extending results from a convex
setting to non-convex objective functionals.

Lemma 3.6. Let Assumption and[3.4 be satisfied.

(i) Then for every 3 € [, 3] there exists a neighborhood Ug of B and a choice of stationary
points q(B) of jz such that the function i (defined by (2.10))) is continuously differentiable

and monotonically decreasing on Ug with

i'(B) < —2Bn|ld' (B)|15 < 0. (3.25)
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

(ii) If additionally F" is continuous, we obtain continuity of i’ on the compact interval
18, B]; hence, there exist 7,57 € R such that

y<i <7 inUg. (3.26)
(iii) Provided
é 1 1
1F(q5) = ¢°lla > 750, (3.27)

(which is fulfilled, e.g., by the choice (3.2)—(3.4])) there even holds strict monotonicity in

, i.e.,
¢(B) < —2Bnlld' (B)|15 < 0. (3.28)

Proof. (i): We define the function
7 QxR Q" V(g f)=FF (@) (F(a) ~9") + a1,

or in terms of inner products and using Riesz’s representation
(g, 8)(69) = B(F(a) = ¢°. F'(a)(30)): + (4 — 90, 00) - (3.29)

Then a stationary point qg satisfies the equation W(qg, B)(0q) = 0 for all ¢ € Q. Due to
Assumption [3.6] there holds

(Z4(q5: B)3a, 50)q = B (I1F'(a5)(5a) & + (F(ah) — ¢°, F"(45)(3a,80))c: ) + II6al|y
> Blldaliey — 115413, + l154l1%
= Bn [|5q|l3, -
Hence the bilinear form (p, @) — (Wé(qg, By, ®)q is coercive in Q x @ and therewith the

mapping Wé(qg, B): Q — Q" is continuously invertible. The implicit function theorem

provides the existence of a neighboorhood Uy of # and a smooth path ¢(f) = qg for
B € Ug with the claimed differentiability under the respective differentiability assumptions
on F'. This implies

i€ C'(Ug) if F e C*(Q) and i € C*(Up) if F € C*(Q). (3.30)
To obtain (3.25)), we differentiate the necessary first order optimality condition equation

¥(q(B),B)(0q) =0  Voqe@ (3.31)

with respect to 3:

(F(a(8)) — ¢°, F'(a(8))(80)) + BF(a(8)) — ¢°, F"(a(B))(d'(B),64))
+ B(F (B (B), F'(a(B)(6a))c + (d'(B),6q)g =0  Véq€Q.

Setting dqg = ¢'(B) yields

(F(q(B)) — ¢, F'(a(B))(d'(B)))c
= —B(F(a(B)) — ¢, F"(a(B)(d (8),d(B)a — BIF @) (d BNIE — d (B

(3.32)
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3.2. Inexact Newton method for the computation of a regularization parameter

and finally

i'(8) = #IFB)) - ¢’ lI&
=2(F(q(8)) — 9", F'(a(8))d' ()
= 26 ((F(a(®) - ¢ F"@(B)(d(B). d (BN + IF (B)d (BE) — 214 (B3

'5w%
‘B3,

where we have used, once again, (3.31]), Assumption , and B < B. This implies the
first estimate in (3.28)).

(i1): (3:30) implies (3:20).

(iii): It remains to show that ¢'(8) # 0. Let us assume that ¢'(3) = 0. Then (3.32) would
simplify to

N IN
| |
NN
< =
s 3
. Q_

(F(a(8)) = ¢", F'(a(8)($q))a =0 Vg€ Q.
Setting 6q = q(B) — qT we would then arrive at

0= (F(a(8) - ", F'(a(B)(a(8) — a"))e

- IF(@(8) - oI - (Fla8) - & Fla(d)) - FW()X%@ a)c

> [|F(a(8)) = 9°lI% = 1P (a(8)) - gHNF@w» g’ = F'(a(8)(a(® - a)e

> ||F((8) - &°lle = 1F(a(8)) = ol (I1F(a(8)) — g = F'(a(B))(a(B) — ¢l + )
> [1F(a(8)) = 8117 — 1F(a(8) - ¢’ le (crcll F(a(8)) = gl + )

> [1F(a(8)) = 9'lIE: = I1F(a(8)) = ¢"lle (el F(a(8)) = 6lls + (1 + €1)9)

= |F(@(3) = g’ la (1 = e IF(@(B) = gl = (1 + c1c)d)

which gives a contradiction to (3.27)).

O]

Therewith, we are led to make use of globally and superlinearly convergent monotone modifica-
tions of Newton’s method, cf., e.g., [98], where the solution is approached from above and below
by two simultaneously computed sequences of iterates. In the simple one-dimensional situation
we deal with here, we can use the fact that quadratic equations can be solved explicitly (see
below) to get rid of the necessity of computing two sequences. For this purpose we
follow the ideas of [98], i.e., using the existence of a lower and an upper bound to the second
derivative of the quantity of interest ¢ to guarantee quadratic convergence of the sequence of
regularization parameters 5. But we will see that for showing linear convergence the existence
of a lower bound suffices. An approximation i) to the second derivative i can be computed
very efficiently in the context of goal oriented error estimation, see Section and |39 Section
2].
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

Correspondingly we formulate the following convergence theorem for a sequence (Bk) keN
produced by an inexact Newton method for (2.11)), which represents an extension of [39]
Theorem 1] to nonlinear inverse problems.

We wish to point out that Theorem is not restricted to the definition of ¢ as in (2.10). In
fact, the results hold for any function fulfilling

ie C* (R, i(8)<0, and i’ isbounded from below.

for all 8 > 0, such that Theorem might also be of interest for a different setting outside of
this thesis.

Theorem 3.7. Let i be twice continuously differentiable and let v < v for some v > 0
independent of 3, denote a lower bound on i’ i.e.,

1<i'(B) VBER (3.33)
and assume that
i'(B) <0 VBER. (3.34)
Choose BO > 0 so that
iy = in(8%) > %67 (3.35)
for some T < 1 and define
k. =min{k € N | if — 726 <0} (3.36)
for some T > T,
E+1 Zﬁ — 75 E+1 2
S e = TR 0 9 =
i k41 .1k
h 1+1/1—=2vsy /iy,
L Gt vaﬂ, gRHL — gh 4 b+l (3.37)
with iz, i/];i satisfying
[i(8") = i < exlif, — 7°6°) (3.38)
(8" = '] < cali'h) (3.39)
. . . sk +
[i(8%) = in| + |'(8%) = i'u| [s*F] < T2 s (3.40)
for all k € IN and
[i(8%) —iy| < (77 — £%)8° (3.41)

for some constants ¢y € (0,1), ¢y € (0, %) independent of k and k., as well as for k >k, — 1
additionally

ok k ooky ko ok kK +v, k
(B — iy [i(BY) — k] + [ (BF) — il M < TSR (3.42)

Then there holds
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3.2. Inexact Newton method for the computation of a regularization parameter

(i) megativity of the approximate derivative, i.e.,

/Y <0 VkeN,

(ii) well-definedness, i.e.,
k>0 VkeN and o"c (0,1 VkeNN,

(iii) monotonicity
B <p <8 VREN,

(iv) boundedness of i/z, i.e., existence of constants a,b > 0, such that for all k € N

1k
a < \z/h\ <b,

(v) finiteness of ki,

(vi) convergence

AR | as k — oo,

(vii) convergence
k
8" — B, as k — oo,

(viii) boundedness of zﬁ* with

f&ggiﬁ*g 252

Rl

Remark 3.8. At this point we give a short motivation for the strange-looking step size o

(3.43)

(3.44)

(3.45)

(3.46)

(3.47)

(3.48)

(3.49)

k+1

in (3.37)) before this is analysed in more detail in the subsequent proof. Let s = [3, — Bk Taylor

expansion yields

2

0= i(85) — i(8,) +1(85)s + 2i"(85)s? + O(s™) m ik — i(B.) + ks + L s? + O(s"),

2 2

2
and it can be shown that for s = s™ there holds i} — i(8,) + ilzs + %52 =0.

Proof.  (i): By (3.39)) we have
[7(85)) = ' (B%) > |4l = {'(8") — i3] > 1= e)li's|  VEEN,
and thus

i <7(B) +17(8) — ] <7(8Y) + cali'h] <7'(B%) + 1213 (%)
i'(8") — 121 (8") = 22 (BY) < 0

for all kK € IN.

(3.50)
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

(ii): We show (13.44)) by induction. By (3.35] - ) together with ( we have sk > 0 and

36

€ (0,1]. For the induction step we assume that sh' = > O an d ot e

k: > 0.
Then there holds

€ (0, 1] for some

g+t >0 wee(0,1]. (3.51)

Observe that the roots of the quadratic equation
. Ik
ir— 202+ iy s — %52 =0 (3.52)

are

s=1 <i’Z (@) + 24k - 7252)> .
Consequently
Gt — akﬂsﬁvﬂ
2(if — 726%)
1k k+1 .0k
Pn(L+ 1 =298y /i)
2(if — 7%6%)
V2 - s
2(ik — 726%)
1k ./k 2 -k 2¢2
i+ (@) 4 2y(i —T7707)
2if — 728%)(0'h — V(D) + 2905 — 7°6%)
2y (if — 726%)
=L (#h -V 20k - )
solves (13.52)) and there holds
I8 —i(B.) = i(B) —75°
=u¢“>—ﬁ—4$“*+ak“f

:,L(Bk) ’L., k+1+/ // 6 +t5k+1)dt< k‘-i—l)

(3.53)

. Ik
L %(Sk—i-l)

i(85) 4 (81 + F(M = - s (M

YHY | k12 opky ok . k+1
TR = i) — ik — 1785 = s

v

\Y]

where we have used (3.51]).

Now we distinguish two cases: k < k, — 1 and k > k, — 1. If K < k, — 1, the definition
of k, (cf. - ) implies zh+ > *262 > 7252, which together with - leads to the
desn"ed assertion s52 > 0 and o™ € (0,1].



3.2. Inexact Newton method for the computation of a regularization parameter

(iif):

If £k >k, — 1, (3.53) together with (3.42)) implies
i) (B > (8 — iy (3.54)
and finally
it > (8, =67,
which together with (3.43) again leads to sh' > > 0 and o2 € (0,1].

Since we already showed (3.44)), we can conclude that (3.53)) holds for all £ € IN. With
(13.40) we have

i(B") >i(B,)  VkeEN, (3.55)
and with i'(8) < 0 (cf. (3.34)) there holds B < B, for all k € N, which gives the right
inequality in (3.45)). The left inequality in (3.45) follows directly from ((3.44)).

So (ﬁk) kel is @ monotonically increasing sequence which is bounded from above by S,
and consequently convergent. In the following we show that its limit is in fact 5,. In

1k
order to do so, we first prove the boundedness of |i'|.

: To show (3.46)), we use (3.45) with the fact that by our assumption i < 0 (cf. ([3.34))
we have
0<c:= min —i(B) < =i (B") < max —i'(B) =:¢
pels”,B.] Bels”,B.]
and therewith, by (3.50))
gk gk > 1—2c,
‘Zh =—1hp = 1,622
as well as by (3.39)
il = =i < =" (8) + [{(8%) — i"ul < =" (8") + 121 (8%)| = 2518 (8")] < 5e
for all k € IN. So with a == {=2¢ and b := =-¢, (3.40) is satisfied.

: By (3.45) the sequence (Bk)k,e]N is convergent, such that

oFTightl — gl _ gk 40 as k — oo. (3.56)
This leads to two cases:

1. case: S?VJFI +# 0, hence there exists a subsequence (S%—H)lem which is bounded away
from zero, which by (3.56) implies ot 0. T his, by the definition of ot and
(3.43) implies

which by (3.46))/(v) implies S};\l]—’—l — 00, so that

ky+1
28y

k+1 k41
ot s]\l,+ > — 00,
ky+1

1+4/1+ 2y

a

which is a contradiction to (3.56)).
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

2. case: sﬁ,ﬂ — 0. Then

‘Z-k _7_252| |Zk _7252| i
h s < I K _ kg,
|3,
hence |if — 726% = 0.
As the first case led to a contradiction we can conclude

skt 50 and iy — 7%6% = 0 as k — oo, (3.57)

which implies that k, is finite.
(vi): From (3.57) and (3.46) it follows directly that o* — 1 as k — oco.

(vii): The convergence Bk — B, can now be shown using the Mean Value Theorem for
differential calculus

i(8.) = i(8") +i'(€)(B. - 8Y)
for some & € (ﬁk,ﬂ*) as well as and :
ol " = B.| < li(8) = i(B.)] < 1i(B") — iR] + lin — i(B.)]

< (e; + )iy —726% -0 ask — oco.

(viii): To show (3.49), we use monotonicity (3.34]), (3.45) and (3.41) to conclude the lower
bound
iy = A(8") — liy —i(8")] = i(B.) = |iy —i(8")] = 76" — (+* — )&%,
while the upper bound follows directly from the definition of k,.
[l

Please note that the condition together with implies i(8%) > 726, since there
holds iy, — i(8%) < [i(8°) — | < ¢1(ih — 7°6%), which implies i(8%) — iy > —¢;(if — 7°6%) and
finally

i(8%) = 7262 > i) — 1267 — ¢, (3% — 720%) = (1 — ¢1) (i) — 726%) > 0.

With this inital choice a start with a too large regularization parameter 3 is avoided. The
resulting monotonicity (3.45) implies that we approach the exact parameter 3, in fact from
the stable side in the sense that a smaller 8 corresponds to a more stable Tikhonov problem.

Knowing that the sequence (ﬁk)k € IN is monotonically increasing and that BO < ﬁk < B,
Vk € IN (cf. (3.28)), tracking the proof of Theorem we note that we don’t need i to be
monotonically decreasing in all R, but that i’ < 0 in [8 ,ﬁ*] is sufficient, which is guaranteed

by Lemma [3.6]

Please note that (3.42)) is only a theoretical bound for proving finiteness of the stopping index
k, and does not get active, since in practice, we stop the iteration at the index k,. That is
because we only aim at achieving (3.49) (also see ([2.12)), instead of i} = 726 for some h, k.

By means of the results of Theorem we will prove that the convergence ﬁk — B, as k — o0
is in fact linear.
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3.2. Inexact Newton method for the computation of a regularization parameter

Proposition 3.1. Let the assumptions of Theorem[3.7] hold. If additionally 2¢y + co < 1, we
get linear convergence, i.e., for all C € (%, 1) there exists kg € IN such that for all k > k

8" — B, < C|8* - B.] . (3.58)

Proof. There holds
85 = B.| = B, — B

.k 252
k4+1th — T

= /8* - /Bk +o ok
th
= % (i’i(ﬁ* = B4+ o (i) - 70%)
th
— (A= B = ) + T — 267 4 18— B)
vh
- |/1k ((1 - Ukﬂ)’i/]fi‘(ﬁ* — ﬂk) + Jk+1(7252 — zlfl — Z”];L(ﬁ* _ 5’9)))
h
= _ gttt _ Rk ﬁ 22_.k_,/k’ _ pk
= (1 g )(/6* /B )+ ‘/k’ (’7' 0 iy — 1 h(ﬁ* 5 )) .
th

Using the Taylor expansion/Mean value theorem for differential calculus
8% = i(B,) = i(8*) + (&) (8. - ) (3.59)
for some £ € [ﬁk, B.], we further get

1B — B, = (1 - ") (8, - 5%

k+1

"B = B") = i'(8")(8. - 8))

1k

" (7€) = 7B (B. = B + ((Be) — ih) + (I (By) — 1) (B. — 8Y)

Lk T e B =ik gk
=[1-o"" + 7 (&) —i(B7)+ 5 _ 5" + (@ (Bk) —@'n) | | (B = B7)-
T p *

The term i(f3;,) — iy can be estimated via and as follows:
[i(8%) — ih] < e1|7?0% — i
< o (3118, = 8% +17°8° = if, — 58, — BY))
< ey (13118, = B +1i(8") = ikl + 1i'(&) = /4118, — BY])
< ey (10118, = B°1 +1i(8%) — k| + 1" (&) — 7' (8%)I1B. — 8"
+i'(8%) = 418, - 8Y)
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

and further
(1= e)li(8%) = if] < e (Jhl1B. = B+ 1(€) = ' (BB — 8% +1¢(8") — 3118 — 8"])

which finally gives

|7'(5k) - 7']2’ G 1k ./ ok 7 ok .k
< (Y] -1 + |7 —1 . 3.60
55 ST (@ =1+ 185 - 14) (3.60)
Going back to (3.60)), using (3.38)), (3.39), (3.44), (3.46)), (3.59)), and (3.60)), we have
|Bk+1 - B*| k+1 Uk+1 ./ 1ok
<10+ i°(§) =& (B7)]
8" — B.] iy |
o (R + 1€ = /(85 + (8 = 74l + 17 (Bi) - 4l
k+1
1 c k 1 k
—1_ k+1 2 / _ dipk 1 . /k_/}
o S [T O YO 2 e -
1 1 c1+ Co ik
<1 gt { Soen otk 1 2./}
<=0 o | O )+ P2
1 c1+c
<1-— k+1 ./ sk 1 2'
P (€ = ()] + S
(3.61)
Since |i'(¢) —i'(8%)] — 0 and (1 — ™) — 0 for k — oo, for any C € (0111-6612 , 1), there exists
ko € IN, such that the right-hand side of (3.61)) is smaller than C for all k£ > ky, which shows
the linear convergence result (3.58)). O

Remark 3.9. Note that we here also recover the superlinear convergence stated in the case of
exact evaluation ¢, = cy = 0 in [98] with only a lower bound on i". Nevertheless, we will even
obtain quadratic convergence for our setting (with non-exact evaluation) in the following.

Under additional quadratic conditions on the errors in 7 and i’ as well as the assumption that
i" is bounded from above, there even holds quadratic convergence Bk — By, which we will
show in terms of the following proposition.

Proposition 3.2. Let the assumptions of Theorem be satisfied. If additionally i"(8) <7
for some 7 € R independent of 3, and

oky ok i, — 7°6°)
i(B%) —inl < C e (3.62)
v h
.1 ok gk ’Zl}i — T252|
[(B%) —i'n| < Cy 7 (3.63)
h
holds, then we obtain the quadratic convergence estimate
|Bk+1 - B*‘ < Ck‘ﬁk - B*‘Q (3'64)
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3.2. Inexact Newton method for the computation of a regularization parameter

with

Ck = 1k
|3

for some & € (8%, 5,).

L (max{o,v} LG FEF 20+ \i’(f)!)
2 L—c)® |52 20 —c1) }i7y)

Proof. The quadratic convergence estimate ([3.64) can be concluded by continuing the estimate
(13.59) via the Taylor expansion

(8 (8 = ~(8* ~ 57 [ (L= 00", + (5"~ p)

as follows:
k+1

B = B, = (1= ") (8, — BY) + T—(i(B,) — ik — 'h(B, — 8Y))

’Z h\

O_k+1 1

— =B -8+ T (= [ - 0B+ (6t - Bt (8 - 5)
|41

+(8Y) — if) = ((8") = W) (B, — BY) = (8" (8. - )

k+1 B, ol k2

== - + T (5 max(0. )6, ~ 5
Uh

+i(8F) = i) = (' (8%) = 'h) (B = B) = (B (B, - BY))
k+1 1

by =il 1 (8% = Thl(B. - 8Y)

1
i —— | (8. = 8°) + 5 max{0.7}(8. - 5")*
‘Z h’ 1 2’)’5N7L /z
k
¥y — ikl + 17 (8%) = I8, — BY)] -
(3.65)
It can easily be shown that ~ i1 /\\/1 42X <1 VA > 0, which implies 1 — 1+m 1)\ YA>0
and therefore
2 — 7%
i) (1 ) % kil _ '2” h=T O] (3.66)
1—|—\/1—{—275k+1/|zh| |Zh|
Besides, (with (3.59)) there holds
. r .
ih = 720%] < T li(8%) = 767 < T I (©)I1B" - 8. (3.67)
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

for some ¢ € (8*,B,). With the estimates (3.66), (3.67) and using (3.62), (3.63) we can
continue (3.65)) as

k+1 1 [y iy —7%6% By, L _ k2
‘/8 _B*‘ S ./k| a |/k| (5*_5 )+7max{077}(6*_6 )

7'}, 2 v 2
k222 k22
iy — 70 ip — 70
+Cl| " k2 ‘ ’ : 1k |(5* - Bk)]
|3, i,
1 ik 252 1
= e | (3 o) BT, - 5 4 (o736, - 2
|7 |3
i — 8%
+C4 |z'i 5
L [3+Cli'()] 1 Cy ’i/(f)q k 2
< + 5 max{0,7} + 18" — Byl
iyl L e i 2 (1—c)? |02
for some £ € (Bk, By)- O]

Note that discrete versions iy, (/3) and iy, () of i'(8) and i"(8) and therewith also a posteriori
estimates for the lower and upper bounds on i}, ~ i"(ﬁ) can be computed with low numerical
effort, once the error estimator for i’ has been evaluated (see Section and [39]).

In case upper and lower bounds on i’ are not known, bisection still provides a globally and
R-linearly convergent method for obtaining £ such that (3.49)) holds.

To summarize the results from this section, for obtaining convergence of qg according to
Theorem and Theorem and linear (and quadratic) convergence of the sequence of 5’s
produced by the proposed inexact Newton method according to Proposition and [3:2] we
check if (3.9), (3.19), (3-33), (3-39), (3-40), (3.41) (and (3-62)), (3.63)) hold in our search for the
correct regularization parameter and refine the discretization according to the corresponding
error estimator if one of these conditions is violated. Note that these bounds allow for a rather
rough approximation as long as the regularization parameter Bk under consideration is still
“far away” from the actual one in the sense that Z(Bk) — 726% is not small yet.

We also wish to point out that the conditions (3.9), (3.19), (3-38), (3.39), (3.40), (3-41), (3.62),
(3.63) are tailored to the use with goal oriented error estimators (see the next section). Indeed,
adaptive refinement according to these estimators allows to enforce error bounds on terms
of the type I(q, F(q)) — I(qy, Fi(qn)), whereas terms of the type I(q, F(q)) — I(qp, F(q)) or
I1(q,F(q)) — I(q, F3,(q)) would not be directly tractable with this technique.

Vice versa, the same reasoning encourages the use of the inexact Newton method: Although
we consider the scalar equation i(3,) = 7262, for which methods of first order (e.g., bisection)
might seem to be the means of choice, the fact that second derivatives of ¢ have to be computed
anyway in the course of error estimation via Newton’s method, we obtain better convergence
without putting much more effort into the computations during the optimization process.
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3.3. Use of goal oriented error estimators

3.3. Use of goal oriented error estimators

For evaluating the error estimates needed for the determination of 5 according to Theorem
we employ the goal oriented error estimators (cf. Section proposed in [II] and [12].
We make use of the results from [39], where concrete error estimators for j, i and i’ and
computation formulas for i’ and " are derived.

We begin with an error estimator for j, which is needed to estimate (3.19). According to [39]
Proposition 1] for continuous and discrete stationary points z = (q,u,2) € X =Q x V x W

(cf. (2.28) and z;, = (gp,-up) € Xj, = Qp, X Vi, x Wy, (cf. (2.38])) of £ and L, respectively, an

error representation is given by

o(a) — danlan) = Tolaw) — Jolan ) = L)~ B) + Ry (3.68)

for arbitrary z;, = (¢, up, 25,) € X}, where Ry is a third order remainder term.

For the purpose of formulating an error estimator for i (needed in (3.3)), (3.38]), (3.40)), (3.41)),
(3.62) and (3.9))), we define the auxiliary functional

M: X2 SR, M(z,zy) = I+ L (z)(z;)

(with I defined by (2.19))), where = = (q,u, z) and x; = (g, uq, 21).

Let © = (q,u,2) and z;, = (qy,up, z5) solve (2.28) and (2.38) respectively. According to
[39, Proposition 3] we get continuous and discrete stationary points y =: (z,z;) and y, =

(‘Thv xl,h) = (qh7 Uhs Zhy 41,k Un,15 Zh,l) of M by SOlVing

L' (x)(6x,21) = —T'(u)(u) Voxr = (0q,0u,dz) € X, (3.69)
L (x) 0wy, xy ) = =1 (up,)(uy) Voxy, = (0qp, dup, 62;,) € Xy, . '
For such stationary points the error representation
. . 1 N
I(u) = I(up) = i(B) = in(B) = 5M (yn) (v = T) + Ro (3.70)

holds for arbitrary y;, € X}, x X}, where Ry is a third order remainder term.

By means of (z,z) and (z,, 2 ) the continuous and discrete version of the first derivative i
can be evaluated by

_2

i’<5>=;2<q,ql>Q and i4(8) = (@m0 (3.71)

see [39, Proposition 4].

We define an additional auxiliary functional in order to express an error estimator for i’ (needed
in (3.39), (3.40), (3.63))

N: X2 X2 =R, N(yy) = K(g.q) + Moz, 21)(05) + My, (2,21)(23),
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

where z1 = (q1,u1, 21), T2 = (g2, U2, 22), T3 = (g3, U3, 23), Y = (¥, 71), y = (22, 23), and K is
defined by
2

T2
p
According to [39, Proposition 6] we obtain continuous and stationary points (z, x, 9, z3) € X 4

4 .
and (xy,, &1 p, To p, x3 ) € Xp, of N by solving

K(g,q)=7(8)=——(0,q1)0-

5”(33)(95275551) = —K;1(97Q1)(5Q1) Véxy = (0qy,0uy,02) € X,
£/,($) (.7)3, 6$) = _Kz;(q’ Q1)(6Q) - Igu(‘]a u) (u21 5“) - £/,/($)($1, Zg, 533) (372)
Voxr = (0q,d0u,dz) € X,
and
El/(f’?h)(xz,hﬁ%,h) = _K(;Lh(Qh?QLh)((SQLh) Yoy p, = (0qq p, 0uy p, 021 ) € Xpy

L (xp) (@30, 621,) = — Ko (an, q1.0) (6an) — Lo (qn, up) (ug b, Sup) — L7 (4) (21 5, 22,5, 03,
V(Sl'h = (5qh7 5uh, 5zh) S Xh .

(3.73)
For these stationary points there holds the error representation
. . 1 1 ~
K (4:q1) =K (an, a1,0) = 7' (8) =i0(8) = SN (o ya) (=0) + 5Ny (Uho 1) (y =F4)+ Rs (3.74)

for arbitrary g,y € X7, where Ry is a third order remainder term, cf. [39, Proposition 5].

Finally, the second derivative i’ and its discrete equivalent can be evaluated by
4 2 2

i"(B) = E(‘LQI)Q - ?(QQ,QOQ - ?(% q3)Q
and 4 5 5
in(B) = E(Qha qQn)Q — E(fh,ha qQn)Q — E(qh,q&h)cg’ (3.75)

see [39, Proposition 7].
The error estimators 77‘], 77[, and nK for Jg, I, K are computed by

w = @), 0= s M) and 0 = N ya)(el) + N ln v (€],

(3.76)
where e}, e} and e} are approximations of interpolation errors (see Section obtained by
local averaging or higher order approximations, cf., e.g., [85]. When using spaces @}, Vj,,
W, with locally supported basis functions, the estimators can be written as a sum of local
contributions, which enables to implement a local refinement strategy based on the estimators,
cf. [11I]. Additionally to that, each local error can be decomposed into its components due to
the discretization of () on the one hand and of V' on the other hand. Therewith the proposed
method for determining 3 could also be applied when using different discretizations of ¢ and V.
Then in each iteration step it can be decided whether to refine @, or V}, (or W},), if necessary,
cf. [85].

For further details on the evaluation of the error estimators we refer to [I11 [39].
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Remark 3.10. Although these error estimators are known to work efficiently in practice (see,
e.q., [11, (14, 139]), they are not reliable, i.e., the conditions (3.38)~([3.40) cannot be guaranteed
in a strict sense in our computations since we have to neglect the remainder terms Ry, Ro,
and Rs and use an approximation for x — Ty, y — 4y, and y — y,,. Since our analysis is kept
rather general, it is not restricted to dual-weighted-residual error estimators. However, since
they are based on residuals which are computed in the optimization process, the additional costs
for estimation are very low, which makes the DWR error estimators tailored for our purposes.

3.4. Test examples and verification of assumptions

For illustrating the performance of the presented method, we consider the following parame-
ter/coefficient identification sample PDEs:

Let (e RT, f e L2(Q), and {2 be a bounded smooth or polygonal and convex domain in
Rd, d € {1,2,3}, and C = id. The control space is chosen as @ = LQ(Q) and the state
and test spaces are V =W = H& (£2) in case of homogeneous Dirichlet boundary data and
V=W=H 1(Q) in case of homogeneous Neumann boundary data. The observation space is

chosen as G = L*(12).
Example 3.1. For g € L*(12) find u € Hy(2) such that

—Au—i—(u?’:q in £2
u=0 on 0f2.

Example 3.2. For g€ LQ(Q), q > 0 almost everywhere in {2 find u € H&(Q) such that

—Au+ qu=f in 2
u=0 ondf2.

Example 3.3. For g ¢ LQ(Q), q > 0 almost everywhere in {2 find u € H&(Q) such that

—Au—C(14+qu=f in 2
u=0 ondf.

This example is also called “Helmholtz equation” with homogeneous Dirichlet boundary data.

Example 3.4. For g ¢ LQ(Q), q > 0 almost everywhere in {2 find u € Hl(Q) such that

—Au—C14+qu=f in 2
J,u=0 on 0f2.

This example is also called “Helmholtz equation” with homogeneous Neumann boundary data.

Throughout this section let (-,-) = (-, ) denote the inner product in L*(£2), i.e., (@, 1) ==

L*(92)
Jo e(x)(x) dez. Concerning the notation of scalar products (in L*(2), H'(£2), etc.) we make
no difference whether we deal with vector valued functions or not, for instance, (¢,v) =
(go,w)Lz(Q) = (np,w)Lz(md = Jo(p(z),¥(x))ga dz, where (-, )« denotes the euclidian scalar
product.
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

Remark 3.11. Note that, since W = H'(£2) is densely embedded in L*(£2), the duality pairing
(-, ->W*7W can be interpreted as an inner product in the space L2(Q) in the following sense:

Let inj denote the injection from W to LQ(Q). Then its adjoint inj" is the injection from
L*(02)* = L*(2) to W*. Let further v e W C L*(£2). Then every element v € L*(£2) can be
understood as linear continuous functional from W to R, in the sense that

(inj” (v), )y w = (v.inj(e)) Vo eW.

Thus, for f € Lg(Q) there exists an element in W*, which we also denote by f, such that
(o) =, 0hw=w = (f.9) for all p € W.

Before taking a look at the results from applying the proposed method (cf. Algorithm
in the subsequent section) to these sample equations, we will discuss whether the imposed
conditions on F' of the last sections are satisfied for the considered examples. We will analyse
whether

(i) the assumption that F' is well-defined and bounded,
(ii) the weak sequentially closedness condition Assumption (or (2.5),
(iii) the tangential cone condition Assumption
are fulfilled for the considered examples.

We are well aware of the fact that Lemma (and implicitly also Theorem [3.7]) additionally
requires Assumption [3.6] which represents the sufficient optimality condition of second order
and is known to be hard to verify. We refer to [65], where the condition is discussed at least

for Example

We will see that the tangential cone condition Assumption can only be assured if the
domain D is sufficiently small. To put this in perspective, please note that provided that
global minimizers (instead of stationary points) are available, the tangential cone condition
Assumption is only needed in Lemma and for showing convergence rates (cf. Remark

and .

1. Example We consider the weak formulation
(Vu, Vo) + (v, 9) = (¢,9) Ve € Hy(£2). (3.77)

(i): Well-definedness and boundedness of F as a mapping from L?(£2) to Hy (£2) together
with the estimate

IVl 20 + llleay < € lall 20, (3.78)
for a constant C' > 0 follows directly from [108, Theorem 4.7], for instance.

(ii): To verify Assumption we consider an arbitrary sequence (g, )p,eny C D with
4, — ¢ in L*(£2). This implies that (g,),en is bounded in L*(£2) and because
of also that (u,),cn is bounded in Hj(£2) N C(£2). This implies that there
exists a weakly convergence subsequence, which we also denote by (u,,),cn With
u, — g in Hy(£2) and that [tnllp () < M for some constant M > 0. Using
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the compact embedding of Hy(£2) into L*(£2) we get u,, — g in L*(£2). Since the
set {w € L*(2)| [wll () < M} is closed in L?*(£2) we also have g/l o) < M.
Then, according to [108, Lemma 4.11], there exists a constant L(M) > 0 such that
Hui - g3HL2((2) < L(M)||uy, — gHL2(Q)- Finally, we get 0 = (Vuy,, V) + C(uia ®) —

(s 9) = (V9, V) + (g%, %) = (g,) as n — oo, which implies F(q) = g. Tf we
choose D C @ as a weakly sequentially closed set we also get g € D.

(iii): First of all we state that the necessary smoothness of F', a and all other upcoming
semilinear forms follows from [108], Section 4.3].

Let q,q € D. Tt can easily be checked that v = F(q) — F(q) — F'(q)(q — q) is a weak
solution to the PDE

{ — Av+ 3CF(q)*v = C(F(3) + 2F (@) (F(2) - F(@))® in 2
v=20 on 012.

Using the Hélder inequality, Sobolev’s embedding theorem

ol p ) < cs HgoHH for all p < 6 for some constant ¢, > 0 (3.79)

and Poincaré’s inequality

H‘PHLQ(Q) < Cp HV(P”L2(Q) (3'80)
for all ¢ € Hy(£2), we get
IVIF(e) - F@ - F(@a - Dl
= (((F(@) +2F())(F(q) — F())*, F(g) — F(a) — F'(a)(¢ — 7))

(
— 3¢|IF(0)(F(a) — F(@) = F'(@)(a — )|z )
< CIF@ + 2P @l o0y | F@) — F@)l 50| F(@) = F (@)l 20
NIF(@) = F@) = F'@(a - Dl 50
< IVIF(@) + 2F(@)]] 20y IV [F(@) = F(@)lll 2| F (@) = F(@)] 2
IVIF(e) — F(@) — F(@)a - Dlll 20

where cg, 1= cgy/1 + 012,.

Division by [ V[F(g) = F(q) — F'(a)(q — D)l 2, leads to
IVIF(q) = F(@) = F'()(a = D)lll 12y,
< ¢ IVIF(@) + 2P @)l 2 )| VIF @) — F(@)]]l 20 IF (@) — F(a)]l 2

< ey (IVF@l 2 + 2IVF @)l 2 ) IV IF(@) = @1l 2
@) = F(@)ll 2 - (3.81)
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

Let u = F(q) and u = F(q). It can easily be shown that w = F(q) — F'(q) is a weak
solution to

—Aw+%C(ﬂ2+u2+(ﬁ+u)2)w:q—cj in 2
w =10 on 02,

which yields the estimate

IV 1P (@)~ @220y + 5V F@P + F(@)* + (F@) + F0)* (Fla)~F @)z
< I VIF(@) = F(@Ill 2 la = all 12 -

Dividing this by ||V[F(q) — F(q)] we get

HLZ(_Q)
V() ~ F@l 20y < eplla — @l 2

Inserting this into (3.81)) as well as using the fact that F'(¢) (and F(g)) solve (3.77))
(with ¢ replaced by ), we finally arrive at

1F(g) = F(a) = F'(@)(a = @)l 2 < IVIF() = F(@) = F'(@)(a = D]l 20
< ¢ebpenC (lll 2 + 2lall 2y ) lla = all 2
NF@) ~ F@)l 20

which implies Assumption with small ¢;. upon restriction of the domain D to a
sufficiently small neighborhood of a solution qT.

2. Example The validity of the claimed assumptions, except for Assumption has
been discussed by Kaltenbacher, Schopfer, and Schuster in [71] in a Banach space setting,.
We will follow their approach for showing the same results for the choice ) = L2(Q),
V =W = Hy(2), which has not been considered in [71].

Let D= {qe Q= L*2)| ¢ >0 a.e. in 2}. The weak formulation reads
a(g,w)(¢) = (Vu, Vi) + C(qu. ) = (f,) Ve € Ho(2). (3.82)
(i): Since with (3.79) we have
la(g, u)(p)| < ||VU’HL2(Q) HVSOHLQ(_Q) +¢ ||Q||L2(Q) HUHL4(9) HSOHL“(_Q)
< Vul 20 19612000 + € 200 B 190 20 1970120
<(1+ c?p( Hq||L2(Q)) HVUHL2(Q) HVSDHLQ(Q)

and

for all ¢ € D, the semilinear form a is continuous and coercive, so that F' is
well-defined and bounded from D to Hy (£2).
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3.4. Test examples and verification of assumptions

(ii):

(iii):

To verify Assumption by the same argumentation as in the previous example, we
get that for any sequence (¢, )n,eny € D with ¢, — ¢ in LQ(Q) and u,, == F(q,) = g
in L(£2) even u,, — g in H'(£2) and u,, — ¢ in L*(£2) holds. Therewith, g € Hg (£2)
and for any ¢ € H{(£2) we have

lim (g, (u, — ), ) < nh_?go anHL2(_Q) |, — gHL4(_Q) ”SOHL‘*(Q) =0

n—oo

and consequently

Jim (Vuy,, Vo) 4 ((gntin, ©) = (f,¢)
= lim (Vu,, Vo) + ((gn(un = 9), %) + ((an: 9) = ()
- nh_grolo(vuna V(P) + C(an g(p) - (f7 90)

=0,

i.e., F(¢) = g, which implies Assumption

The tangential cone condition has already been investigated by Hanke, Neubauer,
and Scherzer in [44] for our example, but for the choice

D={qe L*(Q)| |l¢— qT||L2(Q) < e and ¢' > 0 almost everywhere in 02},

which does not allow our argumentation in (i). In fact, well-definedness of F' from
L*(£2) to H*(£2) is shown by Colonius and Kunisch in [74], but only in 1D.

First we show that the PDE posesses a unique solution in H 2(Q) According to [40),
Theorem 4.4.3.7] (in 2D) and [83] Theorem 4.3.2] (in 3D) a solution to the Poisson
equation )
—Au=f in £2
u=0 ondf2.

is unique in W??(£2) with HuHWz,p( < cprHLp, if there exists a p, > 2, such

Q
that the right-hand side f lies in L” (_(;) for all 1 < p < ppp. Thus, we have to show
that f — qu € L*(£2). We do this by a boot strapping argument: Since u € Hg (£2),
which is continuously embedded in L°(£2) and ¢ € L*(£2), we get qu € L 2(2) by
Holder’s inequality. This implies u € w23/ 2((2) Using the continuous embedding
from W2’3/2(Q) into Lk(Q) for all 1 < k < oo, i.e., in particular into L7(£2) we get

and therewith u € W4/ 9(!2) by the same argumentation. Since 194 > %,

W2’14/9(Q) is continuously embedded in L™(£2). Finally we get that qu € L*(£2)
and therewith u € W**(2) = H*(12).

Let ¢, ¢ € D. With the abbreviations u = F(q), @ == F(q), w := F'(q)(§— q), w can
be written as a weak solution of the tangent equation ([2.29))

—Aw+ (qw = —((G—q)u in 2
w=20 on Of2.
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

Since

(V(a —u—w), V) + ((q(i —u —w), p)
= (Vu, Vo) + ¢(qu, ¢) + (((g — 9)u, ¢)
— [(Vu, Vo) + ((qu, )] — [(Vw, V) + ((qu, )]
=(((g = Du,p) — C((¢ — Qu, )
= —C((@—q)(u—u),p)

for all ¢ € Hy(£2), v=F(q) — F(q) — F'(¢)(§ — q) = & — u — w solves

{ —Av+(qu=—((G—q)(@—u) inf (3.83)
v =0 on 0f2.

With the same argumentation as before, we have u,w,v € H 2(_(2) We introduce
the dual variable y as solution to

{—Ay—l—(qy:v in 2

3.84
y=0 on 082, ( )

which exists in H?(£2) with

||yHH2(_Q) < CHUHLQ(Q)

for some constant ¢ > 0, again with the same argumentation. Testing (3.84) with v
yields
2 _
HUHL2(Q) = (Vy) VU) + C(qu U) )

and testing (3.83) with y yields
(Vv, Vy) +¢lqv,y) = (=C(q@ — @) (u — u),y) .
Putting this together we get
ol22 ) = (@~ a)(@ —w). )
< 7 — all 21— ull 20 ]
< CCHQ_ - qHL2(_Q) HZ_L - u”L2(Q)Hy”H2(Q)
< CCHq - QHLQ(Q) HZ_L - u”L2(Q)||vHL2(Q)

for some constant C' > 0, where we have used the fact that H 2((2) is continuously
embedded in L°°(§2). Finally we have

||UHL2(_Q) < CCHq - QHL2(Q)”TZ — u||L2(Q) .

Restricting D to a sufficiently small L2—neighborhood of qT, would keep the term
Cllg —all;» @) small, such that the tangential cone condition Assumption would
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3.4. Test examples and verification of assumptions

be satisfied, but this choice does not ensure that ¢ > 0 almost everywhere in (2 for
all ¢ € D. This problem can be avoided by choosing

D = {q € L*(R2)| ¢ > 0 almost everywhere in £ and |q — q]L||L2(Q) <e} (3.85)

for some € > 0 sufficiently small.

At this point, we would like to refer to Remark where we mentioned that it can
happen that D has an empty interior. This would be the case here for the choice
(3.85). We also mentioned that the assumption that D has a nonempty interior
would allow to use stationarity for a minimizer. By means of this example, we can
see, that this assumption is too strong in general for this purpose:

As usual for optimal control problems with control constraints, the constraint
q > 0 almost everywhere leads to a variational inequality as necessary opti-
mality condition, which can be expressed equivalently as a projection formula.
For a minimizer qg > 0 a.e., the projection operator becomes the identity, and
the variational inequality turns into an equality. Together with the fact that
the ball ||g — qT||Q has a nonempty interior, a minimizer qg € {qge L*(2)| q>

0 almost everywhere in (2 and ||q — < e} satisfies indeed the stationarity

equation (2.28]).
3. Example

We will only carry out the case that ¢ is small (the notion “small” in this context will
be specified in the following, cf. ), which corresponds to a small wave number
in a scattering problem modeled by the Helmholtz equation (cf., e.g., [15]), and refer
to [79)] for different choices of boundary control. The main difficulty and difference to
Example [3.2]is the lack of coercivity of the semilinear form in case that the wave number
matches an eigenvalue of the Laplacian, such that existence and continuity of the solution
operator F' cannot be shown for arbitrary ¢ (cf. [88]).

qTHL?(Q)

The weak formulation reads
a(g, u)(p) = (Vu, Vip) = C(1+ q)u, ) = (fr) Ve € Hy(£2).
(i): Similarly as in Example (i) we get
lalg, u)()] < (1+ ¢ 1+ dll200) 1Vl 200 19620,
and
a(g.u)(w) = [ Vul2 g ~ (L + g )
> [Vl g — Sl + all 2 gl
> (1= ¢l +all 2 ) IVull52 )
which implies continuity and coercivity of a for

q€D:={qe L*0) 1T+ qll 2 < C%}, (3.86)
sp
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

hence well-definedness of F: D — Hy(£2).
Further there holds

Hvu||i2(g) < ¢ ||f”L2(Q) Hvu||L2(Q) + CCgp 11+ qHLZ(Q) HVUHiz(Q) )

which implies

Cp

2
1- Ccsp Hl + QHLQ(Q)

||vu||L2(Q) < ||f||L2(Q) :

So F is also bounded from D to Hy(£2).
(ii),(iii): Assumption and Assumption follow analogously to Example

4. Example

In this case we cannot proceed as for Example [3.3] since then, 0 is an eigenvalue of
the Laplacian due to the Neumann zero boundary condition (cf. [38]), such that for
small ¢ the given Helmholtz equation is not coercive. A possible setting, which avoids
the mentioned difficulty, would be the use of impedance boundary conditions, i.e.,
O,u—iy/Cu =&, cf. [88], since the eigenvalues of the Laplacian with impedance boundary
are not real.

Due to the lack of coercivity in our setting, we won’t provide a theoretical analysis
here, but discuss the numerical results in Section [3.6] anyway. We will also consider a
linearization of the Helmholtz equation, which is obtained via the Born approximation cf.
[15] and apply the algorithm from [39] to this simplified linear problem (see Appendix @
The claimed assumptions are trivially satisfied in that case, since the operator F' is linear.

3.5. Algorithm and implementational realization

Summarizing the results from this and the previous section, the concrete algorithm for
determining the regularization parameter S according to Theorem and Proposition [3.1] can
be seen in Algorithm [3.1]

The last loop (step in Algorithm only serves as a refinement loop, with 5 fixed and
represents the implementation of Theorem [3.4]

As the theoretical assumption 7 < i"(B) for all B > 0 (see Theorem ) is not exactly
transferable to practice, we decided to choose v as follows:

, 0, ifi"f>0
Y=Y = b N =y = 3 ok h (3.87)

—52 hs if 4 h <0.
Note that only existence of an upper bound 7 but not its explicit value is needed in order to

compute the regularization parameter according to Theorem [3.7] and Proposition For the
tested examples, the numerical results of the version of the algorithm for quadratic convergence
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3.5. Algorithm and implementational realization

Algorithm 3.1: Inexact Newton method for determining a regularization parameter
for nonlinear inverse problems

1: Choose ¢ < 1,7 > 7 > 1 > 1, 7 < £ such that (3.20) is fulfilled, ¢; € (0,1),
~2

¢y € (0,3) such that 2¢; + ¢y < 1 and ¢ < Z; and choose © > 0 such that (3.20).

T

2: Choose initial guess ﬁo > 0, initial discretizations Qy, V},, set k£ = 0.
3: Compute z;, = (g, up, 2,) by solving .

4: Evaluate zi by .

5. while i} > 726> do

6:  Compute zy, 1 = (g1, Un1,2n1) by solving (3.69).

7. Evaluate i/fl by .

s:  Evaluate the error estimator n (for i(8)) according to (3.76).

9:  Compute xp, 9 and x5 by solving .

10:  Evaluate the error estimator 77K (for i/(ﬁk)) according to .
1 if (3.38)), (3.39), (3.40), (3.41) and are satisfied then

12: Evaluate v according to .

13: Set B¥T! = gF 4+ oFTLE ! and k =k + 1.

14:  else

15: Refine with respect to the corresponding error estimator.

16:  Compute z;, = (g3, up,, 25,) by solving .

17:  Evaluate z];’; by .

18: while is violated do

19:  Refine with respect to the error estimator for j (see (3.19)) and (3.68)).
20:  Compute zj, = (g, up, 21,) by solving (2.38).

(cf. Proposition did not differ significantly from the one given above for linear convergence,
which may be caused by the fact that we stop at k, and do not check whether (3.42]) holds.

In Section we discussed the evaluation of the error estimators needed for Algorithm
insofar as we formulated the equations, which have to be solved. We will now go into more
detail and explain how these equations can be solved efficiently.

Although, of course, in practice we solve the discrete versions of the equations in Section [3.3]
for notational simplicity, we consider the continuous equations in all following algorithms in
this section. The discrete counterparts are obtained by replacing Q,V, W by Q,, V},, W}, see
also Section 2.3l

We start with the error estimator 77‘] for Jg, which is given by

1
Tg(q,u) — Jg(qn, up) =0’ = §LI($h)(7T$h — )

(cf. Section |3.3] and Section [2.4)) and computed according to Algorithm [3.2| using the notation
€y = UL — Up, €, = T2} — Zp, €q = Tqy — 4p-

For obtaining x; according to [39, Proposition 3] we need to solve (3.69)). We do this in the
manner presented in Algorithm (as in [85]).
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

Algorithm 3.2: Computation of 77‘]

Compute nggate = 'C/z (xh)(ez)
Compute ngyal = ‘C'/u (xh)(eu)
Compute Ncontrol = ‘C; (xh)(eq)
Compute 77J = Tstate T Tdual T Tcontrol

Algorithm 3.3: Computation of xz;

1: Determine z%o) € W as a solution to the dual equation “DualQI” (see Appendix .

2: Determine ¢; € @) by solving the hessian equation“QIEq”:

@)@ 9) = —Ll@) (=, 0)  Veeq. (3.88)

We thereby evaluate the second derivative j”(q)(dq) for given dq € Q as in
Section [2.2]

3 upisa solution to for given dg = q;. It is already computed in the process
of solving (3.88).

4: Set 2, = z%o) + 251), where zgl) is the solution of for given 6q = ¢, and
du = uq, which is already computed in the process of solving .

By means of x; we can then compute the error estimator 17[ for I according to Section
ie.,

I(u) — I(up) =" = v yn) (v — my)

2

= 2 [Fla.u)(e) + Li@)(arreg) + L
+ﬂwm@ 2+ Lig(@) (ug, 0) + £
+ L2y (@) (21, €0) + L2u(@) (21, €4) + L1
+Ly (@) (eq,) + Lu@)(ew,) + L () (e

which leads to Algorithm where we use the notation e, = muy1 —up1, €, = T21 — 2p1,
€q, = Tqp1 —dp-

(=)(q1, €4)
1‘) ulveu)

o
(). e)
)]

Computing z,, i.e., solving the first part of (3.72) is easier than the computation of x, since
the right-hand side only contains ¢ and ¢;, which leads to Algorithm for the computation
Of 9.

The second equation in (3.72) can be solved efficiently as formulated in Algorithm for the
computation of x3.

Finally we can compute the error estimator 77K according to Section ie.,

1

1
K
K(g,q1) — K(gn, 1) =" = §N{,(yh,yh)(7ryh —yp) + §N§(yh,yh)(7fyh —¥u),
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Algorithm 3.4: Computation of 771

Compute Nstate = [’; (xh)(ezl)
/
Compute nqual == Ly(24)(ey,)
/
ComPUte Ncontrol = [’q (xh)(eql)

ComPUte MNtangent -— ‘ng (ajh)((h,hv ez) + [’Zz (xh)(ul,ha ez)
Compute

"ldualForHessianQI “— £gu ($h)((h,h7 eu)+£Zu (mh)(ul,m eu)—i_ﬁgu(zl,hv eu)+1,<uh)(eu)

I
6: ComPUte 1 = Nstate T Mdual T Neontrol T Thtangent + "ldualForHessianQI

Algorithm 3.5: Computation of x4

1: Determine gy € @) by solving the hessian equation “K1Eq”:

1

7(@) (a0, ) = =Ky (.q1)(9) Yo €Q. (3.89)

We thereby evaluate the second derivative j”(q)(dq) for given §¢ € Q as in
Section 2.2]

2: uy is a solution to for given §q = ¢y. It is already computed in the process
of solving .

3: 29 is a solution to for given dq = g9 and du = uq, which is already computed
in the process of solving .

where

N;(yha Yi) (Y — yn) = K(;(th QLh)(ﬂ'Qh —qp) + Kél (ans QQ,h)(WQh,l - %,1)

+ M;’y@h)(}’hv Y — Yn)

! !
= Ko(qn @1,0)(7an — an) + +Kq, (@h, 42.0) (Tqn1 — qn1)
+ 1" (up,) (ug b, Tup, — wp) + Lo (23) (T2h 1 — Th1, T p)
+ Lo (wp) (@s p, T2, — 1) + Lo (@) (21 4, To gy 7T, — 1)
Nylr(yha YTy, —yi) = ng(yh)(Yha TYh = Yh)

I,(Uh)(méz,h —Ugp) + Egm(xh)(xl,ha TZop — Top)

+ Egc(%)(”%,h —T3p)-

With

5 = TlUgp — Uz p €2y = TR22n — 221 €qo = Tq2h — q2.h

€y, — MU — U3 h €2y = TZ3n — Z3,h €qs = Th43,n — 43,
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

Algorithm 3.6: Computation of x5

(0)

1: Determine us € V as a solution to the tangent equation “Tan-
gentK2For3rdDerivative” (see Appendix .

2: Determine zéo) € W as a solution to the dual equation “DualK2” (see Appendix .

3: Determine g3 € @ by solving the hessian equation “K2Eq” (see Appendix . We
thereby evaluate the second derivative j”(¢)(dq) for given dq € Q as explained in
Section 2.2

4: Set uz = u(o) + ué ), where ugl) is a solution to - ) for given dq = g3. It is
already computed in the process of solving “K2Eq”.

5: Set z3 = z?()o) + Z?El), where z?()l) is the solution of for given dqg = ¢35 and

(1)

du = ug ’, which is already computed in the process of solving “K2Eq”.

this leads to the computation of nK according to Algorithm where

"ldualForHessianK2 *— E;Iu(xh)(qah, eu) + ‘Cgu(xh u&ha )
+ L7 () (Z3.0, €0) + 17 (up) (ug ps €4)
(

I'(
Tp (Q1 hy U2,y € u)

+ ﬁ;’;u( ) + quu(fﬁh) Q2,hy U1 s €4y) (3.90)
+ ﬁ;,;u(ivh)(% hs 22,k €y) T qzu(xh)(QQ,in 21 s €y) .
+ L0 (2) (210 U s €4) + Lo (0) (22,15 U1 s €4)
+ Lo (@) (W1 py s s €4) + Lo (@1) (@110 Gops €0)
and
Neontrolk2RHSO = Laq(¥h) (@3- €q) + Lug(@n) (uzp, €q)
+ L2 (1) (23,0 ) + Ko(an, q1.0)(eq)
+ Loz (@) (@10, 22,0, €q) + Lazq (@) (@20, 2105 €9) (3.91)

" "
+ ﬁuzq Lp)(U1 ks 22 R eq) + ‘Cuzq(:ph

( )( ) u2,hazl,haeq)
+ [’Zf;q(xh)(Q1 hs U2 hy eq) + ‘CZ’:Lq(xh)
(@ )( )

(
(QZ,Mul,h? eq)
+ [’Z;q Lp )\UL ps U2 hs q) + ‘cgtgq(l‘h (QLha q2.h> eq) :

Remark 3.12. Will will not go into more detail concerning the localization of the error
estimators, but refer to [30, [84)]. Also see [84, Remark 6.3], which states that in simple cases,
e.g., when the control enters the right-hand side linearly, and in case we choose the same
discrete space for the state and the control, via optimality conditions the terms containing the
control error vanish.
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3.6. Numerical results

Algorithm 3.7: Computation of 77K

Compute 7ate = [’; (xh)(ez;),)

Compute 7yl = Ly, (3)(ey,)

Compute Ncontrol = [’; (xh)(qu)

ComPUte MNtangent -— ‘ng (ajh)((h,hv 622) + [’Zz (J:h)(ul,hv 622)
Compute

"ldualForHessianQI “— £gu (xh) (QI,hv eu2 )+£Zu (wh) (ul,h7 eu2 )+£Zu (Zl,ha €u2 )+I/(uh) (eu2 )

6: Compute ngvo = ‘C:]/q(xh)((h,h’ qu) + [‘Zq(xh)(ulﬁa €q2) + qu (xh)(zl,iw eq2)
" "

7. Compute MtangentAl ~— ‘qu (:Uh)(QZ,ha ezl) + ‘Cuz (u2,h7 ezl)

8: Compute

MdualForHessian “— E;/u(mh)(QZha eul) + ‘C{u/u(xh)(ulha eul) + ‘C/z/u (xh)(ZQ.ha eul)

9: Compute

mvoar = Log(@n)(@o,ns € )+ Lug(@n) (o ps €4, )+ Loy (1) (22,15 €0, )+ Ko, (- a1.0) (€g,)

10: Compute

MtangentA2 = ‘CZZ (xh)(q&hv ez) + [‘Zz(xh)(u&ha ez) + ‘Cgtlzz(xh)((h,h? q2,h» ez)
+ ‘C;Zw(xh)(ul,ha U2 h» ez) + cg;z(xh)(ql,hv U2 h) 62) + ‘C:]/;z (ajh)(qQ,hv U1 h) ez)

11: Compute 7gyalForHessiank?2 according to ((3.90))
12: Compute NeontrolkoruSO according to ((3.91)
13: Compute

K
7 = Nstate T Mdual T Meontrol + Ttangent + TldualForHessianQI + Navo + TtangentAl
+ TdualForHessian T TlcontrolHVOA1 T MtangentA2 T TdualForHessianK2 T TcontrolK2RHSO

3.6. Numerical results

For illustrating the performance of the proposed method for the computation of a Tikhonov
regularization parameter for nonlinear inverse problems with adaptive discretizations “(NT)”
(for Nonlinear Tikhonov) according to the algorithms from Section [3.5| (especially Algorithm
we apply it to the example PDEs from Section

All the computations in this thesis have been done using the optimization toolbox RoDoBo
[T0I] in combination with the finite element toolbox Gascoigne [35] and the visualization
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

software VisuSimple [I09]. Some graphics have been created via MATLAB [82].

In our numerical computations of this section, step [3] and step [16] in Algorithm [3.1] are realized
by applying Newton’s method (cf. Section [2.5.1)) to the optimization problem ([2.22]).

In all considered examples we aim to identify the parameter ¢ € Q = L2(Q) from noisy
measurements ¢° € G of the state u € H'(£2) in 2 = (0,1)* ¢ R As for the measurements
we consider two cases:

(i) via point functionals in n,, = 100 uniformly distributed points §;, i = 1,2,...,n,, and
perturbed by uniformly distributed random noise of some percentage p > 0. Then the
observation space is chosen as G = R"™ and the observation operator is defined by
(C(v)); =wv(&) fori =1,...,n,,. The noisy data is created via ¢ = 9(&)(1 +¢;p) for
i=1,...,n,,, where ¢; € (—1,1) are random numbers and the exact data g is simulated
as solution u' of the given PDE on a very fine mesh with 1050625 nodes and equally
sized quadratic cells.

(i) via L®-projection. Then we have G = L*(£2), C' = id, and

é d T
P :g+p\lg\|ﬁ<mm

)

0
||T||L2(Q)

where r denotes some uniformly distributed random noise and p the percentage of
perturbation. The exact state u' is simulated on a very fine mesh with 1050625 nodes
and equally sized quadratic cells. We denote the corresponding finite element space

by Vj,, . In order to evaluate [|C(u) — gé||L2(Q) = |lu— g‘SHLz(Q) on coarser meshes and

the corresponding finite element spaces Vj, with { =0,1,..., L during the optimization
algorithm, g§ has to be transferred from Vj,, to the current grid Vj,. As usual in the

finite element context, this is done by the L2—projection as the restriction operator.
We consider configurations with three different exact sources ¢' (with (z,y) € £2):

(a) A Gaussian distribution

i = g (5 () ()

with ¢ =10, 4 = 0.5, 0 = 0.1, and s = 2.

(b) Two Gaussian distributions added up to one distribution

qT =q + o,

g = ! exp _1 (Slﬂf—ﬂ>2+ (S1y—ﬂ>2

' ong? 2 o o ’
G L1 (s —p)? soy — 1>

q2_27r02€xp< 2(( o > +( o ) ))

with 0 = 0.1, p =0.5, 51 =2, 5 =08, ¢c; =1, and ¢y = 1.

where
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3.6. Numerical results

(¢) The step function

+ ] 0 forx>0.5
731 forz<05.

Figure shows the exact source distributions ¢'.

Figure 3.1.: Exact source distribution/control ¢'. FLTR: (a),(b),(c)

The concrete choice of the parameters for the numerical tests is the following: 7 = 0.1, 7 = 3.1,
T=4,7=5,¢.=10"", ¢, =0.9, ¢y = 0.4, ¢;. =10 and

2

2 (\/72—7%2(1 —¢e) — 1 — th) —(1+ th)2

= —1-%
© 20— c) T

which guarantees (3.20]).

Remark 3.13. In order to fulfill (3.20), T and 7 have to be chosen such that \/22 — 7>
1+3.

As explained in the previous section (Section , we restrict ourselves to linear convergence of
the sequence of 3’s. That means all presented numerical results refer to Proposition which
guarantees (only) linear convergence of the produced sequence of s, but uses less restrictive
accuracy requirements, thus allowing for coarser grids than the quadratically convergent
version.

We start with a regularization parameter 8° = 10, an initial guess for the control g =0¢ L2(Q)
and a mesh of 25 equally sized quadratic cells. In each refinement step the corresponding
selected cell is divided into four equally sized quadratic cells.

Please note that throughout this thesis, the color maps for the different images are not the
same, such that the presented images of the reconstructions only give evidence about the shape
and not about absolute values. To make up for this we will mostly give the relative error of
the reconstruction of the source, i.e.,

5
HQB,h - qTHQ

(3.92)
"o
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

3.6.1. Example 1

First we consider Example from Section
For q € L*(£2) find u € Hy(£2) such that

—Au+Cu=q in
u=0 on df2.

For the choice ¢ = 1000, the corresponding exact states for the sources given in Figure [3.1] are
displayed in Figure [3.2

o 0

Figure 3.2.: Exact states u' for Example 1 with { = 1000. FLTR: configuration
(a),(b),(c)

For the configuration (a) we also present the exact states for different choices of ¢ in Figure
with the intention of showing that a different choice of { barely changes the shape of the state
and that the upcoming images of the reconstructions of the state for different choices of { can
be interpreted by comparing them to Figure |3.2

Figure 3.3.: Exact states ul for Example 1 with configuration (a). FLTR: ¢ = 10,
(=1

In Figure we can see the reconstructed control, the reconstructed state and the adaptively
refined mesh produced by Algorithm [3.1] for the choice ¢ = 1, 1% noise and point measurements
(a). As we would expect, the algorithm refines mostly in the left lower corner, where the source
is located. Also the control and the state seem to be reconstructed satisfactorily.
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3.6. Numerical results

Figure 3.4.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 1 (a)(i), ¢ =1, 1% noise using (NT)

In Table we give a closer insight in the functioning of the presented algorithm and at the
same time, compare the results of this adaptive strategy to uniform refinement. In the first
column we indicate the iteration number of the inexact Newton method for 8 (see Theorem
and Algorithm , in the second and forth column we find the number of nodes in the
adaptively or uniformly refined mesh respectively, and in the third and fifth column we display
the size of 5. Recapitulating Table the algorithm first refines four times, then updates
B seven times, until the “optimal” 3 is found. The subsequent four steps denote the second
refinement loop, i.e., step [I[8H20] in Algorithm [3.I] Both versions, adaptive and uniform
refinement, lead to the same regularization parameter, but with adaptivity we save about 96%

of nodes.

Table 3.1.: Adaptive refinement using Algorithm (NT) versus uniform refinement
for Example 1 (a)(i) with ¢ = 1 and 1% noise

Adaptive refinement

Uniform refinement

k # nodes Bk # nodes ,Bk

0 25 10 25 10
0 41 10 81 10
0 137 10 289 10
0 413 10 1089 10
0 1309 10 4225 10
1 1309 30 4225 30
2 1309 71 4225 71
3 1309 154 4225 154
4 1309 320 4225 319
5 1309 652 4225 652
6 1309 1257 4225 1256
7 1309 2140 4225 2140
- 2473 2140 16641 2140
- 5327 2140 66049 2140
- 15081 2140 263169 2140
- 38665 2140 1050625 2140

In order to show the influence of the regularization parameter on the objective functional,
we present some sort of L-curve for the same example (i.e., Example 1 (a)(i), ¢ = 1, 1%

61



3. Computation of a Tikhonov regularization parameter with adaptive discretizations

noise) in Figure The L-curve is a log-log graph with the misfit term (i.e., in our setting
|F (qgﬁ) — g‘sHé) on the z-axis and the regularization term without regularization parameter
(i.e., in our setting qu, 3 Hé) on the y-axis (see, e.g., [45]) for various choices of the regularization
parameter 5. In a continuous setting with respect to 3, i.e., considering all g € (0, 00) for
a fixed noise level and a fixed discretization, such a graph usually has an L-shape. A
“good” regularization parameter is obtained in its corner, where there is a balance between
regularization and data fitting. What can be seen in Figure [3.5] is simply the horizontal line of
this “L”. We start from the stable side, i.e., with small § and large misfit term, then increase
B iteratively, such that the misfit term is decreased and ||q25||22 is increased. Finally the
algorithm stops before the “imaginary” corner is reached. Strictly speaking, the right part of
the line and the green circles representing refinement steps do not belong to a proper L-curve
graph, but only the red squares representing 5 updates. The four last refinement steps (see
Table are not included into the L-curve graph, since in this last refinement loop (cf. step

in Algorithm B is fixed.

© refined
B B updated

IIF(@)-g°ll

Figure 3.5.: L-Curve for Example 1 (a)(i) with ¢ = 1 and 1% noise

In Table we display the results for different choices of the scalar factor ¢ in the PDE. In the
second and fifth column the reader can see the relative control error , in the third and
sixth column the size of the computed regularization parameter, and in the forth and seventh
column the number of nodes in the resulting refined mesh for adaptive and uniform refinement
respectively. Finally, the last column shows the reduction of computation time (CTR) using
adaptivity instead of uniform refinement, namely 69% — 98%. Although a higher factor , i.e.,
a boosted nonlinearity of the PDE, leads to higher computation times in general, the saving of
computation time has not been affected much. The same holds for the number of nodes and
the relative control error. Only the obtained regularization parameter seems slightly larger,
the larger (. Besides, we wish to point out that the relative control error (~ 0.456) as well
as the obtained regularization parameter (=~ 5000) is about the same with adaptivity as with
uniform refinement.

In order to get more representative results concerning the comparison of the measured compu-
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3.6. Numerical results

tation times, we will consider ¢ = 1000 or ¢ = 100 in the following, because of the presumably
higher computation times (probably caused by a larger £,).

Table 3.2.: Adaptive refinement using Algorithm (NT) versus uniform refinement
for Example 1 (a)(i) for different choices of ¢ with 1% noise). CTR:
Computation time reduction using adaptivity

¢ adaptive uniform CTR

error B # nodes error B # nodes

1 0456 3085 38665 0.456 3087 1050625 98%

10 0452 3194 38377 0.452 3197 1050625 98%
100 0.443 4999 31967 0.443 4990 1050625 96%
1000 0.475 11463 44413 - - - >9%

We also tested the proposed method with noisy data produced via L2-projection, i.e., alternative
(ii). Figure shows the reconstructed control, the reconstructed state, and the resulting
adaptively refined mesh for the source (a), ¢ = 1000, and 1% noise. Here the refined mesh
looks even more efficient than in Figure [3.4] because it refines less and more concentrated on
the location of the source.

Figure 3.6.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 1 (a)(ii), ¢ = 1000, 1% noise using (NT)

Again, analogously to Table we present the behavior of the algorithm concerning refinement
and 3 updating steps in Table [3:3] Unfortunately, here we have the unusual case that the
adaptively refined mesh has more nodes than the one obtained by uniform refinement, if only
slightly. However, we interpret this fact as an accident, since this did not occur in any other
tested example.

Please note that neither with adaptive nor with uniform refinement additional refinement
according to step in Algorithm [3.7] was needed here.

In Figure one can see the L-curve diagram (cf. Figure for the proposed algorithm
applied to Example 1 (a)(ii), ¢ = 1000, 1% noise.

Next, we consider the source distribution (b) (see the beginning of Section [3.6]). The recon-
structed control, the reconstructed state, and the adaptively refined mesh for point measure-
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

Adaptive refinement
k # nodes

,Bk

Uniform refinement
25

# nodes
10
69

10
10 10
462 81 460
462 289 460
462 1089 460
462 -
2232 1089
7956

Table 3.3.: Adaptive refinement using Algorithm (NT) versus uniform refinement
for Example 1 (a)(ii) with ¢ = 1000 and 1% noise

69
137
413
1305
1305

8"
0
0
1
1
1
1
2
3 1305
4
5
6
7
8
9
0
1

25
81

1305 23397
1305 62004
1305 153697
1305 347474
1305 714429
1305 1344973
1 1305 2211183
1 1305 4368044

1089
1089
1089
1089
1089
1089
1089
1089
1089

2232
7947
23387

62053
153648
348885
721494

1370237

2282419

4609382

© refined
B p updated

IF(@)-°l3

107"
Figure 3.7.: L-Curve for Example 1 (a)(ii) with ¢ = 1000 and 1% noise using (NT)



3.6. Numerical results

ments (i) and ¢ = 1000 are displayed in Figure Also for this configuration, the algorithm
produces reasonable reconstructions and a reasonably refined mesh.

Figure 3.8.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 1 (b)(i), ¢ = 1000, 1% noise using (NT)

The refinement steps and [ updating steps can be seen in Table as well as in the L-curve
Figure 3.9 Here we have four refinement steps, one 8 updating step, again one refinement step
and from then on only S updating steps until the final 3 is found. The additional refinement
loop only consists of one step in the adaptive case, whereas in the uniform case no additional
refinement is needed. Again, both versions produce about the same 8 and the same relative
error of about 0.3, but using adaptivity we save about 69% of mesh nodes which leads
to 54% saving of computation time.

v O refined
107 B B updated

IF(@)-9°I12
Figure 3.9.: L-Curve for Example 1 (b)(i) with ¢ = 1000 and 1% noise using (NT)
Considering the same example (Example 1 (b), ¢ = 1000, 1% noise) with noisy data (ii) (via

L2—projection) we obtain the reconstructions and the mesh from Figure

As for Example 1 (a), the L% projection alternative (ii) produces a coarser mesh than the
setting with point measurements (i). This is probably mainly because in case (i) the algorithm
additionally refines at the measurement points, which are uniformly distributed in the domain.
The reconstructions look even better comparing Figure and Figure 3.8 which is also
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

Table 3.4.: Adaptive refinement using Algorithm [3.1| (NT) versus uniform refinement
for Example 1 (b)(i) with ¢ = 1000 and 1% noise

Adaptive refinement  Uniform refinement

k # nodes Bk # nodes ﬁk
0 25 10 25 10
0 81 10 81 10
0 137 10 289 10
0 497 10 1089 10
0 1721 10 4225 10
1 1721 15 4225 16
1 4793 15 16641 16
2 4793 22 16641 22
3 4793 30 16641 30
4 4793 40 16641 40
5 4793 52 16641 52
6 4793 68 16641 68
7 4793 88 16641 88
8 4793 113 16641 113
9 4793 144 16641 144
10 4793 183 16641 183
11 4793 232 16641 231
12 4793 291 16641 290
13 4793 364 16641 363
14 4793 452 16641 450
15 4793 554 16641 552
16 4793 672 16641 669
17 4793 803 16641 799
17 10115 803 66049 799
18 10115 947 66049 943
- 20231 947 - -

Figure 3.10.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 1 (b)(ii), ¢ = 1000, 1% noise using (NT)
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confirmed by numbers considering Table meaning that (ii) results in a slightly smaller
relative control error. This is also plausible in view of the fact that (ii) provides information
on u in all of 2, whereas in (i) we only have measurements at 100 points. To put this in
perspective we have to mention that the evaluation of this error is done (numerically)
on the final mesh of the particular example, which implies that this value is less accurate for
(ii) than for (i) in this case here. With respect to uniform refinement we can see from the
same table that again, uniform and adaptive refinement lead to about the same regularization
parameter and that we save 73% of computation time due to 30% less nodes.

Table 3.5.: Adaptive refinement using Algorithm (NT) versus uniform refinement
for Example 1 (b) with 1% noise. CTR: Computation time reduction
using adaptivity

noisy data adaptive uniform CTR
error B # nodes error B # nodes

(i) 0.300 947 20231 0.301 943 66049  54%

(i) 0.276 151048 761 0.275 150342 1089  73%

Table [3.6]and the L-curve Figure [3.11] show about the same behavior of the proposed algorithm
(Algorithm as in the previous test cases.

Table 3.6.: Adaptive refinement using Algorithm (NT) versus uniform refinement
for Example 1 (b)(ii) with ¢ = 1000 and 1% noise

Adaptive refinement  Uniform refinement

k  # nodes ,Bk # nodes Bk
0 25 10 25 10
0 81 10 81 10
0 253 10 289 10
1 253 229 289 229
1 761 229 1089 229
2 761 758 1089 757
3 761 2023 1089 2022
4 761 4798 1089 4796
5 761 10468 1089 10464
6 761 21246 1089 21238
7 761 40405 1089 40384
8 761 71171 1089 71095
9 761 110885 1089 110621

10 761 151048 1089 150341

Finally, we approach our last test configuration, namely the step function (c) (see the beginning
of Section [3.6). The fact that, because of the different values of initial guess and exact solution
on large parts of the boundary, only a very weak source condition (or possibly none at all)
holds, makes this a challenging example. Additionally, the quadratic L*-norm regularization
term that we use here is the wrong type of regularization for such a piecewise constant function,
which would require total variation regularization.
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© refined
B B updated

[lall
5

IIF(@)-g”I1%

Figure 3.11.: L-Curve for Example 1 (b)(ii) with ¢ = 1000 and 1% noise using (NT)

Nevertheless, the shape of the control is reconstructed quite well by Algorithm [3.1], see
Figure and the corresponding control error of 0.450 is not larger than for the previous
test configurations. Unfortunately, in the reconstruction of the source there appear some
unwelcome peaks where the measurement points are located. Moreover, the mesh looks slightly
overrefined, since it is refined on large parts of the domain where the solution is constant and
nothing “is happening”. The corresponding control error amounts to 0.450. Still we save 29%
of nodes and 61% of computation time.

Figure 3.12.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 1 (¢)(i), ¢ = 1000, 1% noise using (NT)

In the same manner as for the previous examples, the iterations and the resulting reduction of
the misfit term can be read out of Table [3.7] and Figure [3.13

The L*-norm alternative (i) for the same example (Example 1 (c), ¢ = 1000, 1% noise) leads
to the reconstructions from Figure [3.14 The mesh, again, is coarser than in case of point
measurements, but the jump is not detected very well either. This is not suprising however,
since the L2—projection is known to not perform well for the identification of discontinuities.

Table Figure [3.15, and Table confirm the general observations from the preceding
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Table 3.7.: Adaptive refinement using Algorithm [3.1| (NT) versus uniform refinement
for Example 1 (¢)(i) with ¢ = 1000 and 1% noise

Adaptive refinement

Uniform refinement

k # nodes ﬁk # nodes Bk

0 25 10 25 10
0 55 10 81 10
0 189 10 289 10
0 673 10 1089 10
1 673 21 1089 21
1 1837 21 4225 21
1 5367 21 16641 21
2 5367 39 16641 39
3 5367 68 16641 68
4 5367 114 16641 114
5 5367 180 16641 180
6 5367 261 16641 260
- 11785 261 - -

© refined
B B updated
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Figure 3.13.: L-Curve for Example 1 (c¢)(i) with ¢ = 1000 and 1% noise using (NT)

Figure 3.14.: FLTR: reconstructed control, reconstructed state, adaptively refined

mesh for Example 1 (c)(ii), ¢ = 1000, 1% noise using (NT)
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

test cases. Only the reduction of computation time with respect to uniform refinement is
significantly smaller here (only 9%).

Table 3.8.: Adaptive refinement using Algorithm (NT) versus uniform refinement
for Example 1 (c)(ii) with ¢ = 1000 and 1% noise

Adaptive refinement  Uniform refinement

k # nodes ﬂk # nodes Bk

0 25 10 25 10
0 81 10 81 10
0 81 246 81 246
0 239 246 289 246
0 651 246 1089 246
0 651 672 1089 672
0 651 1486 1089 1486
0 651 3005 1089 3002
0 651 5679 1089 5669
0 651 10165 1089 10141
0 651 16867 1089 16798
0 651 27502 1089 27311
0 651 42541 1089 41946

© refined
B B updated
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Figure 3.15.: L-Curve for Example 1 (c)(ii) with ¢ = 1000 and 1% noise using (NT)

In all the tests made so far, we restricted ourselves to 1% noise. We will now present the
results for different noise levels by Example 1 (a) with ¢ = 100. In Figure the reader finds
the reconstructions of the control for 1%, 4%, and 8% noise. The intuitive expectations are
indeed fulfilled: the larger the noise, the worse the reconstruction. The same holds for the
reconstructions of the state in Figure 3.17]

Also when it comes to the adaptively refined meshes, the observations from Figure satisfy
the natural expectations, being: the more noise, the less refinement.

Table where the relative control error, the obtained regularization parameter, as well
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Table 3.9.: Adaptive refinement using Algorithm (NT) versus uniform refinement
for Example 1 (¢) with 1% noise. CTR: Computation time reduction
using adaptivity

noisy data adaptive uniform CTR
error B # nodes error B # nodes

(i) 0.450 261 11785 0.450 260 16641  61%

(ii) 0.461 42541 651 0.460 41946 1089 9%

Figure 3.16.: Reconstructed control for Example 1 (a)(i), ¢ = 100 for different noise
levels. FLTR: 1%, 4%, 8% noise using (NT)

A 1 £

Figure 3.17.: Reconstructed state for Example 1 (a)(i), ¢ = 100 for different noise
levels. FLTR: 1%, 4%, 8% noise using (NT')

Figure 3.18.: Adaptively refined mesh for Example 1 (a)(i), ¢ = 100 for different
noise levels. FLTR: 1%, 4%, 8% noise using (NT)
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as the number of nodes in the obtained mesh is shown for 0.5%, 1%, 2%, 4%, and 8% noise,
even reveals more coherences: the larger the noise, the larger the control error, the smaller the
regularization parameter (i.e., the stronger the regularization), the coarser the mesh.

Table 3.10.: Different noise levels for Example 1 (a)(i), ¢ = 100 using (NT)
noise error B # nodes

0.5% 0.387 13063 59151
1% 0.443 4999 31967
2% 0.588 1398 35995
4% 0.761 345 17065
8% 0.927 50 8191

3.6.2. Example 2

In this section we apply Algorithm [3.1] to Example from Section [3.4] i.e., we consider the
following PDE:

For q € L*(£2), ¢ > 0 almost everywhere in £ find u € Hy(£2) such that

—Au+qu=f in 2
u=0 ondf2.

The control constraint ¢ > 0 is needed for theoretical purposes, but is neglected in the

computations here. We try to make up for this by choosing the starting value for g appropriately,
2

do = 0e L (Q)

We consider again the exact source distributions (a) and (b) cf. the beginning of Section
(Due to the possible lack of a source condition, which we mentioned in the previous example,
we skip source distrbution (c) here.) The corresponding exact states simulated on a very fine
mesh are shown in Figure [3.19

Figure 3.19.: Exact state u' for Example 2. FLTR: configuration (a),(b)

The recontructions of the control and the state as well as the adaptively refined mesh obtained
by Algorithm (NT) can be seen in Figure (for source (a)) and Figure (for source
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o MO

Figure 3.20.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 2 (a)(i), 1% noise using (NT)

] (o)

Figure 3.21.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 2 (b)(i), 1% noise using (NT)

(b)), both with 1% noise contained in 100 point measurements, see (i) at the beginning of

Section 3.6

The resulting relative control error , the number of mesh nodes, and the obtained
regularization parameter  is indicated in Table for adaptive and for comparison also
uniform refinement. For the test configuration (a) we get 29% and for (b) 51% reduction of
computation time using adaptivity. For (a) and also for (b), the obtained relative error and
the regularization parameter are about the same. Unfortunately, we note that the control error
is large, especially for (a).

Table 3.11.: Adaptive refinement using Algorithm (NT) versus uniform refine-
ment for Example 2 with 1% noise. CTR: Computation time reduction
using adaptivity

Example adaptive uniform CTR
error B # nodes error B # nodes

(a)(i) 0.930 43504 2033  0.930 43154 1089  29%

(b)(i) 0.669 6027 7663 0.669 6022 16641  51%

To put this in perspective, we have to mention that for implementational reasons, in Example
2 (and also Example 3 in the following), we neglected the control error and only computed
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

estimators for the state and adjoint errors (see Section and Section . What makes the
difference to Example 1 is the bilinearity of the PDE, meaning the coupled term qu. In cases,
where the control enters linearly the right-hand side, the boundary conditions, or the intial
condition and the control space is discretized in the same way as the state space, the error
estimator for the error caused by discretization of the control vanishes. This is due to the
optimality conditions, cf. [84, Remark 6.3].

3.6.3. Example 3

Finally, we consider the Helmholtz equation Example [3.3] and Example [3.4] where we set
C=1.
For q € L*(£2), ¢ > 0 almost everywhere in £ find v € H'(£2) such that

—Au—(1+qu=f inf?
under Dirichlet zero boundary conditions
u=0 on 0f2,
or Neumann zero boundary conditions
d,u=0 on 0f2.
We consider two possible right-hand sides:

fi=-1
fo = 47 [sin(2mx — Z)(sin(2my — §) + 1) + sin(2my — §)(sin(27z — §) 4 1)]
— (sin(2mz — ) + 1)(sin(27y — §) +1).

Like for the previous example (Example 2), we choose the starting value ¢g =0 € L2(Q) for ¢
and neglect the constraint ¢ > 0.

We restrict ourselves to the test configuration (a), where we choose ¢ =1 (instead of ¢ = 10
like in the previous examples) since from Section we know that Example 3 is a challenging
problem and that ||qTH L(©) should not be “too large”. For the same reason, we consider only

a small perturbation of 0.01% noise.

In Figure we show the exact states for f = f; and f = f5 for Dirichlet and Neumann
boundary conditions.

Figure[3:23shows the recontructions of the control and the state as well as the adaptively refined
mesh produced by Algorithm (NT) for f = f; and Dirichlet zero boundary conditions.
The relative control error is 0.655. The corresponding results for Neumann boundary
conditions are shown in Figure where we have an error of 0.364. For f = fy and Dirichlet
boundary conditions we obtain the reconstructions from Figure [3.26] with a relative error of
0.415 and finally, for f = f3 and Neumann boundary conditions the proposed method yields
the results from Figure and a control error of 0.450.
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O Moo

Figure 3.22.: Exact state u' for Example 3 (a)(i) with 0.01% noise for different right-
hand sides and boundary conditions. FLTR: f = f; with Dirichlet
zero boundary conditions, f = f; with Neumann zero boundary
conditions, f = f, with Dirichlet zero boundary conditions, f = fo
with Neumann zero boundary conditions

O

Figure 3.23.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 3 (a)(i), 0.01% noise, f = f;, Dirichlet zero bound-
ary conditions using (NT)

oy

Figure 3.24.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 3 (a)(i), 0.01% noise, f = f;, Neumann zero
boundary conditions using (NT)
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

Figure 3.25.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 3 (a)(i), 0.01% noise, f = f, Dirichlet zero bound-
ary conditions using (NT)

L

Figure 3.26.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 3 (a)(i), 0.01% noise, f = fy, Neumann zero
boundary conditions using (NT)

The sources seem to be reconstructed a little worse than for the two previous examples
(Example 1 and 2) and the mesh refinement is not as concentrated on the source location
(especially for the choice f = f3). This is probably due to the smaller noise level on the one
hand, which implies more iterations in general, and on the other hand due to the challenging
Helmholtz equation itself.

3.7. Extension to parabolic equations

In practice, many inverse problems governed by partial differential equations additionally
have a time component, which hails from time-dependence of the underlying PDE. We will
concentrate on parabolic PDEs in the following. A detailed introduction to the theory of
parabolic PDEs and their discretization can be found for instance in the textbook of Eriksson,
Estep, Hansbo, and Johnson [29]. An introduction to inverse parabolic problems as well as
examples and solution methods is given in [53 [112] 113]. Adaptive discretization and solution
techniques as well as error estimates for parabolic PDEs and optimal control problems governed
by parabolic PDEs have been investigated in [75], [84H87, (93| [104], for instance.

In this section we will extend the idea from Section [3.1}-Section [3.5] to parabolic PDEs. This

76
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requires a reformulation of the PDE ([2.15)):

owu(t) + A(q(t),u(t)) = f(t) for almost all t € I := (0,T)

2(0) = ug (3.93)

with some end time point 7' > 0 and some given inital data u, € LQ(Q). For simplicity we
choose V = W = Hy(£2) and the “new” state space

V= {p € L*(I, Hy(2))| dyp € L*(I, Hy(£2)")} .

This is a special case of the definition in [85]. The notation ¢ € L*(I, H) connotes that ¢
lives in L (I) in time with values in H. Note that the space V is continuously embedded in
C(I,L*(£2)) with I = [0,7]. We will only consider examples where the control is constant
in time, i.e., ¢(t) = ¢ such that the control space doesn’t need to be changed. For setting
up the weak formulation of the state equation we again denote the L2(Q) inner product by
() = (- ')LQ(Q) and, due to Remark (3 we introduce the inner product

wwh:ﬁmmwmwwﬁ:/

[ (o0), () 2 - (3.94)

Consistent with (2.16|) we define the semilinear form

(g u)(9) = (Alg.w). o) = |

1

(A(g(t),u(?)), p(1)) = w dt = /IQ(Q(t)a u(t))(p(t))dt, (3.95)
such that the weak formulation can be written as

(Opu, @)1 + alg, u) () + (w(0), 9(0)) = (f. )1 + (ug,0(0)) Ve V. (3.96)

The cost functional J(q, u) in this section is defined by
Haww) =1+ 5 la—alfy with 1) = [ Jiw@)dt+ b)) (@97

and J; : V = Hé(Q) =R, Jy: L2(!2) — R. The Lagrange functional is consistently given
by

L(g,u,z) = J(q,u) + (f = Opu, 2)1 — a(q,u)(2) + (ug — u(0), 2(0)). (3.98)
The equations from Section and Section ﬁ for £ := L then read as presented in Ap-
pendix

3.7.1. Space-time discretization

The numerical treatment of parabolic PDEs requires a discretization in time additional
to the space discretization presented in Section As mentioned at the beginning of this
chapter, the control is constant in time, such that we only need to discretize the state variables
in time. To define such a semidiscretization, we partition the interval I = [0,T] into M
subintervals I,,, of size k,,, (m=1,...M):
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

where I, = (t,,_1,t,]) and 0 =ty < t; < --- < t)y = T. We define the time discretization
parameter k as a piecewise constant function k| 1, =kp forallm=1,2,..., M. Then we can
define the semidiscretized space V; by

Vkr = {Uk € L2(Ia L2(‘Q))| Uk|Im € Pr(ImvH&(Q))v m=1,2,...,M and Uk(o) € LQ(Q)}

(cf. [84]), where P,(I,,,V) denotes the space of polynomials up to order r defined on the
interval I, with values in V. By means of these spaces we formulate the discretized state
equation using the Discontinuous Galerkin method “dG(r)” (cf. [9]) of order r as follows.

Let U];’:m = limy_,0 ¢~0 Vg (t,, +t) be the limit “from the right-hand side”,
Vg = My 450 Vk(tn — 1) = vi(ty,) the limit “from the left-hand side” and [v;],, =
v,:m — Vg, the jump in between. For given ¢ € @ find uy, € Vi such that

M M—-1
> (Our, o)1, 4+ ala,ue) (@) + D ([urlm: om) + (U0 90 ) = (f,0)r + (ug,00)  (3.99)
m=1 m=0

for all ¢ € V;. We consistently define the Lagrangian as

E(q, U, Zk) = ‘](qv uk) fv Zk’ Z 8tuka Zk‘
=1

m
M-1

- &(% uk)(zk) - Z ([uk]mv le,m) + (UO - uk,ma Zk,O) :
m=0

The time-discretized version of (2.21)) can be formulated as

= J
qénDng]k( q) (q,u),

where u;, solves (3.99). Similarly to the space discretization (Section , semi-discretized
versions of the equations (2.2F)), (2.26), (2.29), (2.30) and (2.31)) from Section 2.2]and Sectiqn
are obtained by simply replacing £(q,u, 2) by £(q,uy, 2;) and the spaces V and W by V..

Now, we combine the Continuous Galerkin discretization “cG(s)” of order s from Section
with the dG(r) discretization in time such that the fully “cG(s)dG(r)” discretized state
equation reads

M M-1
> Opurn, @)1+ alan upn) (@) + > ([Urnlms Pm) + Weno-90) = (f. )1 + (ug. %0)
m=1 m=0

for all ¢ € V7, where V"7 is the fully discrete space-time finite element space

(7755 . 2 2 , ,0 ¥
Vkrj: = {Ukh €L (I,L (Q))| Ukh|1m S PT(Im,V}f m)’ m = 1,2, .. .,M and Uk:h(o) € V}f } C V]: .
In here, VhS "™ denotes the finite element space from Section associated with the time end
point %,,.

Again, one gets the fully-discretized versions of j and the equations (2.25)), (2.26]), (2.27)),
(2.29), (2-30), (2.31)) from Section [2.2] and Section [3.5| by replacing the index k by kh and Vj,
by Vkr,f in the semidiscrete formulation.
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As special case of ¢G(s)dG(r) discretization with r = 0, we consider the implicit Euler time
stepping scheme (see, e.g., [106]). For a detailed presentation of the resulting state, dual and
tangent equations from Section [3.5] we refer the reader to Appendix [C] A single time step is
solved by means of a Newton solver for treating the nonlinearities and by applying multigrid
methods to the resulting linear subproblems. For details we refer to [g].

3.7.2. Space-time mesh refinement

Having established a space-time discretization for , the next step is the derivation of a
posteriori error estimators (cf. Section and , which allow us to estimate the error in
space as well as the error in time, since our goal is to modify Algorithm insofar as we
either refine in space, or in time or in both in step [I5] and [T9}

DWR error estimators for parabolic problems

In order to extend the results from the stationary case (cf. Section and to parabolic
PDEs, we use the results from [85, [I04]. For a given quantity of interest functional E, there
hold the same results as in Section [3.3] with & replaced by k, but in order to distinguish between
time and space error, we split the total error as follows

E(q,u) — E(qnk-unk) = E(q,v) — E(qr, ur) + E(qr, ug) — E(qrn, ugn) = 771}5 + 775,
and define analogously to (2.39)), the auxiliary Lagrangian
M:Xx X5 R, Mx,€) = E(qu) + £(2)©),
where X = Q x V x V. Adapted from [85],~ for continuous, semi-discrete and fully-discrete
stationary points (z,§) € X x X, (3, &) € X x X, with X, := Q x Vi x Vi and (wp,, &) €
X % Xpp with Xy, := Q x V7 x V73 of M, there holds

1

E(q,u) — E(qy,up) = 5/\;1,(-%751@)(35 — F, & — &) + Ry
1 -, N ~
E(q,u) — E(qun, ugn) = 5/\4 (Trhs Eon) (@ — Tip, & — &) + Ry,

where (Zy,, fAk) and (T, Ekh) are arbitrary and R, and R;, are remainder terms of the form
[2.40).

So for E := I we can estimate the errors i}, ~ i(8) — ir(8) = I(q,u) — I(gx,uz) and 7y, ~
i(8) — i (B) = I(q,u) — I(qun, urp). An error estimator for the cost functional J (or j) can
be derived in the same way (cf. Section [85]) such that there holds

15 .
J(q,u) — J(qr, ux) = 55/(%)(% — %) + Ry ~

15 .
J(q,u) = J(qrn, wkn) = §£l(fﬂkh)(fﬂ — Ep) + Ry =

79



3. Computation of a Tikhonov regularization parameter with adaptive discretizations

for continuous, semi-discrete and fully-discrete stationary points x € X, x;, € X, and x5, € Xy,
of L. Since 7' () = K(q,q;) = —%(q, q1)¢ (cf. Section and ¢, q; are constant in time

there holds g, = ¢, q; 1, = q1, such that i'(B) —i,(B) = K(q,q1) — K (qp, q1 ) = 0. This implies
that we can set nf = 0 and that the results from Section concerning i’ still hold if we
replace the index h by hk.

For details on the numerical realization of the error estimators we refer to [85] [104].

Refinement criterion

As in Algorithm we base our decision whether to refine or not on (3.9)), (3.19) and (3.38)—
(3.41). But the question is whether to refine in time, in space or in both. To answer this
question, we adopt the concept from [85], [104] and aim to obtain a discretization fulfilling

I I J J
M| = |nx]  and [nj| = [0} ] -

For this purpose we define an “equilibration factor” e € (1,5) and formulate Algorithm
which replaces Step [I5] and Step [19] in Algorithm [(3.1] With n = 7, + n;, being the error
estimator corresponding to the violated condition (3.9)), (3.19), (3.38)), (3.39), (3.40) or (3.41)

. I J K
(le,mne{n,n",n"}).

Algorithm 3.8: Space-time refinement

if [np,| = e|ny,| then
Refine spatial discretization.
else if |n,| > e|n,| then
Refine temporal discretization.
else
Refine spatial and temporal discretization.

3.7.3. Numerical results
Example 4

In order to test how the proposed method formulated in Algorithm [3.1] performs on parabolic
problems, we consider the following initial-boundary value problem:

For given ¢ € L*(£2) find u € V such that

8tquu+Qu3:q in2x1
u=0 ondf2xI
u=0 on 2 x{0}.

We choose the domain and the time interval as £2 = (0,1)* € R? and I = (0,1). The noisy data
is simulated via point functionals in n,, = 100 uniformly distributed points &;, i = 1,2,...,n,,
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and the end point, perturbed by some percentage p of uniformly distributed random noise.
We set J; = 0 in (3.97), and Jo(w(T)) = ||u(T) —g(sHé with observation space G = R"™.
Like in Section the noisy data is created via g? =g(&)(1+¢;p) for i =1,...,n,,, where
g; € (—1,1) are random numbers and the exact data g is simulated as g = uT(T), where u' is
the solution of the given PDE on a very fine mesh with 16641 space nodes (and equally sized
quadratic cells) and 6000 equidistant time steps. The equilibration factor, affecting whether
we refine in space or in time (see Algorithm , is chosen as e = 20.

We will use the same type of figures and tables as in Section [3.6] Therefore, we will not go
into detail concerning a description of the means of presentation.

We consider the same exact source distributions (a), (b), and (c) as in Section [3.6], which are
visualized in Figure [3.1]

The corresponding exact states at the end point are presented in Figure [3.27]

ol

Figure 3.27.: Exact state u'(T) for Example 4. FLTR: configuration (a),(b),(c)

We start with a space mesh of 25 nodes (like in Section ) and a time mesh of 10 equally
sized time steps. One refinement step in time looks as follows: a selected cell is divided into
two cells of half the size.

For the source distribution (a) and 1% noise, Figure shows the reconstructions of the
source and of the state as well as the adaptively refined space mesh at the end point. In
Figure [3.29) the reader can find the resulting time mesh.

Figure 3.28.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 4 (a)(i), 1% noise using (NT)
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3. Computation of a Tikhonov regularization parameter with adaptive discretizations

Figure 3.29.: Adaptively refined time mesh for Example 4 (a)(i) with 1% noise

The refinement and S iteration steps can be tracked by taking a look at Table and
Figure [3.30] We can see that the algorithm starts with a refinement step in space and time,
then refines three times in space only, then updates § six times, refines in space twice again
before it increases § three times and terminates. The time mesh is refined — as one would
expect — at the end of the interval. The space mesh is refined where the source is located and
at the measurement points, similar to the results from Section [3.6] .

Table 3.12.: Adaptive refinement using Algorithm (NT) versus uniform refine-
ment for Example 4 (a)(i) with 1% noise

Adaptive refinement Uniform refinement

k # nodes in space # nodes in time Bk # nodes in space # nodes in time Bk

0 25 10 10 25 10 10
0 81 12 10 81 20 10
0 277 12 10 289 20 10
0 797 12 10 1089 20 10
1 2137 12 10 4225 20 29
2 2137 12 29 4225 20 10
3 2137 12 68 4225 20 68
4 2137 12 146 4225 20 146
5 2137 12 299 4225 20 299
6 2137 12 606 4225 20 606
6 5011 12 606 16641 20 606
6 12521 12 606 66049 20 606
7 12521 12 1157 66049 20 1157
8 12521 12 1964 66049 20 1964
9 12521 12 2825 66049 20 2825

Compared to uniform refinement, we save 81% of space nodes, 40% of time steps, while both
alternatives produce the same regularization parameter. The L-curve graph Figure (also
see Section for a more detailed description) for the parabolic Example 4 has a typical
shape.

Beside the single Gauss distribution (a) we also tested Algorithmtogether with Algorithm
by the example sources (b) and (c) from Section (also with 1% noise). The results can be
seen in Figure and Figure As for the time mesh, we only mention that the algorithm
did not refine in time at all for the source (b), and for (c) it refined exactly like for (a), i.e.,
from 10 to 12 time steps at the end. Apart from that, the reconstructions and the space mesh
look similar to the elliptic case (see Section , Example 1).

In Table we present a collection of computation time, regularization parameter, and
space and time nodes for adaptive as well as uniform refinement for Example 4 with the three
source distributions (a), (b), and (c). In all three cases, we save at least 31% of computation
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10°¢
© refined
B B updated

10° 107 s
IF(a)-g"llg

Figure 3.30.: L-Curve for Example 4 (a)(i) with 1% noise

SO

Figure 3.31.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 4 (b)(i), 1% noise using (NT)

J o

Figure 3.32.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 4 (c)(i), 1% noise using (NT)
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time. Again, as for all the previous test setting, both, adaptive and uniform refinement yield
the same  and a similar relative control error (3.92]).

Table 3.13.: Adaptive refinement using Algorithm (NT) versus uniform refine-
ment for Example 4 with 1% noise. CTR: Computation time reduction

using adaptivity

Example adaptive uniform CTR
error [ space nodes time nodes error [ space nodes time nodes

(a)(i) 0.466 2825 12521 12 0.466 2825 66049 20  84%

(b)i) 0.350 272 35237 10 0.350 272 66049 20 31%

(¢)(i) 0.452 251 3231 12 0452 251 3231 20 49%

Testing configuration (a) again with a larger noise level p = 4%, we obtain a worse reconstruc-
tion, as one can see at first glance by looking at Figure [3.:33] The resulting error of 0.789
confirms this visual impression. It is also not surprising that — just like in the elliptic case —
the algorithm refines much less (1913 space nodes) and stops with a smaller regularization
parameter (8 = 175) than with smaller noise.

Figure 3.33.: FLTR: reconstructed control, reconstructed state, adaptively refined
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4. lteratively regularized Gauss-Newton
methods

The implementation of variational regularization methods (i.e., regularization methods which
approximate the exact solution by a (stable) solution of a minimization problem), such as
Tikhonov regularization, requires an iterative algorithm for the minimization of the objective
functional. Thus, it suggests itself to consider such iterative (mostly Newton type, cf. Section
[2.5.2] and [2.5.3) methods directly and to make the regularization parameter § grow in the
course of the iterations. Based on the existing literature about iterative regularization methods
(see, e.g., [5, 69]) we will consider adaptive discretizations for these methods with the goal of
saving computational effort compared to Algorithm This is not an unrealistic hope due to
weaker accuracy requirements and possibly associated coarser discretizations in the beginning
of the iteration. The stopping index plays the role of an additional regularization parameter,
which will also be chosen according to the discrepancy principle.

For the stable solution of with noisy data, we will consider two types of iterative Newton
type methods: a reduced form of the iteratively regularized Gauss-Newton method (IRGNM)
(cf. Section and all-at-once formulations, where we treat the PDE and the measurement
equation at the same time. More specifically, as all-at-once formulations, we consider a least
squares type (cf. Section and a Generalized Gauss-Newton type [18] form of the IRGNM
(cf. Section . The reduced formulation will not be implemented and serves mainly as
theoretical basis for the all-at-once formulations. Since the analysis in Section [4.1]is done for a
general forward operator, the obtained results hold for general inverse problems formulated
as operator equations, and can also be applied to a system of equations as considered in the
all-at-once formulations Section [£.2

Most of the results from this chapter can be found in [64, [66].

4.1. Reduced form of the discretized IRGNM

In this section we consider the iteratively regularized Gauss-Newton method (IRGNM) ([2.44)
from Section For a better understanding, we first discuss the method on the continuous
level, i.e., in each iteration step we seek qi as the solution to

. Sk—1 Sk—1 Sk—1 5112 1 2
min [|[F'(¢"" ) q— ¢ )+ F(™ ) = d’la+ = lla — awllo (4.1)
q€eqQ B
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which leads to the iteration rule

_ —1\% — 1 !
@t = - (F'(qé’k DF (@) ¢ 2 id)
B
1

: (F’(qé’k_l)*(F(qﬁ’k_l) ~g’)+ ﬁfk(q‘s’k_1 - QO))

(4.2)

(see, e.g., [4, B 17, 50, 54, 55, 69]).

Remark 4.1. In case the reader might wonder why the condition q € D has disappeared in
this formulation, the author would like to refer to Remark|[2.3 and[24) In Theorem [{.3 we
will show that all iterates stay in the p-neighborhood of qy, where the tangential cone condition
Assumption@ holds. This tmplies q(s’k € D, provided that this neighborhood lies in D, which
we will claim in the following assumption.

Througout this chapter, we assume the existence of an exact solution to the inverse problem
in a neighborhood of the inital guess gy, i.e.,

Assumption 4.1. There exist p> 0 and ¢' € B,(q0) C D, such that q' solves (2.1)).

We would like to point out that the assumption Bp(qo) C D is nontrivial, since it implies that
D contains an open set/has nonempty interior. Although this assumption is not necessary in
all cases, depending on the PDE (see Section Example 2), we keep this condition and
refer, once again, to Remark [2.3] and Remark [2.4]

The regularization parameter (5, and the overall stopping index k, have to be chosen in
an appropriate way in order to guarantee convergence. We will here use an inexact New-
ton/discrepancy principle type strategy, as it has been shown to yield convergence of the
IRGNM even in a Banach space setting in [71], see also [52] for a convergence analysis in an
even more general setup but with different parameter choice strategies for 8, and k,.

Again, as in Chapter [3] our aim is to consider adaptively discretized versions of the formulations
defined by replacing the spaces @@, V., W by finite dimensional counterparts @, V3,, Wy,
(see Section . These should be sufficiently precise so that the convergence results from the
continuous setting can be carried over, but we save computational effort by using degrees of
freedom only where really necessary. For this purpose we will again make use of goal oriented
error estimators (cf. Section and , that control the error in some quantities of interest.
Different from Chapter [3| we do not treat the nonlinear problem directly here, but use an
iterative solution algorithm, the iteratively regularized Gauss-Newton method and treat
a sequence of linearized problems instead.

We start with a detailed description of a single iteration step for fixed (discretized)
previous iterate qé’k*1 = goq € @ in the continuous setting. Afterwards, we transfer the
formulation to the discretized setting actually used in the computations and specify the
quantities of interest required in error estimation and adaptive refinement.

As in Section we can formulate the optimization problem (4.1]) as optimal control problem
using the decomposition of the forward operator into solution and observation map.

1
min C'/ U, V) +C U, 012 4+ = _ 2 43
(@Uo1a V) EQXV XV 1€ (to1a) (v) (oa) — 9" llc By lg = gqollo (4.3)
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s.t. a(qoldv uold)(@) = f(@) VQO € W7 (44)
Ay (Gotds Uold) (U, @) + g (Golds Uora) (4 — God, @) = O Vo e W, (4.5)

since for a solution ¢ of (1) the triple (¢”", S(qoia), S'(do1a)(@”" — Go1a)) solves [L3)-([@5).

In most of this section we omit the superscript § (denoting dependence on the noisy data) to
be able to better indicate the difference between continuous and discretized quantities.

In order to apply Algorithm to a sequence of problems of the type we need other
quantities of interest than i(8), i'(3), and Jp from Chapter [3, namely quantities with respect to
the “old” iterate from step k& — 1 as well as the “current” iterate from step k. To this purpose,
for fixed ¢,)q (the previous iterate) we consider the following quantities of interest

1
i Qx QxR =R, (qoa:@8) ~ IIF (o1a)(q — doia) + Fdoia) — ¢ ll& + BHQ - %Hé

L @xQ—R, (qora, ) = 1 F (1) (4 — dora) + F(dora) — ¢°[1&
I;: Q—R, old = [ Flgoa) — 9"l
I Q—R, q = 1F(q) — 1% ,
(4.6)
which, for uggq € V and v € V solving (4.4) and (4.5)), and u € V solving
a(g,u)(p) = flg¢) VpeWw, (4.7)

satisfy the identities
/ sy2 , 1 2
I, (qo1a5 4, B) = [|C (ue1a) (v) + Cluga) — g° Iz + BHQ —qllo

Iy(doias @) = [[C" (1) (v) + Clugia) — ¢° |
I3(goia) = [|Cuga) — ¢’ &
Lig) = |C(u) — ¢°||& -

The (continuous) quantities of interest in the k-th iteration step are then defined as follows:
For a solution (¢*, u"q, v*) of ({I3)-([@.5) for given quq = ¢q and B = B, and u” fulfilling

kK
a(g’,u)(p) = flp) VeeW
in the k-th iteration, let
k ko k kN ko k k 5 1Tk
IY = L (gha. 4", Br) = | F'(aa) (d" — aha) + Flaha) — ¢°|1& + Fqu —qlo
k k k sz 1ok 2
= 1C" (uewa) (") + Clug) — ¢°lle + Equ - llo

k ko k ko ko k k 5 k o\, k k 5
15 = Iy(gha, 4°) = | F'(gha) (" — dha) + Fgha) — & 11& = 1|0 (uba) (") + Culiq) — ¢°[|&
k k k 5 k 5
I3 = Iy(qha) = | F(dha) — 9°1& = |C(uda) — ¢°|1&

I = 1L(d") = |IF(¢d") - &’1& = l|lc(h) — ¢°|1& .
(4.8)
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4. Iteratively regularized Gauss-Newton methods

To formulate the quantities of interest (4.6))/(4.8) for a discrete setting, we consider finite
element spaces @y, V3,, W}, as in Section [2.3|and formulate the discretized version of the optimal

control problem (4.3)) for given qgq € Q-

1
min C'(u v) + C(u —52—|—— — 2 4.9
(@10 0)E Q) X Vi XV, 1C" (ug1a) (v) (uora) — 9°llcz ﬁHq QOHQ (4.9)
subject to
a(Qolds Uora) (@) = f(») Vo € Wy, (4.10)
A (Gotds Uola) (V@) + ag(Gotas Uold) (4 — Golar ) = 0 Vo e Wy, (4.11)

According to ([2.32)), the equation (4.10)) is equivalent to ugq = S}, (go1q) and (4.11)) is equivalent
to v = Sh(qowa) (¢ — Goia), such that the reduced form of (£.9) (. 11)) reads

i 512 1 2
min 1 F7(do1a) (@ — dora) + Fr(goa) — 9°l& + EHq —qllg (4.12)
h

with F, = C'o S, (cf. Section [2.3).
Then the discrete counterparts to (4.6) are defined by

1
Lip: QXQXRBR-R, (G, ¢:8)  — 1 Fi(o1a)(q — Gora) + Frldora) — P&+ BHQ - QOH2Q

5
Ly @xQ—R, (9o1d5 Q) = 1 Fh (Go1a) (4 — dola) + Fi(doia) — 9 |l&
5
I3 Q—R, old = 1 Fn(go1a) — 9l
5
Iip: Q—R, q = [|F(a) — ¢l -

(4.13)
Correspondingly, for a solution (g, tgia,n, V%) = (Ghy > Uoid > Vi, JOf (I for given goq = giia €
@), and uﬁ = u’fbk solving

algr,up) () = f(p) Vo € Wy,

the discrete quantities of interest in the k-th iteration step (i.e., the discrete counterparts to
(4.8)) can be formulated as

k ko kK ko, k k k sz . Lok 2
IY =17, (451> Ty Br) = 11 Fn, (@1a) (ah,, — @owa) + F, (do1a) — 9° G + Fkﬂqhk - @llo

k k k k sz, Lok 2
= ||C(uola,n, ) (Un, — Uoid,n,) + C(Uold,n,) — 9"l + B:HQ@ —qllo

k ko kK kv ko k k 52
I3y = Iop, (Golas @) = |1 Fh, (do1a) (ah,, — @oia) + Fi, (do1a) — 9° &
k k k k 512

= ||C(ueia,n, ) (un, — Uold,n,) + Clucan,) — 9
k koo k k 52 k 512
I3y = I3, (qo1a) = 1P, (do1a) — 9" lG = [|C(ugian,) — 9"l

Iy = Iip, (ah) = | P (ah,) — ' = 1O (uk,) — ¢ Il
(4.14)
where we introduced the notation hy, (replacing h), denoting the discretization in step k, in
order to distiguish between the possibly different discretizations during the iterative process in
the following.
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4.1. Reduced form of the discretized IRGNM

At the end of each iteration step we set

k+1 k
QOI—E = dp,, - (415)

Remark 4.2. The sequence of iterates we actually consider is the discrete one (qﬁk)k@N, which
we also update according to (4.15]). Besides that, for theoretical purposes we keep a sequence
of continuous iterates (qk)kG]N, where each member qk of this sequence emerges from a member

qfld = qfk__ll of the sequence of discretized iterates (qﬁk)kem, but not from qk_l, see Figure .
One of the reasons for the necessity of considering this auziliary continuous iterates is the

Figure 4.1.: Sequence of discretized iterates and auxiliary sequence of continuous
iterates for the reduced form of IRGNM

key inequality (4.35)) in the proof of the convergence Theorem below, which makes use of
minimality of the iterate qk in all of Q (and not only in the finite dimensional subspace Q},),
thus allowing for comparison to the infinite dimensional exact solution qT.

We stress once more that the discretization may be different in each iteration, as indicated
by the subscripts hy,, hy,_, here. In order to keep the notation readable we will suppress the
iteration index k in the subscript hy, whenever this is possible without causing confusion.

Remark 4.3. Please note that, in spite of (4.15)), Ig}:l and L’f}h are not the same, since hy,
and hyy1 may differ, such that

k41 k+1 82 E+1 52 k+1 512
IS,h = HFth(qud ) =9 llc = HC(Sth(qud ) —d'lle= ||C(Uold,h) -9l
whereas

k k ) k 1) k ) h )
It = 1Py, (i) = 18 = 10(Sh, (abii") — &ll& = 11C(Sh, (ak,) — & ll& = IIC(w*) — ¢°|1&,
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4. Iteratively regularized Gauss-Newton methods

i.e., Iﬁl contains u’éf&}h oS Shkﬂ(q(lfﬁl), the solution of the state equation with respect to the

discretization from step k + 1, whereas in ij,h we have uzk = S, (qlglgl), the solution of the
state equation with respect to the discretization from step k.

Remark 4.4. Also IY™' = ||F(q§£1) —géﬂé and It = ||F (") —g5||é are not the same, because
k+1 _ K k
g =dan, # 4",
see Figure[4.1]

Remark 4.5. Please note that even the discretizations hy, for fived k can differ in the different
quantities of interest during one Gauss-Newton iteration cf. Algorithm[{.1. Tracking the proof
of the main convergence result Theorem the reader can verify that only Ifh and Ig,h have
to be evaluated on the same mesh, since in the proof we will need the identity

1
k k k 2
Lp=05Ly+ FkHQhk —qllo (4.16)

which is guaranteed by assuming exact evaluation of the Q-norm ||qﬁ —qollg (cf. Assump-

tion .

In order to assess and — by adaptive refinement — control the differences
[IE = I <nf, ie{1,2,3,4} (4.17)

between the exact quantities of interest and their counterparts resulting from discretization,
we will again make use of the goal oriented error estimators from the Section and In
Section [£.1.2] and we will explain in more detail what these estimators look like for the
specific quantities of interest from this chapter.

We select the regularization parameter (3, according to an inexact Newton condition (cf.
[42, [100]) which can be interpreted as a discrepancy principle with “noise level” é[;f’h
élef,h < Ig,h < él?lf,h7 (4.18)
ie.,
0] Fi(abia) — 9 I1& < |1 Fh(abia) (ah — abia) + Fildbia) — ¢"1& < Bl Fi(abia) — o"113
forsomeO<Q§9~§§<%.

Note that we could compute this regularization parameter according to Algorithm (as
for in Theorem Chapter , but, as mentioned in the beginning of Chapter
Algorithm is an extension of [39] to nonlinear inverse problems. Since / is in fact
a linear-quadratic optimization problem and [39] is tailored for this case (e.g., by the use of
explicit formulas of the quantity of interest with respect to ), we expect the algorithm from
[39] to be more efficient and decide to use that one instead.

To this purpose we adopt the main result from [39, Theorem 1], whose counterpart for the
nonlinear case is Theorem with i(8) = ||F’(qfld)(qg - qfld) + F(qfld) — gé||2G and 755?3 =

= k 5
HHF(Qold) -9 Hé‘-

90



4.1. Reduced form of the discretized IRGNM

Theorem 4.1. Let i € C°(RY), i/(8) <0, i"(8) >0, i"'(8) <0 for all 8> 0 and f, solve
i(8.) = 7505
for some 754 > 1 and 63 > 0. Let moreover a sequence (Bk)kG]N be defined by

.k 22
iy — 750
Frit =gt o< <p,, (4.19)
th

with some 12, i’y € R satisfying

Co,sllg™ ¢

o aky ok . k 2, Gk

li(B") — if,| < min {c@mh — 7503, ’_/,f‘zwyzh ik (4.20)
th
852

1/ ok 1k . gk Capllg™ G 22

|i'(8%) — i')| < min {C3ﬂ|llh am“h — 7305 (4.21)

h

for some constants Cy g,C3 3 >0, 0 < ¢y g <1 independent of k. Let moreover k, be given as

2
k, = min {k eN|if, < (n“; + T;) 5%} (4.22)
and the following conditions be fulfilled:

<0 VE<k, -1,

P T T T | ii*fl—TﬁQ(S% P A T TS
(85 — i | B Ty e < 72,
th
k %5
ok, k, 2
[i(8%) =iy < 795 (4.23)

for some 75 < 75.

Then k, is finite and there holds
gL > gk and BF < B, forallk<k,—1,

Bk satisfies the local quadratic convergence estimate

CNe 5t 524 o — B Vh<k -1
(89 (852 ' * o

for some C > 0 independent of 5k and k, and

|/Bk+1 - 6*| S

(15 — 73)85 < i(8™) < (75 + 75)05 - (4.24)

Proof. See [39, proof of Theorem 1]. O
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4. Iteratively regularized Gauss-Newton methods

Moreover in [39, Lemma 1] Griesbaum, Kaltenbacher and Vexler show that the choice i(5) :=

4 .

HTqﬁB — t||& with some linear operator T': Q — G and some constant term ¢ (with respect
é .. . .

to qﬂﬂ ) fulfills all the requirements from Theorem . This includes our setting, since we

can write I5(qod> ) = 1F"(Go1a) (@ — Gota) + F(goia) — ¢° 1% as [|Tq —t[3; with T == F'(goq)
and t = F'(qoq) (¢oa) + g‘s — F(goq)- The relation would as well allow us to use the
continuous version I§ in , but we prefer to formulate the condition with the discretized
actually computed quantities.

The overall Newton iteration is stopped according to a discrepancy principle similar to (3.36|)
k, = min{k € N| I§,, < r°6°}. (4.25)

In our convergence analysis we will again (as in Section [3.1)) make use of the weak sequential
closedness Assumption [3.2] and a tangential cone condition similar to Assumption [3:3]

4.1.1. Convergence of adaptively discretized minimizers/stationary points to an
exact solution for vanishing data noise

Similarly as in Section (more specifically Theorem [3.4), in the following theorem we show

Tas § — 0 for a sequence (qg’: n, ke produced

convergence of the form ¢ = qg, *jllhk L, a
by iteratively solving (4.9) with 8 := (3, and updating according to (4.15]).

Throughout Section we assume that continuous and discrete solutions of the IRGNM
subproblem exist, which means

Assumption 4.2. For all 8 € [3, ] (for some 0 < 3 < ) and all iterations k the subproblem
@) /@-3)-(@5) is solvable, i.e., there exwists a solution ¢° = & = qg’: to (4.1), where
q‘s’k*1 = qffld is chosen according to (4.15).

Assumption 4.3. For all B € [3,B] (for some 0 < B < B) and all iterations k the discretized

subproblem (4.12) / (4.9)—(4.11)) is solvable, i.e., there exists a solution q,li = quk = qi’f = qg’:hk
to (4.12), where quq is chosen according to (4.15)).

Remark 4.6. Please note that different from Assumption in Chapter[3, we do not assume
that these minimizers lie in D; cf. Remark[2.3, and [31)

Since the three assumptions Assumption and constitute the basic prerequisites of
this section, we will not list them again explicitly in the following theorems.

Different to Chapter [3] the tangential cone condition Assumption [3.3]doesn’t need to be satisfied
in the whole of D, but only in a neighboorhood of gg:

Assumption 4.4. Let the tangential cone condition (cf. e.g., [27],[102])

IF(q) = F(a) = F'(@) (g~ Dlle < ciell F(a) = F(@)lle

hold for all q,q € B,(qp) €D C Q (cf. Assumption and for some 0 < ¢;. < 1 sufficiently
small (in order to fulfill (4.26)) in the following).
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4.1. Reduced form of the discretized IRGNM

Assumption 4.5. Let 7 be chosen sufficiently large and 0 < 6 < 9 sufficiently small (see

(@18), [@23)), such that

1 2N 20 + 4c?
o (24 Lreel) (G gpg 20 2% (4.26)
T 1 —4c;,

Finally, let for the discretization error with respect to the quantities of interest (4.17) hold,
where 1y, 17]26, nlgf, nff are selected such that

k 2 k ~ s (1+¢) k
m + 2th773 < Q -2 Ctc =+ T I3,h’ (427)

nlgfgcllsh and 77§—>0,77§—>0,775f—>0as/~c—>oo, (4.28)

2@—1—402
WHdde o, o1

I§n < (A +e)Iin +7", and (1+cs) (4.29)

— 2Ce
k
for some constants cy,cq,c3 > 0, and a sequence r* — 0 as k — oo.

Remark 4.7. Condition can be satisfied fir ¢;. sufficiently small, which (via the
tangential cone condition Assumption is a local restriction on the nonlinearity of F', and
by choosing T sufficiently large. Conditions and (&.28) (where the right-hand side is
always strictly positive by definition of the stopping index (4.25)) are smallness conditions
on the 7711C (i =1,2,3,4), whereas the first condition in @ links the discretizations of the
forward operator at ql(fld = q}’f*l in the old and the new iteration. The second condition in

(4.29) is enabled by the right inequality in (4.26)).

By means of these assumptions we can formulate the following convergence theorem (similar
to Theorem [3.1]).

For a better legibility, depending on which parameter will be of interest at a certain point,

)

we will omit some indices and switch between the different notations qk = qé’k = 43, ;
E_ k 6k 6k
4n = qh, = 4p, = 9, h,"

Theorem 4.2. Let Assumption and be satisfied. Further, let ¢' € B,(q) C D be
a solution to [2.1)) and let the starting value be chosen such that qogq = q20 € B,(qo) (which is

obviously satisfied, for instance, by the choice qéld =qp)-

Then with B, and h = hy, fulfilling (4.18)) and k, selected according to (4.25)), for a solution
q;lik to (4.12)) there holds:

(o) for all k < k,, provided
o = é
|7 (gka) (@0 — abia) + Fa(aha) — ¢’ 1& = 0| Fu(aha) — 6’112, (4.30)

there exists (), satisfying (4.18)),

(i) the estimate
k
la, — awollo < la' —qollq V1<k <k, (431)

holds, which implies that all iterates stay in the ball B,(qo),
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4. Iteratively regularized Gauss-Newton methods

(ii) k, is finite,

(iii) qﬁf‘d = qlgfd(é) = qu(fg;ll’fhk o)_1 COnverges (weakly) subsequentially to a solution of (2.1

as § = 0 in the sense that it has a weakly convergent subsequence (qfl*d((sl))lew and each

weakly convergent subsequence converges strongly to a solution of (2.1)). If the solution

qT to (2.1) is unique, then qﬁﬁfé) converges strongly to qT as § — 0.

Proof. (0): Let If(8), It n(B), I5(8), I5,(B) denote If, Ifj, I5, I}, (see ([E14), (A.8)) with
B replaced by .

For all 1 < k < k, and any solution qT of (2.1)), by (4.17) and minimality of qk for the
continuous Tikhonov functional, there holds

Iéih(ﬂ) < If,h(ﬁ)
k k
<Ii(B)+m (4.32)
k k k 5 ko1
< 1 F'(gha)(a" — aha) + F(gha) — ¢’ 1& + 0t + BH(IT - C.Io”gg'
Using ([2.2]), Assumption the inequality (a + b)2 < 2a% 4 2b° for arbitrary a,b € R,
as well as (4.25)), we can estimate as follows
k k k 5 k k k 2
| (@ba) (@' = a5ia) + Flasia) = ¢l < (1" (@5ia) (@’ = dhia) + Flaia) = F(a") o+ 9)
f k 2
< (el F(a") = Flgha)ll + )
6 2
< (et (ls” = Flahall +6) +9)
2
< Cie Ig + (1 + th)5>
< 205 + 2(1 + )07 +
Ik
213.h

2 ok k :
< 26 (I3 0 +m3) + 2(1 + ) e

1+c 2
=2 (cfc + (7-2tc)> I;f’h + 20?677?

(4.33)
Together with (4.32]) and Assumption this yields

~ 1
k k
Ln(B) < 0I5, + BHQT — %Hé .

Hence, we have
lim sup I3 ,(8) < 013, .

B—00

On the other hand, since
. k
lim =
550 q3,n = 4o »
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4.1. Reduced form of the discretized IRGNM

we have by ({4.30))

. k k k k 6112 Sk
é{% I53(8) = |1 Fr(g51a) (90 — dora) + Frldoa) — 9°lle: = 015, -

Thus, by continuity of the mapping 8 — Ig’;h(ﬂ) (see e.g., [39]) and the Intermediate
Value Theorem the assertion follows.

(i): We will prove as follows: We will show that, for fixed k& > 0, provided that
qold q;].fk 11 eB ( ), there holds

!
las, —aollo < lla" — a0l V1 <k <k,

which implies q(’ffgl = q;llilC € B,(qp)- Then (4.31)) follows recursively, since qéld = q20 €
B, (q0)-
p\40

So we assume that qlgld € B,(qo) in the following.

From (4.16]), (4.18) it follows that

k k Lk 2 7k 1 2
Iy =1y + Fquh —qllg = 0I5, + ﬁka% —qllo - (4.34)

As in ([#.32), by (@.17) and minimality of ¢* for (d.1)) we have
k ko k k k k sz, 1 2 |k
Iy < I+t < F'(gha) (@' — ahia) + Flaha) — 918 + FquT —qollog +n1, (4.35)
which together with (4.34)), , and (4.27) gives
- 1 1
k k 2 k k k 52 2 |k
013, + 5:”% —qllp < HF/(QOId)(qT —qoia) + F(qoa) — 9"l + BkaqT —@llg +m
1+ ¢,)” 1
2 k 2 |k 2 k
<2 <th + 7( gtC) ) I3 + *”CIT — qollg + 1 + 2¢iens
T Br
5k
<03y, + Hq - QOHQ ;

which implies (4.31)).

(ii): Furthermore, for all 1 < k < k, we have by the triangle inequality as well as Assump-

tion [4.4] and ([4.18))
k k 5
VIi=F(q") -9 lla
ko ko k k 5 ko, k k k k
< 1F'(go1a)(q" = o1a) + Faona) — 9’ lle + I1F (¢ha)(¢" — aa) — F(a") + F(dgoa)lle

< V I2 + thHF (QOld)HG

<y 513,h + 5 + th(\/ﬂ + \/g) . (4.36)
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4. Iteratively regularized Gauss-Newton methods

(iii):

96

(Note that applying the tangential cone condition Assumption to qk here is allowed
due to ([€.31)).) Hence, by (a4 b)* < 2a* + 2b* for all a,b € R

I <2015, + nf) + 2¢4. (215 +21%)

which implies

1 =
I§ < ——— (205, + 205 +461y)  VI<k<k,.
1-— 4th ’
With (4.17) and (4.29) we can further deduce
1 -
k k k k k
Iy < ——— ((29 + 40?(;)[3,11 +2ny + 4031;773) + 14
1-— 4th
20 + 4c} . 1 =
<01+ C3)Iz]f,h1 + T a2 ((29 +dcp)r® + 205 + 40?&7’??) )

= 2
1 —4c;, —4c;,

1 ~

k—1 2\ k k 2k k

<clyy, + 5 ((29 +4cie)rt + 2m5 + 4th773) + 1y
1-— 4th

for all 1 < k < k,. With the notation

; 1 = , , . .
at = — ((29 + Ak )t + omh + 4c§cn§) tnh Vie{l,2,...k} (4.37)
— %Cte
there follows recursively
It <+ a7 Vi<k<k,. (4.38)
§=0

l\Lote that by the second part of , the second part of and the fact that
r" — 0 as k — oo (by definition of ") , we have cgfi)’h + Z?;O c%ak_j — 0 as k — oo.
So, if the discrepancy principle never got active (i.e., k, = 00), the sequence (Iih) keN
and therewith by also (I;ih) ren would be bounded by a sequence tending to zero

as k — oo, which implies that I;f,h would fall below 726 for k sufficiently large, thus
yielding a contradiction. Hence the stopping index k, < oo is well-defined and finite.
(Note that here, we could not just argue I;f’h <CI !f’h — 0, hence eventually smaller than
74, since the estimate only holds for k£ < k,.)

With (2.2), (4.17)), (4.28) and the definition of k,, we have

1F(q5) — gl < VI3 46 < (I35 + 05 +0 < /(L4 )55 +0 < (/T ¢ +1)5 = 0

(4.39)
as d — 0. Due to (4.31) qlgl*d = qzz_jl has a weakly convergent subsequence (qfr‘i(él))lel\!
and due to the weak sequential closedness of F (Assumption and (4.39) the limit of
every weakly convergent subsequence is a solution to F'(¢) = g.

Strong convergence in the case of uniqueness of qT follows by a standard argument as in

(3-9)-
O



4.1. Reduced form of the discretized IRGNM

Remark 4.8. In view of the proof of Theorem note that the estimate (4.35)) can alternatively
be shown using stationarity instead of minimality of qk (which is equivalent by convexity together

with the assumption that D has a nonempty interior; cf. Assumption .' For all §q € Q
stationarity means

1
0= (F'(gha)(d" — dha) + F(dha) — ¢°, F'(¢ha) (60)) ¢ + Bfk(qk —q0,99)q -

Setting dq = qk — qT this yields

kN, k  k k 5112
0=|1F"(go1a)(¢" — dora) + Faoa) — 9’

kv, ko k k 5 k o\, k ko k k 5
+ (F(gha)(d" = ¢ba) + F(dba) — ¢°, F' () (& — ¢ — (¢ — b)) — F(dha) + ¢)e
1
+—(¢" —a0,d" —dho
B

k ko k k 5
=||1F'(¢514)(¢" — go1a) + F(go1a) — 9 Hé
5 5
- (F,(qlgld)(qk - ql(fld) + F(qlgld) -9 aF/(q]gld)(qT - qlgld) + F(q]cfld) -9 )a
1k 2 1 5 t
+ =19 —q — 59 —4q0,9 —q )
ﬁk H OHQ /Bk;( 0 O)Q
hence, by Cauchy-Schwarz and ab < %a2 + %62 for all a,b € R,
k kN, ko k k 5 Tk
IY = | F'(gha) (d" — dha) + Flaha) — °ll& + ﬁkaQ — a0l
k ko k k 5 k k k B
= (F'(¢51a)(¢" — qaa) + F(gha) — ¢ aF,(%ld)(qT — Gota) + F(qoa) — 9")c
1
+—(d" —q0.d" — q0)o
Br

k N,k k k 5 k k k 5
< 1F (gaa)(@" — qawa) + F(ghoa) — 9 ”GHF,(%M)(QT — Gota) + F(qoa) — 9"l

L %
+—ld" — wlolld’ — wlo
Br
1 kN, kK k sz 1L k k k 5112
< §”F/(%1d)(q —qoia) + F(qoa) — 9"l + §||F,(%1d)(qT —qoia) + F(qoa) — 9"l
Ik 2 1y 2
+ o lld" —allo + 55-lld" —a
sl wlla + 5l — ol
1 1 k k k 5112 1 2
=L + *||F/(qolc1)(qJr — Gola) + F(qo1a) — 9"l + 7||CIT —llo -
2 2 20,
This finally yields

k k k k 5112 1 2
héWW%ﬂf—%@+ﬂ%@—Mb+@M“wﬂQ

To prove convergence rates we will again (like in Section [3.1]) consider Hilbert space source
conditions as in Assumption and apply Theorem [3.2

Corollary 4.3. Let the conditions of Theorem [4.3 and additionally the source condition
Assumptz’on be fulfilled. Then there exist § > 0 and a constant C' > 0 independent of § such
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4. Iteratively regularized Gauss-Newton methods

that for all & € (0, 6]

da—dl| = ‘qé,k*—l _qTH _ J

1d = 1P =

o Q B, —1:hx—1 0 1/}_1 (C5)

Proof. The proposition follows directly from Theorem due to (4.31)) and (4.39). O

4.1.2. Computation of the error estimators

The computation of the error estimators nlf, 775C , nlgf and nf is done similarly to Section
and [39]. The only difference lies in the fact that in If we have three variables subject to
discretization, namely ¢, u,q and v instead of only two (¢ and u) as usual, which leads to the
following error estimators. In this section we omit the iteration index k& for simplicity. The
previous iterate q,)q is fixed and not subject to new discretization and the dependence on g is
not important for error estimation; so we neglect ¢,q and 8 as arguments.

Error estimator for I,

‘We consider
5 1
11(g, i, v) = [|C” (uga) (v) + Cluga) — ¢° & + BHQ —qld

where the reader should not be confused about the ambiguity of I; as compared with (4.6]),
since both definitions represent the same thing and are just expressed by different arguments.
We define the Lagrange functional

L(qa Upld, U, W, wold) = Il (q7 Ugld 'U)
+ ay (Golds Uora) (v, w) + a;(%lda Uo1d) (7 — Gold, W)
+ a(Golds Uota) (Wora) — f (Wo1q) -

Proposition 4.1. Let X =Q XV XV X W x W and X}, = Qp, X V), x V), x W), x W),. Let
x = (q, Ugig, V, W, We1q) € X be a stationary point of L, i.e.

L'(z)(dz) =0 VdreX
and let xp, = (qn, Uold h» Vn> Why Wold,n) € Xp, be a discrete stationary point of L, i.e.
L'(zp)(dz) =0  Vdz € X . (4.40)
Then there holds
I, (q, uoia, v) — L1 (qn, Yold p, V) = %L/(fvh)(x —Tp) + R,
for an arbitrary x, € X, and
R=g [ 17t se)(earensen)s(s — 1) ds

with e, == x — xy,.
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4.1. Reduced form of the discretized IRGNM

Proof. cf. [39] and [10]. O

Explicitly, such stationary points can be computed by solving the equations

Uolg € V- a(Gold, Uold) (dvola) = f(dvola) Vdvog € W (4.41)
veV:  dy(qoids o) (v, dw) = —ag(qolas tora) (g — Goia, dw) Vdw € W (4.42)
weW:  ay(golas o) (dv, w) = =11 (¢, o, v)(dv) Vdv €V (4.43)
Wod €W i ay(Golds Uold) (du, woia) = —11 4, (4 Uord, v) (du) (4.44)
o (Golds Uora) (v, du, w) (4.45)

- a:zlu(QOlda Uola) (4 — Gords du,w) Vdu €V (4.46)

qeQ: I 4(q, uga, v) (dq) = —ag(qod, Yoia) (dg, w)  Vdg € Q. (4.47)

and their discrete counterparts.

Via interpolation and the operator 7, from Section the error estimator 7; for I; can be
computed as

1

*L/(xh)(ﬁhl‘h —xp) =M

I = I j, = 11(q, ueia, v) — 11 (qns Uold,hs Vn) = 5

(ct. [10]).

Remark 4.9. Please note that the equations (4.40) /(4.41)—(4.47)) (or their discrete counter-
parts) are solved anyway in the process of solving the optimization problem (4.3 . (or its

discrete equivalent (4.9 . -)

Error estimator for I,

We consider 5
Iy (tgias v) = [|C (t1a) (v) + Cugia) — ¢l »

where the reader should not be confused about the ambiguity of I, as compared with (4.6)),
since both definitions represent the same thing and are just expressed by different arguments.
For 1 = (g1, Uold, V1, W1, Welq,) € X we define the Lagrange functional

M (z, 1) = Iy(ugq, v) + L'(z)(z1) .

By doing so, we combine information on the quantity of interest I,, whose precision is
to be assessed, with information on the underlying minimization problem (represented by
the derivative of the Lagrangian L) into one functional. This approach is standard DWR
technique and can be found, e.g., in [II] (also see Section . This allows us to conclude
a similar result to Proposition for the difference I(uqqg,v) — I(ugqp,vp) for stationary
points y = (z,71) € X x X and y, = (23, 21) € Xp, x Xj, of M (cf. [I1]). Such a discrete
stationary point y;, can be computed by solving the discrete counterparts of the equations
(4.40)) /(4.41)—(4.47)) and

Ty € Xp: L (wy) (214, dx) = =I5 (Uora s ) (d0) — T3 (Uord s vp) (dUiglq) — (4.48)
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4. Iteratively regularized Gauss-Newton methods

for all dz = (dgq, dugg, dv, dw, dwyq) € Xj. The error estimator 7y for I can then be computed
by

1
Iy — I p, = Ir(ueg, v) — In(uola n, vp) = §M/(yh)(ﬂhyh —Yp) =12

Remark 4.10. Once the optimality system (4.40) /(4.41)—(4.47) has been solved, computation
of the auwiliary variable 1 j, in yp = (w5, 21 ) only requires the solution of the linear system
(4.48). To avoid the computation of second order information in the author would like
to refer to [11], where s replaced by an approximate equation of first order.

Error estimator for I3

For I3 we again proceed similarly as for I; and I, i.e., we consider

I3(uold) = Hc(uold) - 96\\2&

where the reader should not be confused about the ambiguity of I3 as compared with (4.6)),
since both definitions represent the same thing and are just expressed by different arguments.
For x4 € X we define the Lagrangian

N(z,25) = I3(ucq) + L' (z)(x) -

As there holds again a similar results to Proposition [£.I] we compute a discrete stationary
point x;, = (xp,z2) € X X Xj, of N by solving the equations (4.40))/(4.41)—(4.47) and

Top € Xp: L"(z)) (2o, dz) = —I3(uoap)(dugq) — Vdz € Xy, (4.49)

(where dz = (dq, dugyg, dv, dw, dwyq)) and compute the error estimator for I3 as
1
I3 — I3}, = I3(ugla) — I3(Uold,n) ~ §N’(Xh)<7fh><h — Xn) =N3-

Remark @ also holds for the computation of x5, i.e., x5 ), can be computed at low additional
costs.

Error estimator for 1,

Different to the other error estimates, the bound on the error in I, only appears in connection
with the very weak assumption nff — 0 as k — oo, which may be satisfied in practice without
refining explicitly with respect to 74, but simply by refining with respect to the other error
estimators 7y, 19, and especially n3. Another way to make sure that n{f — 0 as k — o0, is, of
course, to refine globally every now and then, although this is admittedly, not a very efficient
solution.

If one doesn’t want to rely on such practically motivated speculations and actually wants to
compute an error estimator for I, one has to include the decoupled constraint

Algu)(v) = flv)  YoeW
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4.1. Reduced form of the discretized IRGNM

in the definition of the Lagrangian L for I;. In that case we redefine the Lagrange functional
L as

L(Q7 Upld, U, W, Weg, U, Z) = Il (q7 Upld ’U)
+ @y (God, o) (v, w) + ai](%lrb Uo1d) (4 — Gold> W)
+ a(qoia, tota) (Wold) — f(Wola)

+a(g,u)(z) = f(2).

and the spaces X = QX V XV XW xW xV xW and X}, == Qp, x V), x V), x W), x W, x V}, x W,

Then we consider
6112
Iy(u) = [|C(u) — ¢°lla»

where the reader should not be confused about the ambiguity of I, as compared with (4.6)),
since both definitions represent the same thing and are just expressed by different arguments.
For x5 € X we define the auxiliary Lagrange functional

K (x,x3) = Li(u) + L' (x)(x3)

for z, x5 € X. Then we could estimate the difference I,(u) — I4(uy) by computing a discrete
stationary point &, = (z, 23 ,) of K; that means, we would solve the discrete counterparts of
the equations (4.40])/(4.41)—(4.47) and

x3p € Xp: L (zp) (23, dz) = —Ij(up,)(du) Vdz € X,

(where dz = (dq, dugg, dv, dw, dwgg, du, dz)) and compute the error estimator 7, for I, by

—_

Iy — Iy, = Iy(u) — Iy(up) =~ <K' (&) (mh&, — &) = na -

\V]

Remark also holds for the computation of x3 j, i.e., x5, can be computed at low additional
costs.

4.1.3. Algorithm

By means of the error estimators from Section and the results from [39], in particular
Theorem [£.1I, we formulate the following two algorithms. The main algorithm is given in
Algorithm [£.T] and illustrated by means of a flowchart in Figure [£:2] It controls the Gauss-
Newton iteration in which Algorithm is used to produce a regularization parameter
and a discretization by iteratively solving the IRGNM subproblem as in [39] and similar to

Algorithm

As mentioned and justified in Section we neglect nff and the conditions n§ — 0 and
17]; — 0 as k — oo from (4.28)). In order to verify the condition (4.27)) more easily, we split it

into )
1/ 1
nf < C4I§7h with ¢4 = 3 (9 -2 (cfc + ("1‘2%))) (4.50)
T
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4. Iteratively regularized Gauss-Newton methods

and

1 (- 1 2
ki <esIhy with e = = (9— 2 <c,?c + “5”)) . (4.51)
Cte

Additionally, we combine the inequality in (4.28]), the first inequality in (4.29) and (4.51f), since
there holds

Iy <I5+n and  Ii' > I —np!

)

such that the condition

(It P < U+ eI =1 40k (4.52)

implies the first inequality in (4.29). As mentioned in Remark I§ and L]f ~!and I;f’h and
I !f,ﬁl only differ in the discretization level, which motivates the assumption that for small A

(i.e., for a fine discretization), we have I;])f ~ L’f_l and nff_l ~ 77§, such that instead of (4.52])
we check whether

k
k C3 k r
<
N3 > 2(

S S BT — 4.53
14c) 2" " 2(14¢3) (4.53)

Thus, as a combination of the inequalities in (4.28), (4.53) and (4.51)), we formulate the
condition

k . C3 k
<minqcy, 65, ———— ¢ I3}, 4.54
RIS { 1, C5 2(1+03)} 3,h ( )

which we check in each iteration step (see step 5| and 22| in Algorithm [4.1)).

7

In the statement “Refine grids according to the error estimator ...” within the algorithms
below, refinement of the spaces Qy,, V},, and W), is supposed to be done in principle separately
according to the corresponding contributions within the error estimators. In fact, an error
estimator of the form described in Section comes as a sum of contributions corresponding
to the different components of the variable that is subject to discretization (x,, 1 5, %o 1, 3 ),
which would allow refinement with respect to one component. However, in our computations
we set V =W and use the same discretization for Q, V' (and W).
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4.1. Reduced form of the discretized IRGNM

Algorithm 4.1: Reduced form of discretized IRGNM

1: Choose 1, 73, T3, 9, 6 such that 0 < 6 <8 < 1, max{l,73} < 75 < 7 and
holds, set § = (6 + 6)/2 and choose the constants ¢;, ¢, and ¢, such that the
second part of is fulfilled.

2: Choose a discretization h = hy and a starting value qg = q20 (not necessarily
coinciding with ¢, in the regularization term) , and set qgld = q20.

3: Determine ugld = ugld’ho, Ig’h = Ig’ho and ng = Ug,ho by applying Algorithm
with m = 0 (and h = hg).

4: Set hj = hy.

5: while is violated do

6:  Refine grids according to the error estimator ng , such that we obtain a finer
discretization h(l).

7:  Determine ugld = ugld,hé’ Igh = I:(s),h(l) and ng = ng,hé by applying Algorithm
with h = h$ and m = 0.

8: Set k = 0 and h = h{ (possibly different from hy).

9: while %), > 7°6° or k = 0 do

10:  Set h = hy.

11:  With qgfld, ulgld’h fixed, apply Algorithm starting with the current mesh
h(= h;i) to obtain a regularization parameter (3, and a possibly different
discretization hi such that holds and the corresponding v,lz = U:i’
=i

12 Set h = hi.

13:  Evaluate error estimator 1} = nf(hi)

14:  Set hj = hi.

15:  while (4.50) is violated do

16: Refine grids according to the error estimator nlf, such that we obtain a finer

discretization h%.

17: Set h = hj.

18: With qffld and u’éld,h fixed, determine q;’f = qii and v;li = vsi by solving

19:  Set q(’fﬂil = q;’f

20:  Compute ulgltll = ui;;lhiv :])f;gl = I;:%, and 77§+1 = nszgi by applying Algo-
rithm [4.3) with m = k + 1 and h = hj.

21:  Set hi = hj.

22:  while is violated do

23: Refine grid according to the error estimator 77§+1, such that we obtain a finer

discretization h;‘;.
24: Determine ufjfglh =", I:];”ng = IFt} and n§+1 = nkﬁ by applying
; old,hy’ ~3; 3,h 3,hk
Algorithm withm=k+1and h = hé.

25:  Set h,1g+1 = hy, (i.e., use the current mesh as a starting mesh for the next
iteration)

26 Setk=k+1
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4. Iteratively regularized Gauss-Newton methods

Alg. 4.3

2 Uy, I35

454? 4—
O,
L PR Refine
=>h
AN
Alg. 4.2 Alg. 4.3
STOP =p,h,q,v,n, 2 Uyy, I my
4507 -
ieS/ x
Alg. 4.3 Refine
2 Uyy, I3, =h
Solve (4.55)
(4.54)? 4¢— =q,V, Uy, I3 My My
B 2ag
Refine
=h
Alg. 4.3
= Uy, I35

Figure 4.2.: Illustration of Algorithm The arrow within the blocks point to
variables that are computed in this step.
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4.1. Reduced form of the discretized IRGNM

Algorithm 4.2: Inexact Newton method for the determination of a regularization
parameter for the IRGNM subproblem

10:
11:

12:
13:

: Set 6ﬁ:“ ISh /TB

Compute a Lagrange triple x;, = (g3, vp,, 25) to the linear-quadratic optimization
problem

1
min C’ (ug + Cl(u, NE + =Ilg — qoll?
orn I1C (uban) (W) + Cludian) — ¢°|1& ﬁkllq Pwllo
s.t. ,(qsld, Igldh)( ,<P)+a (QOldv oldh)(q qoldMP)

+ a(gha, ubg W)= fle)=0 Vo e W),

(4.55)

Evaluate ij, =I5, = |C" (ugq) (vg) + Cluga) — ¢°lI& (also see (237)).
~2
while i, > (75 + £)3 do
Evaluate i), (cf. [39], Chapter [3)).
Evaluate error estimator for i(3) = I(v(8)) with I': v s I(ufg,v) (cf. [39]).
Evaluate error estimator for i'(3) = %I(v(ﬁ)) (cf. [39], Chapter .
if accuracy requirements (cf. [39]) are violated then
Refine with respect to the corresponding error estimator.
else
Update § according to an inexact Newton method (cf. [39]) 8 < 8 — :

Compute a Lagrange triple z;, = (qp,, vy, 25) to (4.55)).
, k k k 3
Evaluate i, = I ), = [|C" (ugia) (vp,) + Cluga) — ¢°llc:-

Remark 4.11. Algom'thm is equivalent to the algorithm given in [39] with the following

replacements
in [39] here
q 4 — 4o
/o k
T F (q%ld) N 5 3
/
g F'(go1a)(dola) + 9" — F(go1a)
252 015 ,

With respect to loops and the solution of PDEs and optimization problems, the algorithm has
the form sketched in Algorithm

(We do not display the refinement loops of Algorithm and Algorithm but only the
iteration loops.)
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4. Iteratively regularized Gauss-Newton methods

Algorithm 4.3: Evaluation of I5"

1: Determine

Uglg € Vy, a(qolas Uota) (v) = f() Vo € Wy,

2: Evaluate I3}, according to (4.14).

3: Evaluate error estimator 73"

Algorithm 4.4: Loops in reduced form of discretized IRGNM

while - -- (Newton iteration) do
Apply algorithm from [39], i.e.,
while - - - (Iteration for ;) do
Solve linear-quadratic optimization problem (i.e., solve linear PDE).
Update S8 and refine eventually.
Solve nonlinear PDE.

Algorithm 4.5: Loops in inexact Newton method (for nonlinear problems)

_

: while --- (Iteration for §) do
Solve nonlinear optimization problem (i.e., solve nonlinear PDE).
Update 8 and refine eventually.

In contrast with the nonlinear Tikhonov method

. §12 1

o [[F(q) = glle + 5

investigated in Chapter [3] (cf. Algorithm [3.1] or rather its simplified version Algorithm [4.5]), we
have one additional loop, but we only have to solve a linear-quadratic optimization problem
instead of a nonlinear problem. On the other hand, we still have to solve (at least) one
nonlinear PDE in each outer loop. For this reason we doubt whether Algorithm pays off
with respect to computation time as compared to the method from Chapter [3] Therefore we
do not implement this algorithm, but are going to consider more efficient modifications in

Section (4.2

2
la = aollg

4.1.4. Extension to more general data misfit and regularization terms

Motivated by the increasing use of nonquadratic, non-Hilbert space misfit and regularization
terms for modelling, e.g., sparsity of the solution, or non-Gaussian data noise (cf., e.g., [32} 97]
for Tikhonov regularization, and [52] for IRGNM), we now extend our results to a more general
setting (also see [33] [49]). Inspection of the proofs in Section gives reason to believe that
this can be done in a straight-forward manner.
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4.1. Reduced form of the discretized IRGNM

To this purpose, we consider a more general version of ({4.9)):

i 75(0) = S(F a0 — dbia) + Flabia). o) + SR (4.56)

with quantities of interest (cf. (4.6))

1
It = S(F'(g8a)(d" — dhia) + F(aha). ¢°) + ER(C]]C)
I5 = S(F'(gha)(d" — dhia) + F(dha), 9°) (4.57)
1§ = S(F(gba), ")
Ij = S(F(¢"),9")
and their discrete counterparts
. 1
min S(Fh(g5a)(q — aba) + Fulghia) o°) + BR(Q) (4.58)
h

(ct. ([@12)) with

k k Nk k ko oy, Lok
ITy, = S(Fy, (do1a) (an, — dowa) + Fi, (go1a), 9°) + ER@hk)

5
Iéc’h = S(F;/lk (qffld)(qﬁk - qffld) + Fp, (qlgld)vg ) (4.59)
5
Iil’f,h = S(Fhk(qlgld),g )
é

(cf. (1)),

Let the data misfit and regularization functionals S: G x G — R and R: Q — R have the
following properties.

Assumption 4.6.

1. The mapping y — S(y,gd) is convex.

2. S is symmetric, i.e., S(y,9) = S(g,y) for all y,5 € G.

3. S is positive definite, i.e., S(y,7) > 0 and S(y,y) =0 for all y,5 € G.

4. There exists a constant cg such that for all y, 7,y € G there holds S(y,7) < c¢g(S(y,9) +
S(9,9))-

5. The regularization functional R is proper (i.e., the domain of R is non-empty) and
convex.

The domain of a functional R: M — R should be understood as

D(R) :={m € M| R(m) # oo} . (4.60)
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4. Iteratively regularized Gauss-Newton methods

Remark 4.12. In fact, in item@ in Assumption it suffices to require S(y,y) = 0 only for
y =g (i-e., for the exact data), but since item@ is a more “natural” assumption in terms of
general operator properties, we stick with the stronger assumption item[3,

We refer once more to [52], where convergence and convergence rates for the IRGNM have
already been established in an even more general (continuous) setting and mention that
we consider a somewhat simpler situation with stronger assumptions on S, R here, since
our intention is mainly to demonstrate transferability of the adaptive discretization concept.
Moreover, note that we rely on a different choice of the regularization parameter here. The
results obtained here will allow us to easily establish convergence rates results for an exact
penalty formulation of an all-at-once formulation of the IRGNM in Section

Although we will, again, restrict ourselves to Hilbert spaces in the next sections, at this point
we discuss convergence in a Banach space setting to emphasize the generality of the subsequent
results. To this purpose we introduce the Bregman distance

Dy(q.7) = R(¢) — R@) — (£,.4 - Do o (4.61)
with some ¢ € dR(q) C Q", which coincides with %Hq - 6“% for R(q) = %Hq — qOHé and
£ =7 — qp in a Hilbert space Q). With OR(q) we denote the subdifferential of R at g.

Well-definedness (i.e., for every g‘S € G and fB;, > 0 there exists a solution qﬁk to (4.58])) and
stable dependence on the data (i.e., for every fixed 3, > 0 the solution qZ”“ depends continuously

on gé) can be shown under the following assumptions (cf., e.g., [97, Assumption 1.32], [52]
Remark 2.1], [49, Theorem 3.1, Theorem 3.2])

Assumption 4.7.

1. Q and G are Banach spaces, with which there are associated topologies Ty and Te;, which
are weaker than the norm topologies.

The mapping y — S(y, gé) is sequentially lower semi-continuous with respect to Tg.
F'(ql(fld): Q — G is continuous with respect to the topologies Ty and Tg.
R: Q — (—o0,+0od] is proper, convex and Tg-lower semi continuous.

D :=D(F)ND(R) # 0 is closed with respect to Tg).

S G e

For every p > 0 the set
B, :={q € D| R(q) < p}

is Tg-sequentially compact in the following sense: every sequence (gy,)nen n this set has
a subsequence, which is convergent in Q with respect to the Tg-topology.

Remark 4.13. For the setting from Chapter|[3, i.e., Hilbert spaces Q and G and the choice

S(y, ) = 3|y — jll& and R(q) = g — qOHQQ Assumptz’on and are obviously fulfilled.
As for examples in a real Banach spaces setting, we refer to [48, [71), [97].

Consistently, the conditions on F', Assumption [3.2] and Assumption [£.4] are generalized to the
following two assumptions.
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4.1. Reduced form of the discretized IRGNM

Assumption 4.8. Let the reduced forward operator F' be continuous with respect to Tg,Tq
and satisfy

-
(@0 % a A S(F(gn),9) > 0) = (€D A F(g) =g)
Jor all (qn)new € Q-
Assumption 4.9. Let the generalized tangential cone condition
S(F(q), F(@) + F'(@)(q = 7)) < cieS(F(q), F())
hold for all q,q € Q in the level set B, C D for some p > 0 and for some 0 < ¢, < 1.
Moreover, the source condition in Assumption and Assumption are replaced by the
following conditions.
Assumption 4.10. Let the multiplicative variational inequality
S(F(q), F(q")
(& a— qT>Q*7Q‘ < ¢/ D (q,q")k <D€T
r(a,q")
hold for all g € D (cf. (3.14]) ) and some constant ¢ > 0, where k is defined as in Assumption.

Assumption 4.11. Let 7 be chosen sufficiently large and 0 < 8 < 9 sufficiently small (see

(18), [@23)), such that

1 2 ~ 5 2 2
cg <c5cfc + +:250t> <@ and 0< Cstji;t <1. (4.62)
— CSCte

Finally, let the estimates - hold for the dzscretzzatwn error with respect to the quantities
of interest | -, -, where 771, 772, 173, 774 are selected such that

~ 1+cgc
k k S k
n + cecns < (‘9 —Cg (CSCtZC + T2t0>> I3, (4.63)
nggclf;ih and n5 =0, 75 >0, 7§ =0 as k — oo, (4.64)
0+ i
< (L4 o) +0% ) and (14 cy) S50 < o) <1 (4.65)
— C5Ce

hold for some constants cq,cq,c3 > 0, and a sequence ™ 50 ask — oo (where the second
condition in (4.65)) is possible due to the right inequality in (4.62)) ).

Based on this groundwork, we can now formulate a convergence theorem similar to Theo-
rem

Theorem 4.4. Let Assumptzon u . . . and - be satisfied with 0 < ¢, < ci

sufficiently small and let q (solution to .) lie in the neighborhood ofqo where Assumption|].
holds, i.e., T € B, CD. Let the starting value be chosen such that qold 00 € B, and let

S(g.g") < 0. (4.66)
Then with B), and h = hy, fulfilling (4.18) and k, selected according to (4.25)), there holds:
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4. Iteratively regularized Gauss-Newton methods

(i) the estimate
R(Qhk) <R(") VI<k<k,, (4.67)

(ii) k, is finite,

oy ke R (8) K (6)—1,8
(Z”) ol = Dold = = qﬂk*(a)_phk*(é)—l

as & — 0 in the sense that it has a Tg-convergent subsequence and each Tg-convergent

subsequence converges to a solution of (2.1). If the solution qT to (2.1)) is unique, then

qol*d( ) converges to qT with respect to TQ as d — 0.

converges (weakly) subsequentially to a solution of (2.1))

Proof. The proof basically follows the lines of the proof of Theorem [4.2] where we have to
replace the specific fitting and regularization terms by S and R:

(i): We will prove as follows: We will show that, for fixed & > 0, provided that
q01d q,lik 11 S B there holds

R(qh) < R(q)

which implies qold = ‘]hk € B,. Then (4.31)) follows recursively, since q(l)ld = q20 €B,.

So we assume that qfld € B, in the following.

Accordlng to , and Assumption as well as the inequaltity (a + b)
2% + 2b° for arbltrary a, b € R, we can estlrnate as follows

S(F'(g5a)(a" — a5a) + F(dha). o) < es (5(97 F'(qha)(q" — ghia) + F(gha)) + 5(9,95))
< es (S(F(q"), F'(aha)(a" — dha) + F(glia)) +0°)

(ths(% F(gha)) + 52)

< ¢g (thcs (5(957 F(gha)) + 52) + 52)

B (I + %) + es0”

= cécfcféf +cg(1+ 656?0)52

IN

I
2 2,1k k 3.h
< cscie(I3p +m3) +cs(1+ C5Cre) 5" 2

2
2, L+esCe) & 2 2 &k
<cg (CSth +—— > I3 + c5ciens -
T

On the other hand, from (LI8) and the fact that I, = I, + 7-R(qy) (cf. [LIG)) it
follows that

k k 1 ky < 77k 1 k
Ly =13, + FR(Qh) > 0I5, + —R(qn) ,
2 B
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4.1. Reduced form of the discretized IRGNM

which together with the previous inequality and (4.63)) gives

=k 1 k ko k
0135, + FR(%) <Ii +m
k
5 1
< S(F'(gha)(d" — dha) + F(gha), ¢°) + @R(qk) +y
5 1
< S(F(a)(a" = asia) + F(a6ia)sg") + 5-R(a") + i
1+c¢ ¢ 1
s (oot )ty v ek 4 2 4
T Bk
~ 1
< 0I5, + —R(q"),
B

where we have used minimality of qk for (4.56). This finally implies (4.67]).
(ii): Furthermore, for all k£ < k, we have by the triangle inequality as well as Assumption

and (L.18)

ﬁzsnmg%

cs (S (a5a)(@" = aha) + Faha). ¢°) + S(F'(ghia) (¢" — alia) + F(ghia), F(qk)))
4&+% %F@mn

cs (Iin +mb) + cheie (S(F(d"), 6") + S(Flgha). "))

< s (015 +m5) + i (IF + 15) |

| /\

| /\

(4.68)
which implies
1
Ir < o (csefgh +egnh + csctcl3) . (4.69)
1- CsCyc

With (4.17) and (4.65) we can further deduce

k 1 = 2.9k k, 22 k k
Iy < 22 ((059 + cscie) 5 + e + Csthng) + 1
— 8¢t

3 2 2
csb + csc k—1 1 = 29\ k k22 k k
< 2 th (1 + 63)14,}1 + 2 2 ((CSH + CSth)r +cgng + CSth773> + 14
1 — cqcg,. 1 — cqcie.

k—1 1 = 29,k k2 2 k k
<colyy + 122 ((059 + €5¢ie)r” + cgny + Cs%ﬁs) + 04 -
— C5Cte

With the notation

) 1 ~ . . ) . .
a' = W ((050 + C%'C%c)rz + 05'77% + 0?905077:13) + 77411 Vi € {17 2,..., k}
- CSCte

there follows recursively

k-1
k k 70 i k—j
Ifp < cslyp+ Y cpa .
i=0
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4. Iteratively regularized Gauss-Newton methods

(iii):

Note that by the second part of (£.64)), the second part of (4.65) and the fact that r* — 0

as k — oo (by definition of rk), we have CSL?JL + Z?;& Aa"7 = 0as k — co. So, if

the discrepancy principle never got active (i.e., k, = 00), the sequence (Iih)keN and
therewith by assumption (4.64]) also (I;if’h) ren would be bounded by a sequence tending

to zero as k — oo, which implies that Iéﬁh falls below 7252 for k sufficiently large, thus
yielding a contradiction. Hence the stopping index k, < oo is well-defined and finite.

With (2.2), (4.17), (4.64) and definition of k,, we have
k k k k
S(F(qora), 9) < cs (S(F(qol*d)agé) + 52) <cg (13,2 +5 + 52) <cg ((1 +e)lyy + 52)

< cg ((1 + )7 + 1) 5> =0
(4.70)
as d — 0. By (i), (ii) and item |§| in Assumptio q](ff‘d = qZZ _, has a Tg-convergent
subsequence and due to Assumption and (4.70) the limit*of every Tg-convergent
subsequence is a solution to F(q) = g.

O

As far as convergence rates are concerned, Theorem (where R, S are defined by squared
Hilbert space norms) can be generalized as follows:

Theo

rem 4.5. Let the conditions of Theorem [{.]] be satisfied and let G be a regularized

approximation (not necessarily defined by Tikhonov regularization) of qT such that

and

R(q) < R(q") (4.71)

S(F(g),q°) < 7767 (4.72)

with some 7 independent of § as well as Assumption are fulfilled. Then the rate

Dild.q) =0 (5)
v (0o)

with Bregman distance D% (cf. (4.61)) holds for some constant C' > 0 independent of .

Proof. The proof can be done similarly to the proof of Theorem [3.2] with the same replacements
as in the proof of Theorem [1.4}

3
If D}
proof.

From

112

q, qJr vanishes we are trivially done. So we assume DS q, qJr 0 for the rest of the
R

(4.71) and Assumption there follows
D&(d,q") = R(@) — Ra") — (6,3 - ") o < (6.3 — a)gr o

/D5 (G, a N S(F(q~),F(qU)>.
- RW‘”( D (da)



4.1. Reduced form of the discretized IRGNM

By monotonicity of , (4.72)), (4.66) and Assumption we further get

Pia ) <l PR HEHGEER) < i (5 )
R q,

D%(d,q") q")

Since D%(qﬂ qT) =# 0, we can multiply both sides by fjg(li

~—— and obtain
r(@q")

1) 1+?2§c

514 72 K<6552(1+f2)>_ c <c552(1+%2))
D%(3,q") \ Dildd") Ves  \ Dy(d.q")

By strict monotonicity of v, this yields

wfl (\/@5 1+%2> < 0552(1+7A'2)
¢ T Di(@.4")

which implies

S\/1 + 72
et (\/?5 1+%2)

Due to Theorem these rates particularly hold for q,l:*.

So far we have not commented on well-definedness of the regularization parameter ), by
with Iih and Ig,h according to . As a matter of fact, this can be shown analogously to
[71, Lemma 1, Theorem 3] (where the analysis is restricted to Banach space norms) under some
additional assumptions on S and R. For simplicity of exposition we will only do so for the
continuous setting. The corresponding proof in the discrete setting can be done in a straight
forward manner by combining the proof from the continuous setting (see Lemma below)
and the proof of Theorem (0), where we showed well-definedness in a discrete Hilbert space
setting.

Lemma 4.6. Let Assumption and with (lower) semi-continuity replaced by

continuity in the item 2 and 4 of Assumption[.7 and convezity by strict convexity in item 5

of Assumption hold. Moreover, let the first inequality in (4.62) (from Assumption be
satisfied and let

S(g,9°) < 6%

For k < k, we assume for the (then ezistent and unique) minimizer qy of R that

S(F'(qha) (g0 — ) + F(dba), 8°) > 0S(F(qha), ¢°) (4.73)

holds. Then there exists B, such that

0S(F(gha),¢°) < S(F'(qha)(d" — ¢ba) + F(dha), 6°) < OS(F(gha), ¢°) -
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4. Iteratively regularized Gauss-Newton methods

Proof. We define the functional
v:RY 5 R, B S(F(a5)(g8 — dha) + Flagia):9°).

where qg is the (under the stated conditions existent and unique) minimizer of the Tikhonov

functional 73(g). Since by minimality of qg we have

v(5) + ;R«m) <w(p)+ ;Rmz) — To(q}) < Told))

= S(F(¢5a)(d — ) + Fdha) o) + ;R@*) ,

we can conclude, using the generalized triangle inequality (item 4 in Assumption [4.6]), the
generalized tangential cone condition Assumption as well as the definition of k, (3.36))

limsup ¥ () < S(F'(gha)(a" — gha) + F(aha), °)

B—00

< cg (S(F,(qgld)(qj[ - qgld) + F(Qfld), g) + 52)
< cg (C?CS(F(qlgld)7g) —+ 52)
< e (ciees [S(F(dhia), o) + 0°] +0%)

2 2 k § 2 2
< CSthS(F(qold)a g ) +cg (1 + CSth> d

2 2 k \ 6 oy 1§
< CSthS(F<QOld)7g ) + Cs (1 + cSctc) ?

o 1+cgef k \ 6
< ¢s (C.S'th + 7_2tc> S(F(gola): 9°)

On the other hand, we have by minimality

;R(qg) <¥(B) + ;R(qg) = T5(a5) < T3(q0)

= S(F/(qgld)(% - qlcfld) + F(qlgld)’gé) + ;R(QO) )

hence (by minimality of ¢, for R)

. 5 . 5
0< 111;1 Sélp R(q3) — R(qo) < 111"Bﬂ SBIP BS(F'(qha)(d0 — ahia) + Flaha),¢") =0,
— —

i.e.,

R(q}) — R(qp) as B —0.

Hence, by the compactness of the level sets of R (cf. item 6 in Assumption [4.7))), every
1) e el e .

subsequence of gz has a T-convergent subsequence whose limit is a minimizer of R due to the

lower semi-continuity of R, and hence, by strict convexity of R coincides with qy. Thus, by a
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4.2. All-at-once formulations

subsequence-subsequence argument qg converges to qy in T as f — 0. By item 2 and 3 in
Assumption [4.7| we have

lim inf @(8) = lim inf S(F'(q514) (g} — abia) + Fgh1a)- ")
B5—0 B8—0
'k k k 5\ S k 5
> S(F"(401a)(90 — Gola) + F(a01a),9°) > 0S(F(qo1a) 9°)

where the latter inequality was just assumed to hold, cf. (4.73]). Summarizing, we have

limsup ¥(8) < 0S(F(gha). ¢°) < 0S(F(gha), ") < liminf ¥(5).

B—o0 B—0
If ¥ is continuous, application of the Intermediate Value Theorem yields existence of a
fulfilling
i k 6 5 k 1)
QS(F(Qold)vg ) < L-D(B) < HS(F(Qold)ag )
Thus, it remains to show the continuity of ¥, which we will do in the following;:

Let 5 € (0,00) be fixed and (3,,),cn @ sequence converging to 5. Then, for sufficiently large n

there holds
S <pa<m.
By minimality we have

1 1 1 2
%quﬂ) < ;R(qéﬁ < Ty (q5,) < Tp, (43) = ¥(B) + ;R(qé) <U(B)+ BR(q%) :

Hence by item 6 in Assumption every subsequence of qgn has a 7T-convergent subequence.
By item 2., 3., and 4. in Assumption [£.7] and

Tﬂn(qgn) < %n(qg) — Tﬁ(qg) as n — 00,

the limit of every 7,-convergent subsequence of qgn is a minimizer of 73. By uniqueness of this
minimizer and a subsequence-subsequence argument the whole sequence qgn converges to qg in
Tg as n — oo. Continuity of F'(gha), S(',gé), and R implies ¥(3,) —» ¥(8) asn — oo. [

In case (4.73) is violated and therefore well-definedness of the choice of 3;, cannot be guaranteed,
we set the iterate q’ﬁ to qg, which formally corresponds to setting 8, = 0 and implies that the
crucial estimate (4.67)) trivially holds for such iterates.

4.2. All-at-once formulations

A major drawback of the method discussed in Section [4.1]is the necessity of solving the nonlinear
PDE (to a certain precision) in each Newton step in order to evaluate F(q) = C(S(q)). As
already mentioned in Section this can be avoided by considering optimization methods
that only work with linearizations of the constraint(s).
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4. Iteratively regularized Gauss-Newton methods

To this purpose we simultaneously consider the measurement equation and the PDE:

Clu) = g¢ in G (4.74)
A(q,u) = f in W* (4.75)

as a system of operator equations for (g, ), which we will abbreviate by

F(q,u) =g, (4.76)
where
F:QxV —>GxW", F(qu):= (A?(E?L)) , and g = (?) eEGxW*. (4.77)

The noisy data for this all-at-once formulation is defined by

5
§ g *
= eGxW".
® (f)

Therewith, we will arrive at iterations of the form: Determine (qk, uk) as solution to

min ol A (¢" " N (g — ¢ ) + AL@ T W (= WP + AT = Fll
(qu)eQxV

1

FlO@ ) + O W - = POllE + =

(lla = aolly + llu = wo¥)  (4.78)
with 0 > 0, r € {1, 2}.

For r = 2, this yields a least squares formulation, see Section

In case 7 = 1 and p sufficiently large, by exactness of the norm with exponent one as a penalty
(cf. Section this leads to a Generalized Gauss-Newton type [I§] form of the IRGNM:
Determine (¢, ") as solution to

1
(q,u)HélchVH (W )+C W N u—u"")—g Hcﬁ‘*ﬁk (HCI—QO”Q+ Ju UOHV)

st Ag(@" L d (@ — ¢ ) + ALET LA D = T + AT W) = Fin

see Section 4.2.2

Remark 4.14. Although qk,uk obviously depend on 0, i.e., qk = qk’é,uk = uk’é, again, we

omit the superscript § for better legibility.

All-at-once formulations for the solution of inverse problems have also been considered in
[22, 23], where they investigate a Levenberg-Marquardt approach. However, we consider
a least squares and a Generalized Gauss-Newton formulation of the iteratively regularized
Gauss-Newton method, which facilitates the convergence analysis compared to the regularizing
Levenberg-Marquardt setting, where optimal convergence rates with a posteriori parameter
choice rule have been shown only relatively recently in [43] [47), [56]. Besides we will use the
discrepancy principle choice rule as in Chapter [3|, whereas Burger and Miihlhuber [22], 23] use
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4.2. All-at-once formulations

the so-called generalized discrepancy principle introduced by Goncharsky et al. in [37]. In
addition, our focus lies on adaptive discretization using a posteriori error estimators. SQP
type formulations are also considered e.g., in [3] [16], but there, the authors put more emphasis
on computational aspects and applications than we do here.

For both cases r =1, r = 2 in (4.78)) we will investigate convergence and convergence rates in
the continuous and adaptively discretized setting with discrepancy type choice of 8, and some

overall stopping index k, similar to (3.36)), (4.22)) and especially (4.25) (with a different choice
of I3). Again, the discretization errors with respect to certain quantities of interest will serve

as refinement criteria during the Gauss-Newton iteration, where at the same time, we control
the size of the regularization parameter. In Section .3} we will provide numerical results and
compare the method from this chapter to the one from Chapter

Throughout this section, we assume

Assumption 4.12. There exists a solution (¢',u') € B,(q0,up) CD xV CQxV to (4.76),
where B,(qo, uo) is a ball with some initial guess (qo,uy) as center and radius p > 0, in which
local convergence of the Newton type iterations under consideration will be shown. This means

la" = ol + llu’ = ol < p*.

For simplicity we assume that the domains of A and C' are the whole space, i.e., D(A) = Q xV
and D(C) = V. Otherwise we would have to restrict our consideration to (q,u) € D(A) N (Q X
D(C)) in the following.

Remark 4.15. With the same reasoning as in Remark in Section we do not minimize
over D, but over the whole of Q, since starting with (qo, u) € B,(q0, up) (see Assumption ,
we will show that all iterates stay in a neighborhood of (g, ug) (cf- Theorem[4.8 and .

4.2.1. A least squares formulation

Direct application of the IRGNM to the all-at-once system (4.76|) yields the iteration

¢ ¢! 1ok—1  k—lyked, k=1 k-1 apid 0 -
S = ) T F¢g ,u )F(¢ ,u" )+ 0 yid

k-1
) (F/(qk—l,uk—l)*(F(qk—l’uk—l) 7g6) 4 ( Oék:(qk_l —qo) ))

pr(u” = ug)
with regularization parameters «y, p; for the ¢ and u part of the iterates, respectively.

Although we assumed the unique and stable solvabilty of the state, adjoint, and tangent
equations in Section already, we state this assumption once more here, in order to point
out its importance for this chapter.

Assumption 4.13. The linear mapping A;(q, w): V. — W™ is continuously invertible for all
(q,u) €@ x V.
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4. Iteratively regularized Gauss-Newton methods

We will first of all show that Assumption allows us to set the regularization parameter p
for the u part to zero. For this purpose, we introduce the abbreviations

K: VW' K:=A,/u) and L:Q—W", L::A;(q,u)
with Hilbert space adjoints K*: W* — V and L™: W* — Q, i.e.,

(Lg,w")y+ = (¢, L"w")q VgeQ,w" e W*,
(Kv,w") s = (v, K'w")y Vo e Viw' e W*,

where (-, ) and (-, )y denote the inner products in W* and V.

We denote the derivate of F at a pair (q,u) by T, i.e.,

T:QxV —GxW, TzF'(q,u)z(Ag(?Lu) Afj(é?i)>:<2 C}({U))

and define the norm

2
2 2 . 10| g v/
H (Z) = |lqllg + llully,  with operator norm  [[Ol| g,y == sup ﬁ .
OxV r€QXV,x#0 QxV
(4.79)

for some x € ) x V and some operator O: Q@ x V — @Q x V.

Further, we define

. aid 0
Yo, @xV—=0QxV, YCW::TT—i—( 0 Mid)

for a >0, u > 0.

The following Lemmas yield useful results for the application of the IRGNM (4.2)) to the
system (4.76]), which will be done in the next subsections.

Lemma 4.7. Under Assumption[{.13 there holds:
(i) For any o > 0, u > 0 the inverse Y;L of Y, ewists,

(i)
(‘Y;;T*THQW <1+ max{o, i} [ Yo,

’va ’
(iii)
HY;LHQW <ep (; + 1) (4.80)

for all a € (0,1], u > 0 and some cp > 0 independent of o, . If the operators K, K_l,
and L are bounded uniformly in (q,u), the bound cp in (4.80) is independent of q¢ and u.
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4.2. All-at-once formulations

Proof.  (i): We introduce the abbreviations
P=L'L+aid and M =C'(u)'C'(u)+ KK + pid,

where C'(u)": G — V is the Hilbert space adjoint of C'(u): V' — G. We have

P L'K
Ya’“:<K*L M )

Next, we will show that M is invertible. M is linear and bounded, since
[Molly < [IC"(uw)*C (w)olly + K™ Kolly + pllv]ly
2 2
< (IC' @) 1o + 1K1Y we + 1) [vlly < clolly voeV

for some constant ¢ > 0. M is also positive definite: There holds

1
2 2 2 2 2
(Mv,v)y = [[C"(wllg + [ Kvlly + pllvlly = Kol > —— 5]y YoeV,
K v
(4.81)
since K is invertible due to Assumption [4.13

Consequently M ! exists (e.g., according to Lax-Milgram, cf., [I08, Lemma 2.2.]) and
we can define some kind of Schur complement

N=P-L'KM 'K'L=LL+aid-L*KM 'K*L.
We will now show that also IV is invertible. Using the fact that

—1/2 7-%12 —1/2,2
MRS = KM Y22

—1/2 12
[KM " vl
VeV 00 o]

2
[ K[y~
1/2

sup 3
veVu0 || M vlly,

Kol
o o
veVo [|C(u) ()|l + [ Koy~ + pllvlly

for any ¥ € Q, we get
(N9, 9)q = (L*LY + o) — L"KM " K*L¥,9)q
> (|93 + a9y — 1M 2K |3 I1E0] 5 (4.82)
> a9,
which together with
INV|lg < ||IL LYo + al|9|o + | L* KM K*Li||q

2 2 2 —1
< (HLHQaW* + o+ LG 1K e M Hvﬁv) 19l
<cldlg Ve
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4. Iteratively regularized Gauss-Newton methods

implies the existence of N

For

N1 N LK M?
OO(/L = _ *

4.83
MI'K*LN™Y M '+ M 'K*LN 'L KMt ) (4.83)
there holds

C D

o P L'K) (A B
o\ K*'L M )~

with

A=N" (P - L*KM‘lK*L) =id

B:=N'L*K-N'L*KM M =0

C:=-M'K'LN'P+ (M‘1 + M_lK*LN_lL*KM_l) K*L
= -M'K'L [N ! (P - L*KM”K*L) - id} 0

D=—-M''K*LN'L*K + (M‘1 + M‘lK*LN‘lL*KM‘l) M =id
Therefore, we have

(4.84)
(ii): We immediately get

(4 4)

wid

. —1 aid 0
1dYOW< 0 pid )

<1+ max{a, p} HY;H

QxV

QxXV

QxXV '

(iii): From (4.81)) and (4.82)) we can conclude

-1
IN " lgsq <

R+

and [|M ™ vy < 1K Ly - (4.85)
120



4.2. All-at-once formulations

For O,,, (cf. (4.83))) this yields

Hoau”éxv
HN_lq - N‘lL*KM—luH2
= Sup 2 2 4
(4:u)€QXV,(q,u)#0 lallig + llully
|-M T KLNT g+ (M7 MU URTLN T L KM uH2
+ sup 5 5 v
(q:u)EQXV,(g,u) 0 lalig + llully
P HN*qH2 P HN*L*KJWHLH2
< Sup Q—QQ 2 2 4
(@wexVigw#o [lallg + lully  @weaxviguw=o  llallg + llully
P H—M*lK*LN”qHQV
+ sup 3 5
(4:4) EQXV, (.u)70 lallg + [lully
p H (M‘1 n M‘lK*LN—lL*KM‘l) qu/
+ sup 5 5
(4:u)€Q XV, (q,u)#0 lallg + llully
e A
su Q Q
Tacqaro gl uevao [
2 H—M‘lK*LN‘qu2 P H (M‘l T M‘lK*LN‘lL*KM‘l) uH2
+ sup 5 V. sup 5 Vv
9€Q,q#0 lallg u€V,u0 [[ully

<2(IN T gog + INT LK Mg

HIM K LN Gny + M+ MTURTLNT L KMy )
<2 (IN " Bog + 2N mQl LG 1KY L 1M oy
KI5 1My )

—12
M ||V—>V

+2[ Moy + 2N Gl LG
= 2(IN " NBmg [T+ 2 LG 1K

2Ll I S 1M Sy | + 207y )
<N Gnq [1+ 210G KN 1M T v
KIS 1K ] + 4AE

—12
M HV%V

4
+2[| Lo w

2 2 2
< 5 [T 2L 1K

4 4 —-1,8 —1p4
+2HL||Q_>VV‘ K”v_wv*”K HW*—)V] + 4[| K ||W*—>V

where we have used that (a + b)* < 24 + 2b° for all a,b € R twice.
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4. Iteratively regularized Gauss-Newton methods

Motivated by Lemma [£.7, we set the regularization parameter for the component u to zero
(which is justified by (i) in Lemma , we set ay, = ﬁ—lk, and define a regularized iteration by

k k—1 . e B 1 d 0 -1
(;) = (Zk_l) - (F @ T+ ( 0 0 ))

k—1
AR Y ) — ) + 1T qd —q
Br 0
k
or equivalently (qk> as solution to the unconstrained minimization problem
U

min ([ Ly1(g = ¢") + Koy (w— ") + A" dM ) = £

(gu)e@xV
+ O + O (@ =t = g1 + ﬂlk\lq —alld (4.86)
with the abbreviations
Ly, = A;(qk_l, uth and Kjq = AL ("1 u" . (4.87)

The optimality conditions of first order for (4.86|) read

_ _ _ _ 2
0=2(Lyalg = a" )+ Kya(u =) + A" = £ L 0w + 5

(¢ — q0,69)q
0=2(Ly_1(q—q¢" ") + Ky (w— ") + A" ) = fL K1 (6u)) gy e

+2(CW ) + WY =t = ¢, W (0u)g -
Like in Section in each step k& we will replace the infinite dimensional spaces @, V, W in
({4.86) by finite dimensional ones @), = Qy,,, V, =V}, , W), = W), and get

k
4n : 2
= m L - + K - +A — *
(uf) arg quh,lilLlth I Lx—1(q — goa) k—1(u = toa) (Qo1d; Uold) f”Wh

5 1
+ |C(tga) + €' (uera) (u — uga) — g HQG + Fqu — qué :

where (qgq, Uolg) = (qk_l,uk_l) = (q,lik__ll,uik__ll) is the previous iterate, which itself is dis-

cretized by the use of spaces Qp,, |, Vi, s Wy, . Again (cf. Remark D the discretization
hj, may be different in each Newton step (typically it will get finer for increasing k), but as in
Section we suppress dependence of h on k in our notation in most of what follows.

Analogously to (4.6) and (4.8), we define quantities of interest via the functionals
Ii: QxVxQxVxR—=>R
Li: QxVx@QxV =R
I3: QxV —- R
Ij: QxV =R,
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4.2. All-at-once formulations

where we insert the previous and current iterates (quiq, Uolq), (¢, u), respectively:

2

1 2
+ — lla — allg

I (qo1d» Yola» 4w, B) = HF/(%M, Uold) (Z B q01d> + F(qota, o) — &° 3
GxW™

— Uold

2
= HA;(QOldu Uo1a) (4 — Gola) + Au(Golds Uota) (U — Uoia) + A(dolas Uora) — fHW

+ e @) w0 + o) ~ 8|+ =l — ol
old old g G ﬂ q—4qo Q

2

4 — Qold 3
I5(qold> Uold, 4, u) = HF,(QOlmuold)( _ u01d> + F(qold, Uold) — 8
o

GxW*
= [ 4% (o 1010) (@~ o) + Aot 1) (0~ 1001) + Aleia, via) — £,
+ [0 @)~ o) Cluaia) — o7
Byt 1) = [Fltnar o) — €.
= Aot wora) — FI + |Cluana) — o7
o = [P -8,

5 2
= | A(q,w) = I3 + [[C() = 6|,

(4.88)
This leads to the quantities of interest
k k
I7 = I1(go1a; oldvq u*, By)
k k k k
I = I5(qo1as oldvq y U ) (489)

(

(

I3 = I3(qha, ubia)
Iy = I,(¢",u").

Their discrete analogs (cf. (4.13)), (4.14])) are correspondingly defined by

Lip: QxVXxQxVxR—R
Lyp: QxVxQxV =R
I3p: QxV =R

I4,h: QXV%R,
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4. Iteratively regularized Gauss-Newton methods

2
q — Qold 5 1 2
I 1, (qoids Uold, 4> u, B) = HF/(QOlda Ugd) (u _ uo > + F(qold, Uold) — & + 3 lg — aqollg
old GXW;
= || A% (Gold, Uo1a) (@ — Gota) + Au(dolds Yora) (¥ — Ueia)
2
+ A(Golds Uold) — fHW;;
+ 10" (u) (u — ugia) + Cluga) — 9°11& + Hq qOHQ
2
/ q — qoid 5
Iy 1,(qo1ds Uola, G, 1) = HF (Gold> Uola) (u . ) + F(qola, Uold) — &
old GXW;:
= HA;(Qoldv Uo1a) (4 — Gota) + Au(Gords Uota) (U — Uoiq)
2
+ A(Qold’uold) - f||W;
512
+|C"(u) (u = uo1a)Cuo) — 9° [l
I3 h(QOld7 old - HF(QOld’ old -8 HGXWh
512
= || A(gola> Uoia) — f||w* +1|C(uoa) — 9"l
Li(a.0) = [Flaw—g| .
5112
= || A(q,u) — wa;; +1|C(u) = ¢°llc
(4.90)
and
k k
Iip=1 n(Goas ubia, Qh, b, B)
k k
Iy, = 15 (40145 Ubas G uy )
ol (4.91)
15 = I3 n(901d> Uold)
ko k
-74,h Ly 1 (qns up) -

Just like in Section we assume bounds on the discretization errors with respect to these
four quantities of interest (see (4.17))), which will serve as refinement criteria and which, at
least partly, will be estimated by goal oriented error estimators. At the end of each iteration

step we set

k+1 k k+1 Kk
Qod = qn and ugy =uy. (4.92)

Remark 4.16. Note that here, neither q,q nor uq.q are subject to new adaptive discretization
in the current step, but they are taken as fized quantities from the previous step. This is
different from Section[{.1], where uyq also depends on the current discretization.

For (4.89) and (4.91) we assume that the norms in G and Q are evaluated exactly cf. Assump-
tion [Z3.

As in Section in our convergence proofs we will compare the quantities of interest I;fh
with those If that would be obtained by exact computation on the infinite dimensional spaces,

starting from the same (¢oiq; Uold) = (Qoldh,,_,+ Yoldh,_,) @S the one underlying Iﬁh (cf. (4.17))).
Thus analogously to Section (see Remark and Figure , in our analysis bestdes the
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4.2. All-at-once formulations

actually computed sequence (qZ,uZ) = (q;’ik,uik) there appears an auxiliary sequence (qk,uk),
see Figure[].3,

4 4
(qh47 uh4)

(q",u")

3 3 4 4

(Qh37 Uh3) = (qola> Uola)
3 3

(¢ u”)

2 2 3 3
(%2 ) UhZ) = (¢o1d Uola)

(¢°,u”)
L —
k=0 E=1 k=2 k=3 k=4

Figure 4.3.: Sequence of discretized iterates and auxiliary sequence of continuous
iterates for the all-at-once formulation of IRGNM

We formulate all-at-once versions of Assumption [3.2 and Assumption [£.4] i.e., we assume F to
be weakly sequentially closed and to satisfy a tangential cone condition:

Assumption 4.14. Let the all-at-once forward operator F be continuous and satisfy
(n = g A up = uANCluy) = g N Ay, un) = ) = (¢ €DANC(u) =g A Alg,u) = f)
for all sequences (g, Uy))pewy €D x V.
Assumption 4.15. Let
1C(w) = C(a) - C'(uw)(u— )¢ + | Alg, u) — A(G, @) — AY(g, u)(q — G) — Au(g, u)(u — @)y
< ¢ ([IC(w) = C(u)lle + [ A(g, u) — A(g, @) ||y -)

hold for all (q,u), (q,u) € B,(qo,ug) and some 0 < ¢;. < 1.

Like in Theorem in Section we obtain convergence and convergence rates results, which
are formulated in the following theorem.

Theorem 4.8. Let Assumption [{.17) and with ¢, sufficiently small be satisfied. Let the
starting value be chosen such that (¢4, ugq) € B,(q0,up) and let (¢",ul) € B,(q0,up) be a

solution to (4.76)). For the quantities of interest (4.89) and (4.91), let further the estimate
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4. Iteratively regularized Gauss-Newton methods

@17) as well as Assumption [{.5 hold. Then with B}, according to (4.18)) and k, selected
accm"dmg to (4-25), (¢oiqs Uola) = (qold Uolq ) = (qu L(6)- 17}% (@)1’ qﬂk (&)-1Pk_ () 1) defined by

converges (weakly) subsequentially to a solution (q ul ) of (4.76) as 6 — 0 in the sense

that it has a weakly convergent subsequence and each weakly convergent subsequence converges
strongly to (qT,uT). If the solution (qT,uT) to (4.76]) is unique, then (qfld(d) ul;fcfé)) converges

strongly to (¢, u') as § — 0.

Proof. The claimed convergence (as well as well-definedness of the regularization parameter)
follows directly along the lines of the proof of Theorem replacing F' there by F according

to [ET. 0

For proving rates, as usual (cf., e.g., [5], 27 51, [69], Assumptionand 4.10)) source conditions
are assumed.

Assumption 4.16. Let
(¢" = a0,u —ug) € R (1 (F'(a",u')F'(q",u1)))

hold with some k: RT™ — R such that £°: X — /@(/\)2 is strictly monotonically increasing on
(0, ||F/(qT,uT)HéXv], ¢ defined by o '(X) = k2()\) is convex and ¥ defined by H(N) = K(A)VA

is strictly monotonically increasing on (0, |F'(q', uT)HéXv].

Like in Theorem [3.2] Corollary [£.3] and Theorem [£.5] we get the following convergence rates:

Theorem 4.9. Let the conditions of Theorem [{.8 and additionally the source condition
Assumptzon- 4.16| be fullfiled. Then there exist § > 0 and a constant C > 0 independent of §
such that for all § € (0,6] the convergence rates

2
k, 2 k, 2 o
lagiy — a'l1B + lugsy — ullff = O (W)

. k(O _ Sk(9)-1 ke k.(8) _ 8k.(8)-1 .
with q 1y = qo14 B 5)1shas) 1 Uy = Uglg = = uﬂk*(6)_17,%(6)_1 are obtained.
Proof. The proposition follows directly from Theorem [3.2] O

Remark 4.17. Comparing the source conditions from Assumption[3.9 for the reduced formu-
lation with Assumption for the all-at-once formulation, we consider the case k(X)) = v/
Namely, in that case Assumption[3.5 reads: There exists g € G such that

¢ —a=F(d")g="5(")C'(S4")) 7. (4.93)

On the other hand, Assumption |4.16 with the same k reads: There exists g = <f

g~>6G><W*

such that .
* ~ 0 A 5 *
(¢" — go.u’ —ug) = F'(¢" ul)'g = ( ?(qT ) )g,
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4.2. All-at-once formulations

which is equivalent to

¢ —a = Aye'uN)f

Wl —ug = C'(ul)'g+ A" ul)F
and by elimination of f and use of the identities

ul = 5(q")
S'(q") = —AL(q", uh) T A u)
we get
q' =0 =5'(¢")"(C'(S(aN)g +uo - uT),

which, setting § = G+ C"(u") " (ug — u') becomes [@.93)), provided ug — u' € R(C'(u')*). For
a further discussion we refer to [60)].

Computation of the error estimators

Theoretically the error estimators for this subsection can be computed similarly to those from
Section f:1I] The fact that we consider an unconstrained optimization problem should make
things easier, but we get another difficulty in return: For estimating the discretization error
with respect to I; and I, we have to estimate terms like

1B (g, W)y = 1 E(an, wn)llyw; (4.94)

for some operator E: Q x V — W, which makes things slighty more complicated concerning
the use of goal-oriented error estimators. Since we will treat an easier/less costly formulation
concerning this matter in Section [£.2.2] here, we won’t generate numerical results, but only
sketch an idea of how one could compute an error estimator for an error of the form for
the typical case V = W = Hy ().

We denote the objective functional in (4.86) by T, ie., T: Q@ xV — R,

T(q,u) = || Ly—1(q = Gora) + Ki—1( = ttora) + Alota, tora) — £+
+ 1€ uta) + € ta) (0 = t1a) = "1+ 5-la = ol
for fixed By, qoiqs Uolg- We further define ¥: V — R,
() = Vo] 2 )
as well as the auxiliary Lagrangian M: Q XV xQ xV xV xV,
M (q,u,dq, 6u,v,w) = T4 (q,u)(8q) + Ta(g, u)(6u) + ¥ (v) + (E(g,u), why = (Vo, V) 2

)

127



4. Iteratively regularized Gauss-Newton methods

We consider continuous and stationary points 2 := (q,u) € Q@ X V and zj, := (qp,, up) € Qp XV},
of T, i.e., let
T'(@)(9)=0 Ype@xV,
T'(xp)(p) =0 Yo eQ,xV,.

Let v e V, v, € V), solve

(VU,V(P)LZ(Q) = <E(Q7u>790>v*7v VQO € V7
(vvhv V(P)LZ(Q) = <E(Qha uh)7 SO>V*7V V(p € Vh ’
and w be defined by . .
= ———v, wp, = ——
Vo SN
Let further dx := (dq, du) € Q x V, dxy, :== (dqy,0uy) € Q) X Vj, solve

T" () (0, ) = —<El($)(¢)aw>v*,v Voe@xV
T (xp) (0, @) = —(E'(2) (), wh)y Vo € Qp X Vi

(
Then it is easily checked that & := (x, dx,v,w) and &, := (xy, dx},, vy, wy,) are continuous and
discrete stationary points of M. By the usual DWR reasoning we obtain

1B, )l — 1wl = 19902 ) — V0]l 2
= 0(v) ~ ¥(vy)

= M)~ G) + R

for arbritrary &, € Qp, x V), x Qp, X V}, x Vj, x V},, where R is some remainder term (see Section
., E and [4 - The term & — fh can be approximated as described in the previous sections
about error estimation (Section H ﬂ 3.3 and {4.1.2] - by high order approximations.

4.2.2. A Generalized Gauss-Newton formulation

A drawback of the unconstrained formulation is the fact that a rescaling of the state
equation changes the solution of the optimization problem. Moreover, depending on
the given inverse problem and its application, in some cases, it does not make sense to only
minimize the residual of the linearized state equation, instead of setting it to zero. Another
disadvantage is the necessity of computing the W*-norm of the (linearized) residual and
especially of computing error estimators for this quantity of interest.

kS ko

A formulation that is much better tractable is obtained by defining (qk, uk) = (¢ u"’) as a

solution to the PDE constrained minimization problem

. o k—1 1, k—1 k=1 _ _
BT (0= 106+ O =) = g+ (o= alfy + =l
(4.95)
st Lp1(q—¢" N+ Ky j(u—uF Y+ A= mw? (4.96)
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4.2. All-at-once formulations

(see also [22], [23]) with the abbreviations (4.87]).
We consider the Lagrangian £: Q x V x W = R

£(q7u7 Z) = 7-Bk(q7u) + <f - A<qk_1a uk_l) - Lk*l(q - qk_l) - Kk*l(“’ - uk_l)a z)W*,W )
and formulate the optimality conditions of first order for (4.95),(4.96):

L(q,u,2)(02) = (f = A" Hd") = Li_i(g = 67 = Koy (w = u*71),62) e 4y = 0,

(4.97)
L,(g,u,2)(0u) = 2(C(W* ) + C' (W ) (w—u"h) = ¢, C" (W) (0u)e

+ %(u — g, ou)y — (Kp_16u, 2)y~ 1y, = 0, (4.98)
Lq(g,u,2)(69) = 5-(a = d0,89) — (Li-184, 2)yy* sy = O (4.99)

for all 0g € Q, ou € V, 6z € W (cf. Section .

We assume boundedness of the operators A(q,u),Lk,l,KZ,l,Kk__ll, C(u) and C'(u) in the
following sense.

Assumption 4.17. There holds

-1
sup ||A(Q:U)HW* + ”Ai](q7u)||Q~)W* + !!Al(qw)*\lwuv + HA;((LU) HW*HV < o0
(a,:w)€B,(q0,u0)

and

sup  {lIC(w)]le + 1C°(w) v} < o0,
(%“)63,3(‘10»“0)

IT@ly

where ||.||x_y denotes the operator norm, i.e., for T: X =Y, ||T|[x_y = sup 4| -0 Tl

The following lemma about boundedness of the adjoint will serve as tool for uniformly bounding
the penalty parameter g in (4.78)).

Lemma 4.10. Let Assumption hold and (¢" ', u"™) € B,(qy,ug). Provided the sequence
of Bi.’s is bounded away from 0, for a stationary point (qk, uk, zk) EQRQXVXW of L (cf. (4.97)
—(4.99) ) there holds the estimate

k-1

k k—
12 lw < eaaqs (6" = aollg + lu" ™" = wglly +1) (4.100)

with a constant c,q; independent of k.

Proof. To formulate the optimality system (4.97)—(4.99) in a matrix-vector form, we introduce
another dual variable p € W* defined by

p=Jyz€W" (4.101)

via the map Jy;+, which maps z € W to the Riesz representation Jy,~2z € W, such that

£(Q7u7 Z) = 7—Bk(Q>u) + (f - A(qk_lauk_l) - Lk*l(q - qk_l) - kal(u - uk_l)vp)w* .
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4. Iteratively regularized Gauss-Newton methods

Using the abbreviations (4.87) and
Chq = C' (W), T‘IJ:?I = A" WP = rl o= CW - ¢ (4.102)
the optimality system (4.97)—(4.99)) can be written as

L(q" u* 2" (62) = (—rf_y — Ly (d" — ¢ = Ky (" — 71, 62) e = 0, (4.103)

Lh(q", ", 25 (6u) = 2(r]_, + Crr (1 — "1, Cr_y0u) g + %(Uk — ug, 6u)y (4.104)
- (Kk—l(suap)W
= (2C;_q[rl_y + Ckfl(uk - uk_l)] + %(Uk —up) — Kijqpk, du)y =0,
(4.105)
Lo(d",d*, ) (69) = 2(¢" — 10,09)q — (Li—16¢,0" )y = (-(¢" — a0) — Liap®, 59)g = 0
(4.106)

for all 6¢ € @, du € V and dz € W, or equivalently as

k Bk .« &
q =qo+ ?kalp

2 \ (o - 2 *
Uk = l:k id +2Cklckl:| (20k1 (Ck,luk t_ Tz—l) + :uo + Kklpk>

k 1 k-1 k-1
=K (quq + Kp_1u

k
— 7“]]:_1 — Lk*lq ) .
Eliminating ¢~ and v~ yields

2 * k
—u +K_p>
[ﬁk B 0T

- f— fe— Br « &
= K, 4 (Lk—lq " KT - 7”/{_1 — Ly (% + ?Lk—ﬂ? )> ,

—1
id +2C%_1Cy_ 1] <2CZ_1 (Ck—lukfl - 7"271) +

which we reformulate as

B 2. -1
_iKk Lo Li_1p" — bk; 1d+201:—1ck—1} Ki_p"

id+2C;_,C } (20*_ C_uf! —r) )+ =—u >
[ﬁk k—1Ck—1 kl(kl k1> ﬁko
- Kk—ll (Lk—l(qkil - QO) + Kk:—lukil - 7”1{71)

and finally

1 . * -1 * k * k
- {k id +Oklck1} BiKy_1Ly—1Lp_1p” — Ki_1p

=205 (C’k_luk_l - qu) + a

2
Ug
k
{51@ id+Cj_1C)_ 1} Kk 1 (Lk 1( T —q0) +Kk—1uk_1 - 7"1];—1) :
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4.2. All-at-once formulations

With

SIS

1. «
Cﬂ = (5k id +Ck—10k—1>

this is equivalent to
271 *  k * k
= BpCsK 1Ly 1Ly 1p” — Ky 1p
2
B
271 k-1 k—1
— 203K, (Lk—l(q —q) + Kp_ju™ " — T;{,J ,

— 207, (ck_lu’“*l - 7‘%71) +

Ug

which upon premultiplication with Cp ! becomes

— —_ £ . — * k
- (/BkCBKklek—l(Kklek—l) Cs + ld) Cs "Kri_1p

= 205" Cr_yr)_, + ;Cgl(uo — ") 205K (Lk—l(QO —¢" )+ 7"/’;_1)
+ {QCgIC;_lck_l —2C; + icﬂ ut!

=205 "'Cr_1r_, + ;Cgl(uo — ") + 205K, (Lk—l(QO ¢+ 7"1{71)
+ [205_1 (1kid +Cl:10k1) - 20&} ut !

S Yerie T A gkcy;l(uo —uF ) 205K (Lima (a0 — 65 + )

Since O Ky, L1 (K1 L1)"Cl = Br(Cs Ky Ly1)(Cs Kyt Ly_1)" s positive semidefi-
nite, we can conclude

HC/EIKZ_lpkHV

_ 2 k— — k—
< H—2Cg "or il + chﬁ Yug —u" 1) + 205Kk—11 (Lk—l(% —¢" N+ 7“;]:71) ‘ ;
1%
and with the estimates
1 1 3 1 2 3
1Cs Cr_illasy <1, Cs [ly <82, and ||Cglly < B + 1Ck—1llv
we have
k -1 k
|riit], < |lescs x|,
1 1
2 2 1+ k
<=
< (5 + G lne) o5 B,
1
1 2 2 1 k-1
§2<—|— C,_ G) rd |+ —==llup — u
5 Gkl ) {l )l + =g Iy
1
1 2 2 -1 k—1
(5 + 101 la) 1K (sl = o) +rf 1) )
Br
which by Assumption and (qk_l, uk_l) € B,(q0, up) yields (4.100).. O
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4. Iteratively regularized Gauss-Newton methods

We will prove inductively that the iterates indeed remain in B,(qo, u), and even
lah; = a0lld + llun, — uoll¥;, < lla" = qolig + Il —wol¥ 1<k <k,
Thus, due to Lemma which remains valid in the discretized setting , ie.,
12k llw, < caas (Ilak = aollg + lluk — wolly;, +1) (4.107)
we get uniform boundedness of the dual variables by some sufficiently large ¢, namely
0> caas (lla" = qollg + llu” —wolly +1) . (4.108)

This allows us to use an exact Penalty formulation

1

min  P(q,u) = CW* Y+ "W Y u—u"Y = )%+ =g — qoll5 + |lu — ug?
i (gu) = [[Clu"") + C(u)( )—d'lc Bk(Hq Pollg + llu—uollv)
+ ol Ag(d" L u* (@ = ") + AU T = T+ AT T = e

(4.109)
since for g larger than the norm of the dual variable, any solution of (4.95)),(4.96) is a solution

of (4.109), see Section

The formulation (4.109) of (4.95)),(4.96]) will be used in the convergence proofs only. For a
practical implementation we will directly discretize (4.95]),(4.96]).

The discrete version of (4.95)),(4.96) reads

. s2 , 1L 2 2
min 1C (tod) + C” (tora) (v — tg1d) — g° I + B <||q —qollg + [lu— UOHth>

(4:4)€EQn, X Vi, (4.110)

st Lp_1(q — Gola) + K1 (v — ugia) + A(Goras toa) = f in Wy,
k=1 k—1 k=1 k=1 . Co )
where (qoua; Uola) = (¢° su" ) = (qn,_,»up, ) is the previous iterate and we assume again

that the norms in G and @ as well as the semilinear form a and the operator C' are evaluated
exactly (cf. Assumption [2.3)).

With ¢ chosen sufficiently large such that (4.108]) holds, we define the quantities of interest as
follows

2
L VXQXV xR R, (o q,u8) = ||C (o) (= tgra) + Clutosa) = 9° |

1 2 2
+ 5 (la = allg + e = wll})

2
I VXV =R, (oiasw) = || (o) (u = tgia) + Clucla) = 9° |
2
I3: QxV =R, (Golds Uold) = HC(Uold) - Q(SHG + 0 [|A(go1a> wora) — fllyy
2
I QxV =R, (gu) = ||ow) = ¢°|| , + e (g, u) = Flly-
(4.111)
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4.2. All-at-once formulations

(cf. (EBY)) and

k ko k k
IY = I (uga,q > u, Br)
k ko k
Iy = Iy(ugg, u") 4112
k.o k k (4.112)
I3 _13(q01d7 old)

k
-[4 - I4( )7

(cf. - where qold, Old are ﬁxed from the prev10us step and q u® are coupled by the
hnearlzed state equation (4.96|) for q o qud and v = Uold

Consistently, the discrete counterparts to (4.111)) and (4.112)) are

2
Lp: VXQxVXR—=R, (uyq,q,u,B) HC/(Uold)(u — Ugiq) + C(ugq) — Q(SHG

1 2 2
+5 (lla = 0ol + lu—wol?, )
Lyp: VXV =R, (Uold» ) > Iy (Ugrq, u)
5112
Isp: QXV =R, (%ol Uola) = HC(Uold) -9 HG + 0 [|A(go1as uora) — f||W;;k
5112

Lip: QxV =R, (g, ) = e - g, + ellAt@.w) ~ flly;
and 3 N

Iy = Il,h(“oldv‘]hk7uhka Br)

5, = I, (uf , U

i,h 2, Ijld hk) (4.113)

I3, = I3,h(‘]old> ulg)

(an

k
Iiy = 1y p(an, Uhk)

(cf. (4.91)), where ¢Vq, uly are fixed from the previous step, since (like in (4.92))) we set

q’gfgl = ¢y, and uofgl = uy, at the end of each iteration step.

Remark 4.18. Here, as compared to (4.89), we have removed the W*-norms in the definition
k k
Of .[1 and _[2 .

The W*-norm still appears in Iéf, but only in connection with the old iterate (qﬁld, ulgld), such
that the only source of error in I§ is the evaluation of the W™ -norm. This means, we have
replaced the expression

1E(q, w)llyw~ = 1E(an, wn)llw;
from Section[{.2.1) by an expression of the form

1E(Gotd> ota) lly = 1E(dota; tora) ;- (4.114)

For the typical case W =V = Hy(£2) (see Section , we will discuss the computation of a
goal-oriented error estimator for this kind of error in the subsection “Computation of the error
estimators” of this section.

Another way to deal with the discretization error in I;f is the following: Tracking the upcoming
convergence proof (cf. Theorem the reader should realize that the discretization for Iéf’h
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4. Iteratively regularized Gauss-Newton methods

does not have to be the same as for If’h, Igh, such that Iéﬁh could be evaluated on a very fine

separate mesh and 77§ could be neglected. This alternative is of course, more costly, but since
everything else is still done on the adaptively refined (coarser) mesh, the proposed method could
still lead to an efficient algorithm.

The W*-norm also appears in L]f , and unfortunately, in combination with the current q¢ and u,
which are subject to discretization, such that in principle we face the same situation as in the
least squares formulation from Section . Since, however, nf only appears in_connection
with the very weak assumption nff — 0 as k — oo (cf. ), as in Section we save
ourselves the computational effort of computing an error estimator for Iy .

Like in Section [£.2.1] we need the weak sequential closedness of F, i.e., Assumption [£.14] and
the following tangential cone condition are assumed to hold in this section.
Assumption 4.18. There holds
1C(w) - € (@) — C'(u)(u — D
1A(g, u) = A(g, ) — Ag(g, w)(q — @) — A%l u)(u — @)y
for all (q,u), (g, @) € B,(q0,up), and some 0 < ¢, < 1.

acl|Cu) = C(u)lq
46?0”"4((]7”) - A((ja ﬂ)HW* 3

IA A

By means of Lemma, and Assumption and we can now formulate a convergence

result like in Theorem and for (4.95)),(4.96)). This can be done similarly to the
proof of Theorem replacing F' there by F according to (4.77) and setting

Yo Yo ~ 2 _
S s |~ = - + - *
((@m) <yA>> lve = dclla + eollya — Jally
(4.115)
R ((3)) = lla = aoll& + s = wo 1

6522.

For clarity of exposition we provide the full convergence proof (Theorem without making
use of the fact that a solution to the contrained optimization problem , is a solution
to the penalty problem here (since this implication only holds if the sequence of adjoint
states is uniformly bounded, which will be shown at a later point only cf. Corollary .
Only for the convergence rates result Corollary we refer to Theorem with
and the relation to . So in the proof of Theorem we will not use minimality with

respect to (4.109) but only with respect to the original formulation (4.95),(4.96))

Theorem 4.11. Let Assumption [{.1]] and [{.18 with ¢ sufficiently small be satisfied. For the
quantities of interest (4.112) and (4.113), let further Assumption with cg = 2 and (4.17))

hold. Let the starting value (q(l)ld, Ugld) = (qgo,ugo) be chosen such that

1 2 1 2 2 2
ldota = @ollG + ltota = o3, < lla" = aollG + " = ol
(which is obviously satisfied, for instance, by the choice (qéld,uéld) = (qo,ug))-

Then with B, h = hy, fulfilling (4.18)), k, selected according to (4.25)), and (qﬁk,uﬁk) being a
solution to (4.110)), for any solution (qT,uT) € B,(q0,ug) of (4.76) there holds:
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4.2. All-at-once formulations

(i) the estimate
k 2 k 2 2 2
lah, — aolly + Ik, — woll¥,, < la" = ol + lu’ —woll¥  VI<k<h., (4116)

which implies that all iterates stay in the ball B,(qo, u),
(ii) k, is finite.

N 8§ k.6 ko (8)—1,8 ko (8)—1,8
(i) (Golqs Uoia) = (qold( ) uold( )) = (qﬁki(z)_l,hk*(d)_lvuﬂki<;)_1,hk*(5)_1) converges (weakly) sub-

sequentially to a solution of (4.76|) as 6 — 0 in the sense that it has a weakly convergent
subsequence and each weakly convergent subsequence converges strongly to a solution of

(4.76)). If the solution (qT,uT) to (4.76) is unique, then (qlgf‘d(a),ulgl*d(é)) converges strongly
to (¢",u') as § — 0.

Proof.  (i): We will prove (4.31]) as follows: We will show that, for fixed k > 0, provided that
2 k—1 2 2 2
lah ", = aollo + [l ", = woll¥;, < lla" = qolid + llu’ = wol¥

(which implies (quk__ll,uhk ) € B,(q0,ug)), there holds

k 2 k 2 2 2
gk, — aolld + lluk, —uollt, < lla" — g0l + llu’ = uol3 -

Then (4.31) follows recursively, since
1 2 1 2 2 2
lgo1a — doll& + luola — woll¥, < la" — a0l + lu’ — woll3- -
So we assume

E—1 2 2 2
lan, ', — a0l + iy, ', = woll¥,, < lla" = aoll + [l = uol¥ (4.117)
in the following.
Let
k—1 k-1 k-1 k—1 k-1
Chrg1 =C'(upy )y Lpje1 = Aglan, )y Kppo1 = Aulan_up )

(4.118)
and

— k=1 - — k—1 5
rl{,k—l = Alqh, > hk 1) I be,k_l =C(uy,_,)—g" . (4.119)
We consider a continuous step emerging from discrete qc’fld = q,’jgll, ljld = u;:ll (cf.

Figure , ie., let (qk7uk) be a solution to - ) for qk*1 = qold qhk .- Then the
first order optimality condition £’ (q u” z ) =0 (cf. - - implies

_ 1
0= (Chpr(u* - Uik,ll) +77 1> Chp—10u)c + B, {(qk — 40, 09)g + (u"* — uy, 5U)V]

1 k
+ §<Lh,k715q + K10, 27 )y
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4. Iteratively regularized Gauss-Newton methods

for all 6g € @ and ou € V', where we have used the same abbreviations as in (4.87) and
(4.102)) as well as pk = JW*zk (see (4.101])).

k

Setting dg = qk — qT, ou=u" — uT, this yields

ko k=1 2
0=Chpr(u” —up ) +77 1l

ko k-1 k-1
— (Chp—r(u” =gy~ )+ 7551, Chopr (ul — U )+ Thio1)a

1% 2 1 % 1 2 k
+—lld" — wllg — 5 (d" — a0, a" — q0)g + - llv* — ul® — = (" —ug,ul —up)y
B B B

1 k—1
_§<Lh,k—1(qT Qhk 1)+th 1(UT—Uhk 1)+7“£k 12 >W*,W,

where we have used the fact that (¢*,u") satisfies the linearized state equation (4.96)),
ie.,
ko k-1 ko k=1
Lyg-1(¢" —an, ) + Kpp—1(u” —uy )+ Tﬁ,kq =0.

Hence by Cauchy-Schwarz and the fact that ab < %aQ + %b2 for all a,b € R ,

k k-1 k-1
I7 < ||Ch (ud —up, ) +T}gz,k71HG||Ch,k—1(uT —up )+l

1, %
+ 2t — aollolle — qollo + — et — wglly llut — wolly
Bk B

1 k1 k—1
+ §”Lh,k71(qT —qp, )+ Kh,k71<uT —up, )

IN

ko k-1 2 1 k-1 2
§”Ch,k—1(u —up )+ e alle + iuch,k—l(uT —uy, )+ k:—lHG
Lk 2 s 2 1 2
+ 25, lg" — qollg + QBkHQ Qwllog + 52 25, [u* = upll¥ + = %’ lu’ — ug|l¥
1 bkl o
+ §HLh,k—1(q —qp,_ )+ Kpp-1(u Uh 1) +7"k 1Hw*h\|z llw
1oy 1 k-1 2
= 511 + §||Ch,k—1(uT —up )+l

bt = ol + oot — wol?
2Bk 2084

1 - k-1
+ §”Lh,k—1(qT - Qhk,l) + Kh,k—1(uT —up, )
which multiplying by 2 and applying Lemma with (4.108]), and (4.117)) leads to

1 1
k k—1 2 2 2
If < ||Cppoa(u =y ) 0] 18+ FquT —qllH + Fk”“T — gl

k—1 k—1 k
P )+ Kyl =y ) e e 125

+ || L -1 (q
k-1 k—1 k—1 512 1 2 1 2
< HC,(U}L ~ )(UT —up, )+ Cup ) — g llc+ FquT —qllo + Bfklluf —uglly

k—1 k—1 k—1
+ollAg(an ) (a" = g ) + A(up, ) = )+ Alay, i ) — Al ul)ly
(4.120)

forall 1 <k <k,.
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4.2. All-at-once formulations

The rest of the proof basically follows the lines of the proof of Theorem [£.4] with the
choice (4.115)), but for convenience of the reader we will follow through the proof anyway.

Using the fact that (a + b)* < 2a* 4 2b* for all a,b € R and Assumption we get
from (4.120))

g 1 2 1 2
If < 2e2)|C(uy ') = Cluh)[E +20% + Fkuq* — ol + @”“T —uplly
2 k—1 k—1
+dctoll Algy 'L ui ') — Algh u) |y

1 1
5 2
< 4CtCHC(uhk 1) — 0°ll& +2(1 + 2¢,)8% + @HQT —qoll5 + BkauT — uolly

2 k—1
+4thQHA(Qhk 10 hk 1) fHW

2( + 2th)

2 rk k
< dciely + 13, +*|lq —qOIIQJr*IIu — ug|y

1+ 2¢
2
<2 (2% - tc) ISh + el + = A (Hq - QOHQ + HU - UOHV)

for all 1 < k < k,. This together with (4.18)) and the fact that
1 =+ = (llak — aolly + 1df — w3, )
1,h = 12.n By dn — QollQ h ollv,
yields

2 k 2
913h + = A (H%k Qwllg + llun, — uollv;,)

2 k 2
< I2h + == 5, (HQhk wllg + llun, — uollv;,)

SIf+W1

s (1426 & Loy 2 i 2 k 2 K
<2 2th+7 13,h+§k(llq —qollg + [lu" —uollv) +n7 + 4deciens -

Hence by (4.63]) with cg = 2 we get (4.116)), which implies (q§1§17 Iéﬂril) = (qfk,uik) S
B,(qy,ug) for all 0 < k < k.

(ii): By the triangle inequality as well as (4.18)), Assumption and the fact that (¢", u®)
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4. Iteratively regularized Gauss-Newton methods

(iii):

satisfies the linearized state equation , we have
I§ = |CW") = 8°I& + ol A", u") = Fllyy-
< 2/|C" (ufya) (u” — ulia) + Clulia) — o1&
+2[|C" (ugia) (1" — ugia) + Cluda) — C(W®)|1Z
+ Q||Aq<QO1d7 ubia)(¢" — ghia) + At (g5, uea) (W — ugia) + Algha, ugia) — flly-
+ Q||A;(Q§1da ulgld)(qk - q]cfld) + A;(qlgldv U];ld)(uk - ulgld)
+ A(ghia, uga) — A(q" 1) [y
< 213 + 26c]|C(u") = Cluda)ll + 4eicoll A(goia, uoia) — A", u®)lyy-
<215 + 4dci. (|C(W") = g°|1& + IC (ubia) - ¢°l2)
+4ci.0 (1 A(gha ubia) = fllw~ + 114", 0) = Flly+)
<2 (015, +nf) +4c(1f + 17),
which implies

If <

— (2913 W+ 208+ 4cth3> :

The rest of the proof of (ii) follows exactly the lines of the proof of Theorem after
(14.69).

With (2.2)), (4.17), (4.28)) and the definition of k,, we have
k., .
IC (ugia) — 9lE + oll AlaSia wgia) = fllw+ < 2057 + 267
<2(Iy5, + 5 +6°)
<2((14 eIy, + %)
<20° (14 e)r* +1) =0

(4.121)

as § — 0. Thus, due to (ii) (4.116) (qold, Isld) (qold( ),ukld( )) has a weakly convergent
subsequence ((qoléal),uﬁﬁél)))lem and with Assumption [4.14| and ([4.121)) the limit of

every weakly convergent subsequence is a solution to (4.76[). Strong convergence of any
weakly convergent subsequence again follows by a standard argument like in ([3.9)).

O

Well-definedness of the regularization parameter (3, by (4.18) follows along the lines of
Lemma with the replacements (4.115)).

Please note that Theorem is a new result also in the continuous case nf =0.

Corollary 4.12. The sequence (Zk)ke]N,kgk* is bounded, i.e.
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4.2. All-at-once formulations

Proof. The assertion follows directly from Theorem (i) and Lemma O

The convergences rates from Theorem Corollary and Theorem [4.5] also hold for the
all-at-once formulation (4.76)), due to equivalence with (4.109), which we formulate in the
following theorem.

Instead of standard source conditions (like in Assumption and [4.16)) we use variational
source conditions (cf., e.g., [32, 48, 52, [97]) here, due to the nonquadratic penalty term in

(109,

Assumption 4.19. Let

(" = q0,q — ¢V + (' —ug,u —ul)y |

_ V(12 - oy )
S C\/Hq — '3+ lu—ul[[px (HC(“) Clu )HGTJFQQIIA(q,u) : gl(q cub) |y )
lg —a'llg + llu—u'|f5/

for all (q,u) € D x D(C) with o sufficiently large (cf. (4.108)) and independent from q,u, hold
with k defined as in Assumption [].16,

Corollary 4.13. Let the conditions of Theorem[{.11] and additionally the variational inequality
Assumption be fulfilled. Then there exist § > 0 and a constant C > 0 independent of ¢
such that for all 6 € (0, 9] the convergence rates

2
k k, o
Gora — QTHQQ + [luoty — “TH%/ =0 <¢_1(Cd)>
k., (6) — 57’“*(6)71 k. k*(é) — u‘svk*(é)*l

with ¢ = U T = U are obtained
Qold = dola = = qﬁk*(ts)—lvhk*(é)—l’ old ™ Yold Bre, (5)—1:Prx(8)—1 ’

Proof. With (4.115)) the rates follow directly from Theorem due to Theorem m (especially

and (4.121))). O

Remark 4.19. In fact, no regularization of the u part would be needed for stability of the
single Gauss-Newton steps, since by Assumption [{.13 the terms

ol Ap(d" " g — ¢ + AL T (- P+ AT =

and é”q — qOH?Q as reqularization term together ensure weak compactness of the level sets of
the Tikhonov functional (cf. item @ in Assumption .

However, we require even uniform boundedness of uik in order to uniformly bound the dual
variable and come up with a penalty parameter o that is independent of k, cf. the discrete version
of Lemma |4.10 (see (4.107) ). Trying to show this uniform boundedness without regularization
term with respect to u, we fail at the following point:
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4. Iteratively regularized Gauss-Newton methods

We use the equality constraint (4.96|) (for qki1

condition Assumptz'onfor c?c < % and get
k k
1A(q", u”) = flly-
k k—1 k—1 k k
= | Lng-1(q" —Qhk 1)+th 1(u Uhk 1)+A(Qhk,1auhk,1)—A(q yut) [l
k—1
<4thHA(qhk 10 Uy 1) _A(q ) U )HW*
k—1 k—1 2 k k
< Aci || Alan, " umy ) = Fllws + 4eiell A" ™) = Flly-

= qz;ll) together with the tangential cone

such that )

4c
k k Ctc k—1 -
At = Tl < T A ) = e

However, without error estimators on the difference between HA(qk, uk)—fHW* and ||A(q,lik, “Zk)_
flly=, this does not give a recursion

AR, , uth) = flly < ellAGan " un ') = Flly

(from which, by uniform boundedness of q,]fbk and Assumption we could conclude uniform

boundedness of uﬁk)

Computation of the error estimators

Since — different to Section — ugq ist not subject to discretization in this section, the
computation of the error estimators is “easier” and can be done exactly as in [39] and [65].
Thus, we omit the arguments ¢,q and ugq in the quantities of interest in this subsection and
(like in Section we also omit the iteration index k£ and the explicit dependence on f3.

In order to obtain uniform boundedness of uﬁk we introduced the term é”u — up ||} for
theoretical purposes. For our practical computations we will assume that the error by
discretization between ||A(¢", u*) — flly~ and HA(q,lik,ulka) — fllyy is small enough, so that

the mentioned gap in this argument for uniform boundedness of u]fbk (see Remark i can be
neglected and the part BikHu — g} of the regularization term is omitted.

Error estimator for I;:

We consider
/ sz 1 2
I (q,u) = |C (uo1a) (u — ugiq) + C(uoa) — 9"l + BH(I —qllo

and the Lagrange functional

ﬁ(q,U,Z) = Il(Qa )+h( ) (q7 )( )
with h € W* and B(q,u) € W defined as

h = f — A(Gola, Yold) — A;(QO1d7 Uold)(%ld) - A;(QOM, Uoid) (Uold)
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4.2. All-at-once formulations

and
B(q,u) = A;(%ld» Uo1a)(9) + Ay (Goras tora) (w) -

As already mentioned in Section 4.1.2| and [4.2.1] this approach is based on [11],
combining the current quantity of interest with information on the minimization problem.
There holds a similar result to Proposition (see also [39]), which allows to estimate the
difference I;(q,u) — I;(qy, u;,) by computing a discrete stationary point x;, = (g, up, 25) €
X5, =Qp x V, x W), of L. This is done by solving the equations

zp € Wi Al (Goras vora) (du) (z,) = I1 4 (qn, up) (du) Vdu €V, (4.122)
up, € Vi A (Go1as tota) (an) (d2) + AL (Gord, o) (up)(dz) = h(dz)  Vdz € W), (4.123)
an € Qp: I(an, un)(dq) = Ag(qola, vola) (dq) (21 Vdg € Q,  (4.124)

Then the error estimator 7, for I; can be computed as

1
I — Iy = Li(q,u) = I(gn, up) ~ 5 L' (2) (ma, — ) =m0y (4.125)

2
(cf. Section and [39]).

Remark 4.20. Please note that the equations (4.122)—(4.124)) are solved anyway in the process
of solving the optimization problem (4.95),(4.96)).

Error estimator for I,:

The computation of the error estimator for I; can be done similarly to the computation of 7
in Section (or ' from [39]) by means of the Lagrange functional £. We consider

Iy(u) = ||C' (o) (u — ugig) + Clugq) — ¢ &

and compute a discrete stationary point yj, = (x5, 21 ) € X}, x X, of the auxiliary Lagrange
functional

M(y) = I(u) + L" (x)(x1)

by solving the equations

x, € Xp: L' (xp)(dzy) =0 Vdz, € X,
Ty € Xp: E”(:ch)(th,dx) = —TI(up)(du) Vdr € X3, .

Then we compute the error estimator 7, for Iy by

1
I — Iy, = Iy(u) — Ir(uy) =~ §M/(yh)(ﬂ'hyh —Yp) =12

Error estimator for I5:

In Remark we already mentioned that the W*-norm in I5 can be evaluated on a separate
very fine mesh, so that we will neglect the difference between || A(goq,uoa) — flly+ and
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4. Iteratively regularized Gauss-Newton methods

Il A(go1ds Uola) — f HW This implies that we don’t need to compute the error estimator 73,
since then we assume I3 = I3 3, such that ( - ) holds, and the first part of is trivially
fullfilled.

Nevertheless, for completness, we will give a rough idea how one could estimate an error of the
form

1 E (o1 Uota) I+ — HE(%ldauold)HW;

for the typical case V = W = Hy(£2). We exclude the trivial case E (o, toq) = 0 and define
the functional ¥: V — R,

V(v) = ||VUHL2(Q)

and the auxiliary Lagrangian M: V x V,
M(”? w) = W(’U) + <E(qold7 uold)v w)v*,V - (V’U, V’U))L2(Q) :
Let v € V, v;, € V}, solve the equations

(Vo,V9),2 o) = (ElGolds Uota), Py v Vo €V,
(Vor, Vo) 12 ) = (E(olas tora), )y Vo € Vi

and let
1 1

= v Wwp = Uy,
Vol Vol

Then it is easily checked that (v,w) € V x V and (v, w,) € V}, x V}, are continuous and
discrete stationary points of M, i.e.,

(4.126)

(U,U))(QO) (HVUHL (_Q)) 1(V'U,V§0)L2(Q) (V% VU})L (Q =0 \V/QO € V7 (4127)
v, w)\p qold> Uold )s P)v* v — v, Vp L3(0) — ® )
ML (0,10)(9) = (B detas e £y — (T0,V0) 2y = 0 Voe v
Uh, Wp )P Uh L*( l(vvh7v90)L2 o) (V(P,th)L2 o) - 0 VoeV,, (4128>
Mo () = (IV0nl2,0)” o o
Up, Wp )P Qold» Uold)> P)v* v — Uhy V) 1200y = 2 h >
ML )(9) = (g ) £y — (T T o O Yoey,

and there holds

1E(qotd> tola) [l = [1E(golas tota) [l vy
= IVll 2y — 19020
=¥ (v) — ¥ (vp)
= 3 M'(vy, wp) (v — Oy, w — W) + R
= 3 [(B(Gotas tora)s w = @)y v = (Von, V(w = 53)) 2| + R
for arbitrary vy, w;, € V}, with some remainder term R (cf. Section and [1.1.2)). Please
note that due to the relation the dual variable wy, is obtained without solving an

additional system of equations; different to Section where we have an additional variable
dx, for which this is not the case.
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4.2. All-at-once formulations

Error estimator for I,:

We already mentioned in Remark that we will not compute 1, (with the same reasoning
as in Section 4.1.2)), as the error |I; — I, ;| needs to be controlled only through the very weak

assumption ny — 0 as k — oo (cf. (4.28))).

Remark 4.21. We wish to mention once more that these error estimators are not reliable,

see Remark[3.10.

Algorithm

Since we only know about the existence of an upper bound @ on |z"||; and Hz,]fk lw, (cf.
k

Corollary |4.12]), but not its value, we choose g (cf. (4.108))) heuristically, i.e., in each iteration
step we set o = g, = max{g;_1, Hzﬁk Hth} for the discrete counterpart zj of 2

As already mentioned in the discussion about error estimation in this section, we neglect the
part BikHu — g} of the regularization term.

As motivated in the previous subsection “Computation of the error estimators”, we assume
nlgf = 0 for all k, such that we neither compute 73 nor n,, although, for simplicity, we evaluate
I il’f,h on the current mesh instead of a very fine mesh. Thus, we only check for the condition

~ 1+ 2¢ 2
nt < (9—2<2c?c+(2“)>>l§,h

T

on n]f in Assumption

For computing (;, h = h;, fulfilling (4.18), we can resort to the Algorithm from [39] (cf.
Algorithm Theorem .

The presented Generalized Gauss-Newton formulation can be implemented according to the
following Algorithm The algorithm is illustrated by a flowchart in Figure [£.4]

The structure of the loops is the same as in Algorithm (1] from Section [£.1I] but here, we
only have to solve linear PDEs (i.e., step |§| in Algorithm is replaced by “Solve linear
PDE”), which justifies the drawback of an additional loop in comparison to [65] (see also

Algorithm .

We mention once again that the Penalty problem is only considered for the evaluation of I3 .
When it comes to optimization, we always solve the constrained problem (4.110)), and not the

penalty problem (4.78]).
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4. Iteratively regularized Gauss-Newton methods

Algorithm 4.6: Generalized Gauss-Newton Method

10:

11:

12:
13:
14:
15:
16:
17:
18:
19:
20:
21:

22:

23:

: Choose 7, 73, 73, 0, 9 such that 0 < 0 < 9 <1and (4.62)) holds with c¢g = 2.

0=0+0)/2 and max{l 73} < 753 < 7, and choose ¢y, ¢y and ¢, such that the
second part of ( is fulfilled.
Choose a dlscretlzatlon h = hg and starting value qh( qgo) and set qgld = qg.

Choose a starting value uj(= u?LO) (e.g., by solving the nonlinear PDE
0

A(goa, ugia) = f in Wy,) and set ugiq = up.
Compute the adjoint state zj (= 220) (see (4.98))), evaluate HngWh, set oy =
||z2\|Wh. and evaluate Ig,h (cf. (4.91)).
Set k =0 and h = h{, = hy.
while I}, > 726 or k = 0 do
Set h = hj..
Solve the optimization problem .
2 1 Gk
Set hj, = hj, and dg TQ\/GI&;L.
while I, > (Tg + Tﬁ) 55 do
With qold, Old fixed, apply Algorithm (4 . with quantlty of interest 12
and noise level dg) starting with the current mesh h(= hi) to obtain a
regularization parameter (3, and a possibly different discretization hz such
that holds. Therewith, also the corresponding v;lz = vzi, q,li = qii

according to (4.55)) are computed.
Set h = hk

Evaluate the error estimator 771 (cf. -, -

Set hk = hk

if with cg = 2 and n3 = O is violated then
Reﬁne grid with respect to 771 such that we obtain a ﬁner discretization hk
Solve the optimization problem (4 and evaluate 771.

else
k41 L
Set Gold,, = = gy, by = uliq + .
Set h = hS.

Compute the adjoint state z; ™! (= zi{»fl) (see 4.98))), evaluate szHHWh, set

o = max{gk 1 th+ |w, } and evaluate 13

Set hk 1= hk (i.e., use the current mesh as a starting mesh for the next
iteration).

Set k =k + 1.
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4.2. All-at-once formulations

4

VN

STO P Solve (4.55)

ﬁq’v

y

~2

,< T[& 6[% -
A Alg. 4.2
(4.63) ? =B,h,q,v
Gauss-Newton step Refine
= oig>Uoi =h
— i
Solve (4.55)
=>q ’V

|

Figure 4.4.: lllustration of Algorithm The arrow within the blocks point to
variables that are computed in this step.
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4. Iteratively regularized Gauss-Newton methods

4.3. Numerical results

As mentioned and justified in Section [£.1.3] we will not implement the reduced form of IRGNM
from Section (cf. Algorithm , but concentrate on the all-at-once formulation from
Section We already discussed the implementational aspect in the subsection “Algorithm’
in Section [.2] and we presented a possible implementation in Algorithm [4.6]

?

We consider again the test examples from Section [3.4] with the same sources (a), (b), and (c)
and observation operators (i), (ii) as in Section

The concrete choice of the parameters for the numerical tests is as follows: ¢, = 1077,
9 = 0.4999, § = 0.2, T = 5, T3 = 1.66, 73 = 1, (co = 0.9999, c3 = 0.0001). The coarsest
(starting mesh) consists of 25 nodes and 16 equally sized squares, the inital values for the

control and the state are qO =0 and v’ = 0 and we start with a regularization parameter
B8 =10.

Considering the numerical tests, we are mainly interested in saving computation time compared
to Algorithm [3.1] (NT) from Chapter [3| where the inexact Newton method for the determination
of the regularization parameter 3 is applied directly to the nonlinear problem, instead of the
linearized subproblems . The choice of the parameters from Section implies that
both algorithms (NT) and the Generalized Gauss-Newton Algorithm (GGN) are stopped,
if the concerning quantities of interest fall below the same bound (?25 for (NT) and 7267 for

(GGN)).

4.3.1. Example 1

First we consider Example from Section for which we have already seen the numerical
results using Algorithm (NT):

For q € L*(2) find u € Hy(£2) such that

—Au+Cu3:q in {2
u=0 on df2.

For the same configuration as in Section i.e., source (a), point measurements (i), ( =1
and 1% noise, we present the reconstructions obtained by Algorithm (GGN). Despite the
linearizations, the algorithm detects the location of the source very well and refines the mesh
accordingly.

Taking a look at Figure the reader can track the behavior of Algorithm (GGN). The
algorithm goes from right to left in Figure where the quantities of interest I, and I3 (or
rather their discrete counterparts I3 and I ) are rather large. The noise level for the inner
iteration 0~I3’h is about 0.68 in the beginning. For this noise level the stopping criterion for
the p-algorithm (step and in Algorithm is already fulfilled, such that only one
Gauss-Newton step is made without refining or updating 5. This decreases the noise level
§I37h to about 0.41. Then the S-algorithm comes into play, with one refinement step and
three [-steps, which in total reduces I from 1.340 to 0.48, with which the S-algorithm
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4.3. Numerical results

Figure 4.5.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 1 (a)(i), ¢ = 1, 1% noise using (GGN)

terminates. The subsequent run of the S-algorithm (with a smaller noise level of 0.25) consists
of one refinement step and two S enlargement steps and so on. Finally, after 7 Gauss-Newton
iterations, both quantites of interest I and I3, fulfill the required smallness conditions such
that the whole Gauss-Newton Algorithm terminates. (The fact that it looks like the line for
15 touches the one for I3 is just a coincidence, see the corresponding graph for another test

configuration Figure )

'y

o,

1.81

1.6
& Gauss—Newton step

1.4r| o refined
B updated

BE - -B - — — -0

005 01 015 02 025 03 035 04 045 05
noise level for B iteration

Figure 4.6.: GGN algorithm for Example 1 (a)(i) with ¢ = 1 and 1% noise using
(GGN)

In Table 4.1| we present the respective results (i.e., Example 1 (a) (i), 1% noise) for different
choices of ¢ (first column). In order to better be able to compare the results from Algorithm
with the ones from Algorithm we show here once more the values from Table In
the second and fifth column in Table one can see the relative control error , in the
third and sixth column is the number of nodes in the adaptively refined mesh, and in the
forth and seventh column one can see the regularization parameter obtained by (GGN) and
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4. Iteratively regularized Gauss-Newton methods

(NT) respectively. The eighth column shows the gain with respect to computation time using
(GGN) instead of (NT). We can see that we have the same situation as in Section The
reduction of computation time is about the same for all {, where the computation times in
general are higher (thus more representative) for larger (. The same holds for the number of
nodes and the relative control error. Only the obtained regularization parameter is larger, the
larger ( is. At the same time, it yields a smaller control error, which at first glance seems to be
somewhat surprising, since (GGN) only works with the linearized state equation. One possible
explanation could be the less accurate evaluation of the norms in , since we evaluate these
norms on the final mesh of the particular algorithm, i.e., for (GGN) we evaluated on a much
coarser mesh than for (NT). But on the other hand, a comparison between the reconstructions
from Figure and Figure [3.4] confirms the better results by (GGN). So it seems that (GGN)
finds a better regularization parameter, which causes the better reconstruction.

Table 4.1.: Algorithm (GGN) versus Algorithm (NT) for (a)(i) for different
choices of ¢ with 1% noise. CTR: Computation time reduction using
(GGN) instead of (NT)

¢ GN NT CTR
error B # nodes error B # nodes

1 0.395 4899 781 0.456 3085 38665  98%

10 0.395 5155 769 0.452 3194 38377 99%

100 0.393 7579 761 0.443 4999 31967  95%

1000 0.421 17445 677 0475 11463 44413 99%

Due to the mentioned larger and consequently more significant computation times, we only
consider ¢ = 1000 or ¢ = 100 in the following.

To see that the algorithm behaves similarly when considering an L? tracking type functional,
i.e., configuration (ii) (see the beginning of Section [3.6]), we invite the reader to take a look at
Figure [£.7, where the Gauss-Newton steps, the refinement steps, and the § updating steps are
presented for Example 1 (a) (ii) with ¢ = 1000 and 1% noise.

Algorithm starts with noise level §I37h = 2.8-10"2, decides to increase B three times, until
I}, is small enough (decreased from 6.2 - 107 t0 2.9 - 10_3). There follows a Gauss-Newton
step, which slightly increases I5 j,, but at this point more importantly decreases I3 },. The next
run of Algorithm consists of a refinement step and three 5 steps. After six Gauss-Newton
iterations, I, is decreased to 1.2 - 107° and I3, to 3.1- 107 and Algorithm terminates.

In Figure [4.8 we present the reconstruction and the adaptively refined mesh produced by
Algorithm (GGN). The mesh is much coarser than with Algorithm (NT) (only 137
instead of 1305 nodes), which causes a saving of computation time of 99%. The regularization
parameter is slightly smaller and the relative control error is a bit larger, see Table

The results for a different exact source distribution (b) can be found in Figure for point
measurements (i) and in Figure for the L*-projection alternative (ii).

In both cases (GGN) produces much coarser meshes than (NT), especially for (i), which leads
to a remarkable reduction of computation time, which can be read out of Table The
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4.3. Numerical results
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Figure 4.7.: GGN algorithm for Example 1 (a)(ii) with ¢ = 1000 and 1% noise
using (GGN)

\

Figure 4.8.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 1 (a)(ii), ¢ = 1000, 1% noise using (GGN)

i+

Figure 4.9.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 1 (b)(i), ¢ = 1000, 1% noise using (GGN)
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4. Iteratively regularized Gauss-Newton methods

Figure 4.10.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 1 (b)(ii), ¢ = 1000, 1% noise using (GGN)

obtained regularization parameter is larger than for (NT), which explains the smaller control
error.

U

Figure 4.11.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 1 (c)(i), ¢ = 1000, 1% noise using (GGN)

The same observations can be made for the reconstruction of the source (c), see Figure
and Figure [£.12]

L
el .d'

Figure 4.12.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 1 (c)(ii), ¢ = 1000, 1% noise using (GGN)

The key results of the previous test configuration for Example 1 for (GGN) as well as (NT)
are collected in Table

We come back to the example source (a) and examine the results for different noise levels.
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4.3. Numerical results

Table 4.2.: Algorithm (GGN) versus Algorithm (NT) for Example 1 with
1% noise. CTR: Computation time reduction using (GGN) instead of

(NT)
Example GN NT CTR
error B # nodes error 8 # nodes
(a) (i) 0.421 17445 677 0.475 11463 44413 99%
(a)(ii) 0.318 3449334 137 0.302 4368044 1305  53%
(b) i) 0.225 1764 241 0.300 947 20231 98%
(b)(ii) 0.247 243290 241 0.276 151048 761 33%
(c) (i) 0.431 396 673 0.450 261 11785  91%
(c)(ii) 0.467 36831 189  0.461 42541 651  28%

In Figure and Figure we display the reconstructions of the control and the state
obtained by (GGN) for configuration (i) with ¢ = 100 for the noise levels 1%, 2%, and 4%.

6

Figure 4.13.: Reconstructed control for Example 1 (a)(i), ¢ = 100 for different noise
levels. FLTR: 1%, 2%, 4% noise using (GGN)

Figure 4.14.: Reconstructed state for Example 1 (a)(i), ¢ = 100 for different noise
levels. FLTR: 1%, 2%, 4% noise using (GGN)

The corresponding refined meshes can be found in Figure [4.15

In Table 4.3 we list the relative control error , the computed final regularization parameter
3, and the number of nodes in the obtained mesh for p = 0.5%, p = 1%, p = 2%, p = 4%, and
p = 8% and come to the same conclusion as for Algorithm (NT) in Section The more
noise, the worse the reconstruction, the stronger the regularization, the coarser the mesh.
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4. Iteratively regularized Gauss-Newton methods

Figure 4.15.: Adaptively refined mesh for Example 1 (a)(i), ¢ = 100 for different
noise levels. FLTR: 1%, 2%, 4% noise using (GGN)

Table 4.3.: Different noise levels for Example 1 (a)(i), ¢ = 100 using (GGN)

noise error 153 # nodes

0.5% 0.360 13689 761
1% 0.393 7579 761
2% 0.549 1748 361
4% 0.770 817 41
8% 1.03 53 41

4.3.2. Example 2

In the following we consider Example [3.2 (also see Section [3.6.2)):

For q € L*(£2), ¢ > 0 almost everywhere in £ find u € Hy(£2) such that

—Au+qu=f in 2
u=0 ondf.

Like in Section we choose the initial guess as well as the starting value gy = @ =0¢ LQ(Q)
for ¢ and neglect the constraint ¢ > 0 in our computations.

In Section we have seen the results of Algorithm [3.1 (NT). Here, we will present how the
Generalized Gauss-Newton Algorithm (GGN) performs on this particular example.

Figure shows the reconstructions of the control and the state as well as the adaptively
refined mesh produced by (GGN) for the exact source distribution (a) (see the beginning of

Section and 1% noise.

For the source distribution (b) the corresponding reconstructions and the obtained mesh are

displayed in Figure The key results for both configurations are collected in Table
where we present the results of (NT) from Table once again for comparison.

For both, (a) and (b), (GGN) is faster than (NT), mainly because it refines a lot less. The
control errors are within the same range. For (a) (NT) yields a better reconstruction — probably
due to a larger regularization parameter — while for (b) it is the other way around. For (a)
the error ist strikingly large for both algorithms. In Section we already tried to give
an explanation for this behavior of (NT), namely the negligence of the control error. This
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4.3. Numerical results

.

Figure 4.16.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 2 (a)(i), 1% noise using (GGN)

©

Figure 4.17.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 2 (b)(i), 1% noise using (GGN)

T
T

Table 4.4.: Algorithm (GGN) versus Algorithm (NT) for Example 2 with
1% noise. CTR: Computation time reduction using (GGN) instead of

(NT)
Example GN NT CTR
error B # nodes error B # nodes
(a) 0.946 30168 725 0.930 43504 2033 10%
(b) 0.590 11732 641 0.669 6027 7663  35%
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4. Iteratively regularized Gauss-Newton methods

argumentation, however, cannot hold for (GGN), since there, the control enters the right-hand
side linearly:

—Au + qog = f + qoidUold — qUolg  in §2
u=20 on 0’

such that the error estimator for the control discretization vanishes (see the explanation in
Section . So the large error seems actually to be down to the bilinearity of the PDE (also
see Section . In order to still obtain a better reconstruction one could for instance reduce
the size of 7 (7 for (NT)).

4.3.3. Example 3

Finally, we consider Example and Example where (as in Section we replaced ¢ by
(1+4q):

For g € L*(£2), ¢ > 0 almost everywhere in {2 find u € H'(£2) such that
—Au—(14+qu=f in {2
under Dirichlet zero boundary conditions
u=0 on Jdf2,
or Neumann zero boundary conditions
O,u=0 on df2.
We consider two possible right-hand sides:

fi=—1
fo = 4n® [sin(2mz — Z)(sin(2my — §) + 1) + sin(27y — 5)(sin(27z — §) + 1)]
— (sin(2rx — §) + 1)(sin(2ry — 5) + 1).

Like for the previous example (Example 2), we choose the initial guess and the starting value
qo = q0 =0¢ Lz(Q) for ¢ and neglect the constraint ¢ > 0 for simplicity.

We restrict ourselves to the test configuration (a), where, in order to compare the results to
the ones from Section (NT), we choose ¢ =1 and 0.01% of noise.

The reconstructions of the control and the state as well as the adaptively refined mesh produced
by (GGN) for the right-hand side f = f; and Dirichlet zero boundary conditions can be seen

in Figure [4.1§
The corresponding results for f = f5 are shown in Figure and the key results for both
right-hand sides are collected in Table [4.5]

The observations from the previous examples are confirmed once again. (GGN) refines a lot
less than (NT'), where the resulting control error and the regularization parameter only differ
slightly. Overall (GGN) is again much faster than (NT).
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4.3. Numerical results

@)

Figure 4.18.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 3 (a)(i), 1% noise, f = f;, Dirichlet zero boundary
conditions using (GGN)

o

Figure 4.19.: FLTR: reconstructed control, reconstructed state, adaptively refined
mesh for Example 3 (a)(i), 1% noise, f = f,, Dirichlet zero boundary
conditions using (GGN)

Table 4.5.: Algorithm (GGN) versus Algorithm (NT) for Example 3 (a)(i)
with 1% noise. CTR: Computation time reduction using (GGN) instead

of (NT)
right-hand side NT GN CTR
error 8 # nodes error B # nodes
fi 0.649 682138 3001 0.655 715479 6789  45%
fo 0.419 2859 8397 0.415 3008 65623  82%
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4. Iteratively regularized Gauss-Newton methods

To summarize the results from Section [£.3] the proposed Generalized Gauss-Newton method
(GGN) seems to avoid overrefinement, which leads to a remarkable reduction of computation
time with respect to (NT). At the same time it usually finds a larger regularization parameter,
which yields good reconstructions despite the coarse mesh. Unfortunately the replacement
of the nonlinear state equation by a linear one as such was not the crucial factor for the
shorter computation time, but rather the fact that this enabled the use of Algorithm which
exploits the advantages of a linear-quadratic optimal control problem.

For this example, we also tested another way of replacing the nonlinear PDE in (NT) by a
linearized one. Since this, however, does not fit into the framework of this chapter, we refer the
reader to Appendix [D] where we consider the Born approximation for the Helmholtz equation
(cf., e.g., [19]).
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5. Conclusion and perspectives

In this thesis, we considered strategies for the efficient solution of nonlinear inverse prob-
lems combining the computation of a regularization parameter with adaptive discretization
methods.

In the first part (Chapter , we presented an extension of the adaptive discretization strategy
for parameter identification from [39] to the case of nonlinear ill-posed problems. For this
purpose we used the discrepancy principle and applied an inexact Newton method to the
resulting quantity of interest. By imposing conditions on the quantity of interest and the
reduced forward operator F', we provided a general rates result based on Jensen’s inequality,
which is not restricted to the context of this thesis. In order to guarantee convergence of
the resulting sequence of regularization parameters, we derived refinement criteria, which we
combined with goal-oriented error estimators [10}, [11]. Main difference of our approach to [39]
consisted in compensating the lack of convexity of the cost funtional and the lack of knowledge
about lower and upper bounds on the first, second and third derivative of the quantity of
interest with respect to the regularization parameter. We considered quadratic convergence (as
in [39]), but also linear convergence conditions, where we extended the idea from [98] regarding
bounds on the second derivative. In addition to the original stationary formulation, we also
considered parabolic problems in Section where the proposed algorithm decides whether
to refine in space or in time. The strength of the presented method lies in the ability to save
a considerable amount of degrees of freedom in the beginning of the Newton type iteration
for determining the regularization parameter. Indeed, our numerical experiments showed a
remarkable gain in computation time with our strategy as compared to uniform refinement.

In the second part (Chapter , we combined this idea with iteratively regularized Gauss-
Newton methods; first, in a reduced form using the parameter-to-solution map (see Section ,
and second in an all-at-once formulation (see Section [4.2), where the measurement equation
and the PDE are treated simultaneously. We considered two types of all-at-once approaches:
a least squares form and a Generalized Gauss-Newton formulation. In both cases, i.e., for
reduced and all-at-once form, we showed convergence and proved convergence rates which we
carried over from the continuous to the discretized setting by controlling precision only in four
real valued quantities per Newton step. The choice of the regularization parameter in each
Newton step and of the overall stopping index have been done a posteriori, via a discrepancy
type principle. We only provided numerical experiments for the all-at-once formulation, more
specifically for the Generalized Gauss-Newton approach. The reason for this is that this
formulation allows us to consider only the linearized PDE as a constraint in each Newton step,
which seemed to be the more promising alternative to save computational effort. From the
numerical tests we have seen that the presented method yields reasonable reconstructions and
can even lead to a large reduction of computation time compared to the non-iterative method
from Chapter
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5. Conclusion and perspectives

An idea to possibly even further reduce the computational effort lies in the combination with
the Hierarchical Trust region method proposed in [72]. Instead of using Newton’s method
for the solution of the optimal control problem (in each step of the inexact Newton method
for the computation of the regularization parameter), we could use this modification of the
usual trust region method (cf., e.g., [26] [95]), where second order information is computed on
a coarser mesh than all other computations in order to save computational costs. The choice
of this mesh (in terms of resolution) and the trust region radius are controlled simultaneously,
which finally leads to a respectable reduction of computation time (see [72]) compared to a
usual trust region method.

We expect that the adaptive strategy using goal oriented error estimators can also be used in
the context of different parameter choice rules such as the balancing principle [80], which is
of particular interest in case v > % in the Holder type source condition (cf. Assumption
Remark , where the discrepancy principle fails to provide optimal rates. Moreover, we hope
that the use of the balancing principle with a sufficiently strong source condition will allow us
to avoid conditions on F' like the tangential cone condition (see Assumption , such that
we can also take strongly nonlinear problems into consideration. Another (discrepancy type)
choice rule is presented in [I14], which enables the use of Poisson instead of Gaussian noise.

In our considerations for the parabolic setting, we assumed that the control is constant in
time and that the spatial discretization is fixed for all time intervals. However, the proposed
method could be extended to the case of time-dependent control and dynamic meshes, i.e.,
meshes that change in each time step. A corresponding formulation for the discretization of
the optimal control problem including adaptivity is given in [104].

Another interesting question is if and how the derived results can be extended to the case of
control bounds. In this context, approaches combining the choice of a regularization parameter
with adaptive discretizations can be found in [110] [1T1].

Moreover, a possible combination of adaptivity with regularization by projection onto finite
dimensional spaces in place of, or in addition to, Tikhonov regularization could be interesting.
Instead of the regularization parameter, we would have to choose the discretization level.
Using dual-weighted-residual error estimators, this could be done in an efficient manner
during a multi-level method, where the discrepancy principle serves as a stopping criterion.
We distinguish two approaches: discretization in the image space and discretization in the
preimage space. The former, however, seems to require a large number of quantities of interest,
which may diminish the efficiency of the adaptive approach. Theoretical results concerning
regularization by discretization in the preimage space without adaptivity are provided in
[70].
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A. State, dual, and tangent equations

“State”: Find u € V such that
L(q,u,2)(p) =0

for all p € W.

“Dual”: Find z € W such that
Ly(q,u,2)(p) =0

for all p € V.
“Gradient”: Find g € Q such that

Ly(g,u,2)(9) =0
for all p € Q.
“Tangent”: Find du € V such that
»CZZ(Q, u, Z)((SU, 90) = _[’;/z(% u, Z)(5Q7 90)
for all p € W.
“DualForHessian”: Find 6z € W such that
Egu<q7 u, Z)((SZ, 80) = _ﬁlq/u(qa u, Z)((Sq’ 90) - L:Zu(q’ u, z)(5u7 90)

for all p € V.

“DualQI”: Find z§°) € W such that

L, @)=, ) = —I(u)(p)
for all p € V.
“QIEq”: Find ¢; € Q such that

1

0
7@ (@ 0) = —LLy(@) (21" )
for all p € Q.
“K1Eq”: Find ¢y € Q such that

7(0) (g2, ) = —Kyg, (4, q1) ()

for all p € Q.
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A. State, dual, and tangent equations

“TangentK2For3rdDerivative”: Find ug ) € V such that

L (@) 0) = =L (2)(q1, 1, ) — Lo () (g2, w1, )
- ‘Cgiﬁz("x)(ul’ U, (10) + ‘Cg:]z(x)(qla 42, (P)
for all p € W.

“PualK2”: Find zéo) € W such that

L2(@)(7, ) = —I (@) (g, 0) — Lo (@) (s, 0) = Lo (@) (g1, 2, 0)
— Lo (2)(q1, 29, 0) — Louu () (g2, 11, ©)
— LU (@) (g2, 21, 0) — Lo () (21, U9, )
Lo () (g g, ) — Lo () (29 41, )
L///

qqu(l‘)(QDQQu )
forall p € V.

“K2Eq”: Find g3 € @ such that

7@ (a3, 0) = —Litg(@) (), 0) = L) (28, 0) = Ki(g.01)(¢)
— Ll (@) (ur, g, 0) — Loty (@) (w1, 29, )
ﬁiﬁzq(@(“ 21,¢) — Eq,tlzq( (a1, 92, 9)
E;’Lq(fv)(q 29, 0) — £qzq(Q2uzla(p)
E;’Lq(w)(ql,uz, @) — Equq(qQaula(P)

for all ¢ € Q.

162



B. Dual and tangent equations for the
parabolic setting

“Adjoint” (2.26): Find z € V such that

~ B @)1 + A )z, 0) + )= [ HuO)e)dt+ BT D) (B.)

for all p € V.
“Tangent” (2.29): Find éu € V such that

(D8, pr) + @y (g, ) (Su, @) + (6u(0), p(0)) = —ay(g, u)(89, ) + (uo(q)(39), ¥(0))
for all p € V.

“ Additional Adjoint” (2.30): Find 6z € V such that

—(0482, )1 + du(g, w) (9, 02) + (62(T), o(T)) = —liyu (g, ) (3, ¢, 2) — gy (g, u)(3g, 9, 2)
+ / J1 (u(t)) o(t)) dt
+ J3 (u(T)) (6u(T), ¢(T))

for all p € V.

“DualQI”: Find z§°) € V such that
@A, @)+ dula W), A”) + =2 [ )((0) dt + 25u(D)((T)

for all p € V.

“TangentK2For3rdDerivative”: Find ué ) € V such that

@l @)1 + (g, w) (1w, ) + () (0),0(0)) — (uf(q) (a1, 42), (0))
:_d:]/u(qau)(qlau%gp)_a:],”LL(qv )(q27u1790) a (qa )<u17u2790>_d;/q(qau)((th%gp)

for all p € V.
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B. Dual and tangent equations for the parabolic setting

“DualK2”: Find zéo) € V such that

— 02, 0) 1 (g, w) (0, 257) + (T, (T))
- /I 7 () (ua(t), (8)) dt + T3 (w(T)) (u(T), o(T))

~1I

(
~1I ~1I ~I
- auu(Q7 U (ulv ©s 22) - a’quu(Q? u)(q17 Uz, P, Z) - aquu(Qa U)(Q% Uz, ¥, Z)
)

- auuu(q7 u (u17u27 2 Z) - a:]/:]u(Q7u)(QI7QQ7 2 Z)

forall p € V.
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C. Implicit Euler scheme

Using the abbreviations

Q,, = q};m, U,, = u};m, Ly = z,:m
AQ,, = 0qp 1 AU, = duy, AZ, =62
Q. = qz((;zn; , UL, = 6u50,3;1 , ZL = zl(%)n; forit=1,2,3

the implicit Euler scheme for the State, Adjoint, Additional Adjoint, DualQI, TangentK2For3rdDerivative,
and DualK2 equations read for all ¥ € W,:

State:
m=0: (U, ¥) = (uo(Qo), ¥)
m=1,...,M: (Umagp) + kmd(va Um)(!p) = (Um—la W) + km(f(tm)a !p)
Adjoint:
m=M: (, Zng) + kagn(Qur, Unp) (¥, Zag) = =k J1(Ung) (%) + Jo(Upy ) (9)
m=M-=1,....1: (¥, Zy) + kpniy(Qum: Un) (¥, Zp) = (¥, Zii1) + ki J1(Up) (¥)
m=20: (EP,ZO) = (LpaZl)
Tangent:
m=0: (AU, V) = (UB(QO)(AQo%W)

Additional Adjoint:

m=>M: (¥,AZy)+ knan(Qur, Unr) (¥, AZyy)
= — ksl (Qar, Unt) (AUNL W, Zp) = pligu(Qars Unp) (AQar, W, AZyy)
+ kpr Y (Ung) (AU, W) + Ty (Unp) (AU, W)

m=M-1,...,1: (W, AZ,,) + ki (Qum, Un) (¥, AZ,,)
= (Wa AZm—I—l) - km&Zu(va Um)(Ame v, AZm)

— kmfgu(Qms Un) (AQu, ¥, Zy) + ki J1 (U, ) (AU, ) (%)

m=20: (!p, AZO) = (!p, AZl)
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C. Implicit Euler scheme

(cf. [9]). Similarly we can formulate the implicit Euler scheme for

DualQI:

m=M :

(W, Zhr) + karan(Qar, Uni ) (W, Zyg) = 2k J1 (Upg) (W) + 2J5(Upg) (¥)

m=M-1,...,1: (W, Zy)+ kniy(Qu: Un) (W, Z) = (¥, Zyy 1) + 2k J1 (Uy) (9)

m=20:

(Q—/, Z(%) = (W, le)

TangentK2For3rdDerivative:

m=20:

m=1,...
DualK?2:
m=M :

(U3, %) = (ug(Qo) (@1, Qa), ¥)

Mz (U ) + ki@ (Quny Un) (Ui, )
= (U'f{))n*].7 W) - km&;/u(Qma Um)(Q}na U72n7 Lp) - km&gu(Qma Um)(Q?nv Ug’w w)
- kmagu(Qm’ Um)(Ugm Ug"m !I/) - kmdgq(Qrm Um)(Qim anv L[/)

(Z, Ziiy) + karn (Qur, Unt) (W, Zip)

= kY (Ung) (Ui, W) + J5 (Ung) (U, @) + kg JY (Ung) Uiy, @) + 3 (Ung) Uy, %)
— kgt (Qur, Unt) Unr, W, Zag) — kgt (Qar, Unt) Qs ¥, Z3y)

— kg (@ar, Une)(Q41,W, Zir) — kagfin(Qur, Unt) Uay, W, Zig)

— kgt (Qurs Unt) (Uns W, Z3p) = kg (Qars Un) Qs Usys W, Zoy)

— ket (@ur, Unt ) (QAr, Ui W, Zag) — @@, Unt) (Ung, Uiy, W, Zag)
— knrfigga(@ars Une)(@br Q3r, W, Zag) + kag I (Ung) (Uss, Usy, )

+.J3" (Un)(Ung, Upy, ®)

m=M—=1,...,1: (W, Z2) + kpa(Qum, Unn) (¥, Z2,
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)
= (U, Zp1) — kit (Quns U) (Ui ¥, Zy)
+ ko JY (U) (U @) + ki 7 (Uyn) (U, @)
— Fntigu( Qs Upn) Qs Upns W, Zyn) — Ko (@ Un) (Qs W, Zi)
— kg Qs U (@i U W, Zn) — by (Qus Un) (Q, W, Zy)
— kg (Quns Upn) Ui W, Zyy) = k@ (Qu Un) (U W, Ziy)
— ke (Qums Un) Qs Qs ¥, Z,y,)
— b (Quns Un) Un, U W, Z,) + ki I (U (Uny, Upsy, W)

(W, Zg) = (Jla Zf)



D. Numerical results for the Helmholtz
equation via Born approximation

Instead of considering a sequence of linearized problems and iteratively updating the iterates qk
like we did in Chapter [4], we treat here only the linearization at one initial guess gy by Example
3. We will not provide any theoretical convergence results, but give a short motivation of the
basic idea and present numerical results for this approach.

For a motivation let us first consider the inverse medium problem in scalar scattering (cf. [I5]),
i.e., the time-harmonic scalar wave equation

—Aui—Ka=f (D.1)

(plus some boundary conditions) with wavenumber k, which we divided into a parameter kq
characterizing the background, and a parameter k denoting the unkown perturbation of the
background medium, i.e., k= k:g + k*. The total scattered field is given as % = ugy + u with
incident field uy. Therewith, becomes

—Alug +u) — (k3 + k) (up + u) = —Aug — kjug — k*ug — Au — kiu — k*u = f

Via Born approximation, i.e., considering the incident field instead of the total field, we neglect
the term k‘2u, such that we get
—Ay — kgu = k2u0

with ug solving
—AUO — ngO = f .

Transfering this reasoning to our setting
— A — (g +q)u = f (D.2)

we arrive at the following optimal control problem

1
mi ~012 2
in Clu+ ug) — 4
(q,u)eva” ( o) =3l 5HQHQ

s.t. — Au — qou = quyg,

(D.3)

where uy is given as solution to

— Aug — qoug = [, (D.4)

and noisy data §° created as described in Section (i),(ii) via exact data @ simulated as
solution to the bilinear PDE (D.2)) on a very fine mesh. For our tests, we solved the linear

PDE (D.4)) analytically.
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D. Numerical results for the Helmholtz equation via Born approximation

Since is a linear-quadratic optimization problem, we can apply Algorithm The
obtained reconstructions of the control and the state as well as the adaptively refined mesh for
the exact source distribution (a) with point measurements (i) (see the beginning of Section [3.6)
with go =1, f = f; (see Section and Neumann zero boundary conditions are displayed

in Figure D]

Figure D.1.: Reconstructed control and adaptively refined mesh for the linearized
version of Example 3 (a)(i), 1% noise, f = f;, Neumann zero boundary
conditions

The corresponding results for f = fy with Neumann and also with Dirichlet zero boundary
conditions can be found in Figure and Figure

Figure D.2.: Reconstructed control and adaptively refined mesh for the linearized
version of Example 3 (a)(i), 1% noise, f = fy, Neumann zero boundary
conditions

The resulting relative control error (3.92)), the number of mesh nodes, and the computed
regularization parameter are shown in Table

Table D.1.: Algorithm for the linearized version of Example 3 (a) (i), 1%

right-hand side and boundary conditions error 8 # nodes
fi, Neumann 0,38 15669 26048
fo, Neumann 0,427 8371 9942

fa, Diichlet 0,363 9877 12417

For f = f; with Neumann boundary conditions we save 47% of computation time with respect
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Figure D.3.: Reconstructed control and adaptively refined mesh for the linearized
version of Example 3 (a)(i), 1% noise, f = f5, Dirichlet zero boundary
conditions

to (NT) and for f = fy with Neumann boundary, we even save 95% of computation time. For
f = fo and Dirichlet boundary conditions, we save 84% of computation time compared to
Algorithm (NT) and 11% compared to Algorithm (GN). To put this in perspective, we
mention once more that, although the proposed approach seems to work well for the tested
configurations, we did not give any theoretical results.

169






Nomenclature

F': operator in inverse problem equation (cf. (2.1)))

q: searched-for control/parameter (cf. , )

Q: control space (Hilbert space) (cf. (2.1)), (2.15)))

(-,-)g: inner product in @ (cf. beginning of Section (analogously for L*(£2))
D: subdomain of Q (e.g., domain of F) (cf. (2.1)))

g: exact data (cf. (2.1))

qT: exact solution to F'(q) = g (cf. Assumption Assumption
G: observation space (Hilbert space) (cf. (2.1])

¢°: noisy data (cf. 2-2))

&: noise (cf. (2.2)))

qo: initial guess for ¢

R: range (cf. ,Assumption

Il x_,y: operator norm (cf. Assumption [3.5)

B: regularization parameter (cf. (2.4]))
i(): misfit term of the reduced cost functional jz for a solution of (2.4) in terms of 3.

7: given parameter 7 > 1 in the discrepancy principle (cf. (2.8))
By: “optimal” regularization parameter according to the discrepancy principle (cf. (2.8))

C': observation operator (cf. (2.13))
S: control-to-state operator (cf. (2.14))

u: state (cf. (2.15))
f: right-hand side of the state equation (cf. (2.15))

A: state equation operator (cf. (2.15)))
V. state space (Hilbert space) (cf. (2.15])

W: test space (Hilbert space) (cf. (2.15))
W™ dual spaces of W (cf. beginning of Section (analogously for V)
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o (-, '>W*,W: duality pairing between W and W™ (cf. beginning of Section (analogously

for V, V*)

a: state equation operator (cf. (2.16))

J5(gq, ) cost functional (non-reduced) (cf. (2.18))
I(u) misfit term of Jg(g,u) (cf. (2.18))

jp(q): reduced cost functional (cf. (2.20))

(g)(6): directional derivative (cf. (2.23))

!/
t(q): misfit term of the reduced cost functional jz
(

J

i(/3): misfit term of the reduced cost functional jz for a solution of (2.4) in terms of 3
(cf. (210))

L: Lagrangian (cf. (2.24)), if not defined otherwise locally)

qg) solution/stationary point to (2.4]) for fixed 5 and §. (cf. Remark , Chapter
Assumption

Vi, Qs Wiy Shy By J8.0(= n)s Lhs ihs qgh discretized versions of the quantities above (cf.
Section [2.3)

id: identity map (cf., e.g., (2.42))

Vjg(q): gradient of j at ¢, i.e., jg(q)(&]) = (Vis(q),9q)¢ (cf. Section
V2jﬂ(q): Hessian of j at ¢, i.e., jg(q)(éq, 7q) = (dq, V2j6(q)7q)Q (cf. Section
¢e: constant in tangential cone condition (cf. Assumption and

: function used in the source condition Assumption [3.5

B, B: lower and upper bound on 3 (cf. beginning of Section
7,7,7,7,7: bounds on 7 (cf. Theorem H, Theorem 3.4])

n: constant in Assumption [3.6]

7,7: bounds on i"(3) (cf. (3.26))

k, stopping index for inexact Newton method for 5 (cf. in Theorem [3.7))
il;’;,i'fl: approximations to i(ﬂk),i/(ﬁk) (cf. Theorem

V: “parabolic version” of V' (cf. beginning of Section

(-,): L* scalar product (cf. Section below Example

(,-)ge: euclidian scalar product (cf. Section 3.4 below Example
cs: constant used in Sobolev’s embedding inequality (cf. (3.79))

cp: Poincaré’s constant (cf. (3.80)))



Csp = Cs\/ 1 + 012, (cf. Example (iii))

(NT): “Nonlinear Tikhonov”, standing for the method proposed in Chapter [3| (also see

Algorithm
FLTR: “From Left To Right”

L*(I,H): space containing functions living in L?*(£2) in time with values in H (cf.
Section [3.7)
(-,-): L*(£2) inner product integrated over time (cf. (3.94))

a: “parabolic version” of a (cf. (3.95))
J(q,u),I(u) in Section “parabolic versions” of J, I listed above (cf. (3.97))

L: “parabolic version” of £ (cf. (3.98))

(IRGNM): “Iteratively Regularized Gauss-Newton Method”, the method proposed in
Chapter 4] (also see Algorithm

I, I, I3, I;: quantities of interest for IRGNM in reduced form (cf. (4.6)), (4.88))

v I:])f , I quantities of interest for IRGNM in step k in reduced form (cf. (4.8)), (4.57),
([39))

I py Iy g, I3 s 1yt quantities of interest for IRGNM in reduced and discrete form (cf.

(.13), (@.90))

1 fh, 157,1, Igf’h, Iff’h: quantities of interest for IRGNM in step k in reduced and discrete
form (cf. (4.14]), (4.59)), (4.91)))

q](fld, ulgld, uk, ’Uk, Uold, by Wi Vhs ulgld’h, uﬁ, wﬁ in Section cf. beginning of Section
73,05: cf. Theorem
k 8,k 8,k k k 8.k 8,k .
¢ =q" =qg and qj, = qp,, = an, =48, (cf. Assumption )
¢1, €, c3: constants used in Theorem [4.2]

¢y, c5: constants used in (4.50)), (4.51))
S, R general misfit and regularization terms (cf. beginning of Section |4.1.4))

D(R): domain of R (cf. (4.60))
D%(q,q): Bregman distance (cf. (4.61))

¢s: constant used in Theorem [4.4]

T, Ty topologies (cf. Assumption

F,g,gé,uT, T,L,K,P,M,Y,,: cf. beginning of Section
-l gxys cf.

o: penalty parameter, cf.
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Lk—vik—l: cf "

Crr,rd_,rl_ e of. (@102)

Ch’k_l’thk—l’Kh,k—hTz,k—lvri{,k—l: cf. (4.118), (4.119)

%k(q, u) objective functional for Generalized Gauss-Newton formulation (cf. (4.95])).

Il x —sy: operator norm (cf. Assumption 4.17)

(GGN): “Generalized Gauss-Newton”, the method proposed in Section (see also
Algorithm
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