Technische Universitdt Miinchen
Fakultat fiir Mathematik

Second Order Shape Optimization with
Geometric Constraints

Moritz Maximilian Keuthen

Vollstdndiger Abdruck der von der Fakultét fiir Mathematik der Technischen Universitét
Miinchen zur Erlangung des akademischen Grades eines

Doktors der Naturwissenschaften (Dr. rer. nat.)

genehmigten Dissertation.

Vorsitzender: Univ.—Prof. Dr. Boris Vexler

Priifer der Dissertation: 1. Univ.—Prof. Dr. Michael Ulbrich
Ao. Univ.—Prof. Dr. Wolfgang Ring
Karl-Franzens-Universitiat Graz, Osterreich
3. Univ.—Prof. Dr. Roland Herzog
Technische Universitdt Chemnitz

Die Dissertation wurde am 31.08.2015 bei der Technischen Universitat Miinchen eingereicht
und durch die Fakultat fiir Mathematik am 07.12.2015 angenommen.






Abstract

This thesis is devoted to the analysis of shape optimization problems which
are constrained by partial differential equations and subject to point-wise geometric
constraints. We rigorously develop and analyze suitable optimization methods, in
particular Newton-type strategies. Furthermore, we establish a close relation to
optimization on manifolds. For a class of elliptic model problems we investigate an
approximation of the Hessian via its operator symbol, and use it for preconditioning.
The second focus of this thesis are point-wise geometric constraints, and their
algorithmic treatment in function space. For a special class of constraints we extend
the theory of Moreau-Yosida regularization in the field of optimal control, and show
its applicability in shape optimization. A more general situation is addressed with a
specialized projected descent method. The proposed methods are applied to several
model problems and substantiated with numerical tests.

Zusammenfassung

Diese Arbeit beschéftigt sich mit der Analyse von Shape Optimierungsprob-
lemen, die durch partielle Differentialgleichungen sowie punktweise geometrische
Bedingungen restringiert sind. Wir entwickeln und analysieren geeignete Opti-
mierungsmethoden, insbesondere Newton-artige Verfahren. Eine enge Verbindung
zur Optimierung auf Mannigfaltigkeiten wird hergestellt. Des Weiteren untersuchen
wir eine Approximation der Hesse anhand ihres Operatorsymbols fiir eine Klasse von
elliptischen Modellproblemen, und verwenden sie als Vorkonditionierer.

Der zweite Fokus dieser Arbeit liegt auf punktweisen geometrischen Nebenbedingun-
gen und ihrer algorithmischen Behandlung im Funktionenraum. Wir erweitern die
Theorie der Moreau-Yosida Regularisierung im Bereich der Optimalsteuerung fiir
eine bestimmte Klasse von Nebenbedingungen, und zeigen ihre Anwendbarkeit in
der Shape Optimierung. Fiir eine allgemeinere Problemstellung verwenden wir ein
spezialisiertes projiziertes Abstiegsverfahren. Die vorgestellten Methoden werden auf
diverse Modellprobleme angewandt und durch numerische Tests untermauert.
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1. Introduction

The broad field of shape optimization treats optimization problems which involve an objective
functional depending on the ‘shape’ of some object. The extent to which the shape may
be modified ranges from problems depending only on a few shape parameters, to problems
where even the topology of the object is not specified a priori. While there is a rich literature
discussing abstract and academic topics in shape optimization, this field of research has also
been greatly influenced by many practical applications of shape optimization problems. For
example, in engineering one is often interested in finding the optimal shape of some device or
component. Usually, the function measuring optimality, i.e., the objective of the optimization
problem, does not only depend directly on the shape of the considered objects, but also on
the state of some shape-dependent physical quantities. These quantities might comprise the
temperature distribution in the object, a flow through, or around the object, a wave field
interacting with the object, its mechanical properties, or other shape-dependent variables. Two
generic examples of shape optimization problems, which have received a lot of attention, are the
drag minimization of some body traveling in a fluid, and the maximization of the mechanical
stiffness of some elastic device. Typically, mathematical models of such physical quantities are
based on partial differential equations. Another important aspect of shape optimization are
restrictions on the shape of the objects posed by additional constraints. These may specify
smoothness requirements, or global properties like the topology and the volume. We are
specifically interested in point-wise geometric constraints enforcing, for example, forbidden
regions. There are many more aspects of shape optimization one could highlight here. However,
already now it should become clear that giving a full account of this rich field of research is
beyond the scope of this thesis. Instead, we will focus on the two topics alluded to above.
For a more comprehensive exposition of the broad field of shape optimization we mention the
monographs [All02, All07, Ben95, DZ11, HM03, HP05, MPO01, Pir84, SZ92].

This work is devoted to the study of shape optimization problems governed by partial differential
equations (PDEs). In particular, we are motivated by situations which model a flow or waves.
In this context, we expect that a physical optimal solution will have some regularity, such that
the modeling assumptions are satisfied. For this reason, the shape optimization framework
presented in this thesis does not allow for degenerate solutions, micro structures, or similar
generalized solution concepts. We suppose furthermore, that the topology of the shapes under
consideration is given a-priori. Following the standard approach of shape calculus we consider
families of domains given as images of an initial domain with respect to at least Lipschitz
continuous transformations. At the beginning of Chapter 2 we summarize some aspects of
shape optimization and specify our setting in detail.

The high computational costs of PDE-constrained optimization motivate us to study in detail
the convergence properties of shape optimization algorithms. In particular, second order
methods, which offer the potential for fast local convergence, are of interest. However, shapes
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represent a particularly intricate field of optimization. This is due to the fact that, in general,
shape spaces are nonlinear. The situation rather resembles the setting of optimization on
manifolds. While this has been known for years, only recently one has begun to transfer
well established ideas from optimization on manifolds to shape optimization, cf., e.g., [RW12,
Frel2, Sch14]. However, so far these approaches have either been focussed on the Riemannian
manifold point of view, requiring a lot of smoothness, or they have been restricted to rather
formal considerations. We explore in Section 2.7 the connection between these two worlds in
the usual setting of shape calculus, i.e., using transformations which might only be Lipschitz
continuous. Still, we observe that many important concepts from optimization on manifolds
have natural counterparts in shape calculus. Some of these findings seem to be original. We
emphasize that there is a natural expression for the second covariant derivative. This concept
is used in optimization on manifolds in lieu of the second Eulerian derivative, which is usually
studied in shape optimization. Another important aspect in optimization on manifolds are
retractions, i.e., mappings from the tangent space in some point back to the manifold. In shape
optimization the tangent space consists of vector fields in a suitable Banach space. There
exist the competing concepts of transformations determined as flows of a vector field, or as
perturbations of the identity. We discuss the merits and drawbacks of these concepts from
the point of view of optimization on manifolds. In our opinion it is, at least in the context of
second order methods, preferable to work with perturbations of the identity in the role of a
retraction.

Based on those observations, we develop and analyze suitable algorithms. One possibility to
cope with the special challenges of shape optimization is to assume that the initial domain is
already close to a solution. In many practical applications this is a reasonable assumption, since
one is tasked to improve a previous, or expert design, which is already good. In that case, the
shape optimization problem may be reformulated on a fixed reference domain, and it suffices
to operate only in the unit ball of the corresponding tangent space. This well established
approach yields a nonlinear optimization problem in a Banach space setting, where standard
optimization techniques can be applied, cf. Section 2.12. In most of this thesis, we consider
such a setting, more precisely, we describe the admissible family of domains via perturbations
of a reference boundary. These are then related to transformations of the whole domain with
the help of suitable extension operators, e.g., via linear elasticity. If one wants to explore
a larger family of admissible domains, one has to address the manifold-like nature of shape
optimization. Inspired by linesearch methods along retractions, we develop a framework for a
globally convergent linesearch descent method in Section 2.8. To the best of our knowledge
such a rigorous and general analysis has not been presented before. It is related to the previous
approach by considering a sequence of functionals defined in the unit ball of the current tangent
space. It needs to be emphasized that, although our approach was motivated by optimization
methods on Riemannian manifolds, we do not require results from that area. In particular, we
do not require C*°-smoothness, as it is usually done for Riemannian manifolds. Indeed, our
results could be presented without any reference to optimization on manifolds. We feel however,
that this perspective greatly helps to understand the special challenges of shape optimization.
We further extend the available theory by discussing generalized Newton methods in this
framework, cf. Section 2.9. These new algorithms are demonstrated on a simple showcase
problem, cf. Section 2.10. Since they were developed only recently, and are still the subject of
ongoing research, we do not present more involved applications in this thesis.



Interestingly, the analysis of shape optimization methods in the continuous setting has not
received much attention so far. In contrast, there is a vast amount of literature concerned
with existence of solutions of shape optimization problems, cf., e.g., [AHO01, DZ11, HMO03|
and the references therein, as well as first and second order optimality conditions. For
instance, Eppler and Harbrecht discuss in a series of papers second order necessary and
sufficient conditions for shape optimization problems with smooth star-shaped domains, cf.,
e.g., [Epp00, EHS07, EH12]. In [EHSO07] the second order sufficient conditions are exploited
to obtain convergence of discrete solutions to a solution of the continuous problem. However,
an analysis of the proposed Newton method is not carried out. Regarding the topic of global
convergence of a general descent method we are aware of the paper [Hin05] by Hintermiiller. He
analyzes a linesearch descent method where the admissible transformations are given as the flow
maps of ‘sufficiently smooth’ vector fields in an appropriate Hilbert space. However, several
details are left unspecified. Usually, convergence of descent methods for shape optimization
is, if at all, treated on the discrete level, cf., e.g., [ABV13, HM03, HLAO08]. There are also
contributions which discuss convergence of Newton-type methods for particular applications,
cf., e.g., [Bur04, HR04, Hin07, Lau00]. However, conditions for fast local convergence are
not discussed. Solvability of the Newton equation is either assured by the addition of a
regularization term to the objective, or by a suitable modification of the unregularized Hessian.
In a recent work of Schulz [Sch14] a connection between shape optimization and optimization
on Riemannian manifolds is drawn. The author also studies the convergence of a Riemannian
Newton method. Unfortunately, his analysis borrows heavily from the theory of C°°-smooth
infinite dimensional manifolds, and is not directly applicable to less restrictive situations. In
[SSW14] an extension to a Lagrange-Newton approach for shape optimization with PDEs via
Riemmanian vector space bundles is described. Finally, we would like to mention the thesis of
Frey [Frel2]. It presents an interesting connection between state constrained optimal control
with PDEs and shape optimization which is motivated by the study of state constrained
optimal control of ordinary differential equations. Furthermore, very similar to our approach,
the author draws a connection between shape optimization and optimization on Riemannian
manifolds. However, most of his analysis is carried out on a formal level. In particular, he
does not discuss convergence properties of his developed algorithms.

Obtaining shape derivatives of functionals which depend on the solution of a shape dependent
PDE is a delicate issue. It usually plays a central role in publications from that field. Most
strategies fall either in the category of function space embedding methods or in the category
of function space parametrization methods, cf., e.g., [SZ92, DZ11]. We focus on the latter,
and show how shape derivatives can be obtained in a general, systematic way in Section 2.14.
Furthermore, we provide a convenient link to the proposed shape optimization methods. The
approach is exemplified for several model problems. In particular, we describe it in detail for
the example of potential flow pressure matching, see Chapter 3.

In PDE-constrained optimization it is prohibitive to assemble the full Hessian. Hence, matrix-
free solution strategies like the method of conjugate gradients have to be employed to solve the
Newton equation. The efficiency of these methods is highly dependent on the availability of good
preconditioners, i.e., approximations of the Hessian. In the context of shape optimization, the
Hessian is often characterized via its operator symbol, cf., e.g., [AT96, AV99, ESSI09, Sch10].
In Chapter 4 we derive exemplarily such an approximation using the symbol of the Hessian
for an application in potential flow pressure matching. The approximation can either be used
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instead of the Hessian in a Newton-type method, or as a preconditioner for the true Hessian.
We verify numerically the accuracy of the approximation. Our numerical experiments indicate
that this approach has the potential for significant savings in computational costs.

Besides the analysis of second order methods, the second focus of this thesis are point-wise
geometric constraints which restrict the admissible shapes to be located inside or outside some
given regions. We consider two quite different approaches to handle such situations.

In the special case where the free part of the boundary is required to be located inside
some convex set, the situation resembles an optimal control problem with control constraints.
However, due to the smoothness of the control, i.e., the transformations, similar problems as in
state constrained optimal control arise. Basically three approaches have been proposed in the
literature on state constraints to deal with the associated difficulties. Inexact primal-dual path
following techniques based on Moreau-Yosida regularization were first investigated in [IK03,
HKO06a, HK06b|, Lavrentiev regularization methods were proposed in [Tr605, MRT06, PTWO0§],
and barrier methods were studied in [Sch09, SG11, Krul4]. The Lavrentiev regularization
concept relaxes the state constraints to mixed control and state constraints, which feature
Lagrange multipliers with higher regularity. However, in our setting the smoothness of the
control causes the problems. The theory of barrier methods is only available for convex optimal
control problems. Since our optimization problem contains a highly nonlinear state equation,
we decide to follow the approach taken in [HK06a]. We published our findings in the context
of shape optimization in [KU15]. However, our analysis is applicable in the more general
framework of a nonlinear optimal control problem satisfying certain conditions. We present
our results in Chapter 5 in this general framework since it may be useful also in other settings,
cf., e.g., [BU15] for an application in seismic tomography. We introduce a Moreau-Yosida
type penalty term and study the properties of the solutions to the associated subproblems.
Facing a nonlinear problem we assume a strong second order condition to hold. We show local
Lipschitz continuity of the regularized solutions, and prove convergence rate estimates similar
to [HSW14]. The subproblems can be solved efficiently by a semismooth Newton method
[Ulb11]. We demonstrate the applicability of the developed theory to shape optimization
problems on the example of potential flow pressure matching.

We also consider more general geometric constraints in the form of some regions which should
be contained, or which should not be contained in the optimal domain. In contrast to the
Moreau-Yosida approach, we enforce the geometric constraints strictly, and propose a special
variant of a projected descent method in Section 2.13. Since projecting shapes is a delicate issue,
we instead project the search directions, i.e., the vector fields determining the transformations,
onto a suitable admissible subspace. This can be implemented efficiently, and ensures feasibility
of the generated iterates. However, in general, we can only expect to obtain a minimum with
respect to a subset of the admissible family of domains.

The proposed approaches of handling point-wise geometric constraints in shape optimization
are demonstrated further with the help of two model problems.

In Chapter 6 we consider the problem of minimizing the drag of a body traveling in a Stokes fluid.
We derive first and second order derivatives of the reduced objective. The drag minimization
problem is usually subject to constraints regarding the volume and the center of mass of the
immersed body. We treat those in an Augmented Lagrangian framework. For the arising



subproblems we apply a trust-region globalized Newton method. The search directions are
determined with the truncated conjugate gradients method. Subsequently, we add geometric
constraints to the problem setting, and employ the Moreau-Yosida path following strategy in
combination with a trust-region globalized semismooth Newton method.

Finally, in Chapter 7, we minimize the resonance of the harbor basin with respect to long range
ocean waves. For this we may modify the shape of the breakwaters which protect the harbor.
The simplified physical model is described by the Helmholtz equation. In this application
several geometric constraints appear naturally. We describe the varying domains with the level
set approach, and apply the proposed projected descent method. Furthermore, we experiment
with some heuristic extensions of our method. Note that this application and the employed
optimization strategy were already described in our paper [KK15].

A short conclusion and outlook is given in Chapter 8.






2. Aspects of shape optimization

In this chapter we lay the theoretical foundation of this thesis. Let us give a brief outline.

We introduce some notations and definitions which will be used throughout this thesis in the
first section. Sections 2.2-2.6 mainly summarize selected, well established concepts and results
in shape optimization. For readers which are familiar with the material it should suffice to
browse through these sections. As described briefly in Section 2.2, there are several possibilities
to construct a metric on certain families of sets. We focus on families of sets obtained as
transformations of an initial set 2, C RY. The admissible transformations are obtained as
perturbations of the identity. This is the standard setting of shape calculus. In Section 2.3 we
draw the connection to the wvelocity method, where the transformations are obtained as the
flow of some vector field. We proceed by treating continuity of shape functionals in Section 2.4
before deriving appropriate first and second order derivative concepts for shape functionals
in Section 2.5 and 2.6. Our presentation mainly follows the excellent treatment of general
shape optimization problems by Delfour and Zolésio in [DZ11]. For a more encompassing view
of shape optimization we refer to the monographs [Al102, All07, Ben95, HM03, HP05, MPO01,
Pir84, S792].

Sections 2.7-2.14 contain some of the core concepts of this thesis. In particular, we discuss
different shape optimization algorithms and their convergence properties. In Section 2.7
we introduce some notions from the theory of Riemannian manifolds, and show that these
have their natural counterparts in shape calculus. Inspired by this analogy, we translate
the concept of a linesearch method along retractions into a globally convergent linesearch
descent shape optimization algorithm in Section 2.8. We proceed by discussing a related
class of second order methods in Section 2.9. The developed algorithms work directly with
transformations of the whole domain, and are demonstrated on a simple showcase problem in
Section 2.10. Some alternative characterizations of shapes are summarized in Section 2.11. In
particular, we may describe shapes as transformations of a reference boundary or via the level
set method. In Section 2.12 we present the established framework of shape optimization in
terms of transformations of a reference boundary. Assuming that we start close to a solution,
we obtain an optimization problem in a Banach space framework, and can apply standard
techniques. We start our discussion of point-wise geometric constraints in Section 2.13, and
propose a special version of a projected descent method. Finally, Section 2.14 is devoted to
the special challenges of PDE-constrained shape optimization. Assuming the existence of a
design-to-state operator, we draw the connection to the developed methodology using the
function space parametrization approach.



2. Aspects of shape optimization

2.1. Some notations and definitions

Most of our notation should be standard in the field of shape optimization problems with PDEs.
Nevertheless, in this section we introduce some notations and recall some basic definitions.

e We denote the interior of a subset A C R? by int A and the closure by A.

e The complement of A in R%is A°:= {z € R? |z ¢ A} and the boundary of A is defined
by A := AN A°.

e We denote the power set of a nonempty set D by P(D) := {A| A C D}.

e (2 will usually be a bounded open subset of RY.

e For some normed space X we denote the unit ball in X around 0 € X with B~ (0,1).

e L(X,Y) denotes the space of bounded linear functionals from X to Y.

e The dual of X is denoted by X* := £L(X,R), and the dual pairing by (-, ->X*7X.

e Partial derivatives of an operator £: X x Y — Z are denoted by E,(z,y), E,(r,y), etc.

e Df denotes the (weak) Jacobian matrix of a function f: R? — R™.
o If f: R — R™ is a (pseudo-) time dependent function we usually write 9, f.

e Similarly if f: R x R? — R™ the partial (pseudo-) time derivative is denoted by
Ouf(t, ) == limg sTH(f(t+s,2) — f(t,z)) and Df(t,x) :== Df(t)(x) is the Jacobian
with respect to the spacial variable. Here and in the following we sometimes write, with
a slight abuse of notation, f(t) := f(t,-): R - R™ for t € R.

e The letters U, V, W will be reserved for vector fields mapping a domain 2 C Rd, or the
whole R? to R In contrast, u, v, w are vector fields mapping from some boundary to
d

R".

We adopt the usual definitions and terminology of spaces of continuous and continuously
differentiable functions, C(£2), C*(£2), k € IN, as well as the Lebesque spaces LP(£2),1 < p < oo,
and the Sobolev spaces Wk’p(_Q), 1 < k,p < oco. The space of all k-times continuously
differentiable functions with compact support in the open set {2 is denoted by C’f (£2). A
function which is bounded and uniformly continuous on {2 can be extended uniquely and
continuously to the closure £2. We write f € c* (£2) if all partial derivatives of a function f up
to order k are bounded and uniformly continuous on £2. If C* (£2) is endowed with the norm

1l ) = Oéﬁljékiggm f(2)]

we obtain a Banach space. In particular, this holds for Ck(@) C C*(RY). A function is
(k,1)-Holder continuous in 2 if k € N, [ € (0,1], and

Va,0 < |a| < k,Jeq > 0: Va,y e 2, |0°f(z) — 0“F(y)] < colz — " (2.1)



2.2. Metrics on families of sets

The space of (k,)-Holder continuous functions is denoted by C**(£2) and the corresponding
subset of the space C*(£2) by C*'(£2). Note that also

cFRY C cFRY). (2.2)
We obtain a Banach space if we endow C*'(£2) with the norm

||f||Ck’l(.Q) = max ( HfHCk(_Q) ’Oéﬁlo?fék Ca)v

where ¢, is the smallest constant provided by (2.1). Spaces of vector valued functions will be
denoted by LP(£2,R™), C*(£2,R™), etc. Finally (0,1)-Holder continuity is known as Lipschitz
continuity. Let us particularly emphasize the following identity.

Lemma 2.1. Let {2 be a bounded, open, path-connected, and Lipschitzian subset of RY. Then
there holds

Wk+1,00 (.Q) — Ck‘,l (ﬁ)

both algebraically and topologically for all integers k > 0.

Proof. We refer to Theorem 2.2.6 and the following Corollary in [DZ11]. O

Remark 2.2. In view of this result we denote by D f the weak derivative of f € C’O’l(ﬁ) for
suitable (2.

We call a set 2 C R? with 912 # () Lipschitzian if it is a oot epigraph and equi-Lipschitzian if
it is an equz’-CO’1 epigraph, see [DZ11, Definition 2.5.2 | for a precise definition. If 92 is compact
the notions coincide, cf. [DZ11, Theorem 2.5.3]. Furthermore a set {2 is equi-Lipschitzian if
and only if (2 satisfies the uniform cone condition. We refer to [DZ11, Section 2.6.4.1] for a
precise definition and the equivalence result.

Before we can start our discussion of shape optimization problems we need to answer the
question how one can quantify the difference of two sets. In other words, given two sets we
want to have a measure of the distance between those sets. This is the topic of the next section,
where we formalize the distance between two admissible sets in the notion of a metric.

2.2. Metrics on families of sets

In this section we give an overview of the construction of some metrics on certain families of
sets. We begin with the intuitive notion of deforming a fixed reference subset by a family of
transformations. This is the basis of the classical shape calculus.
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2.2.1. Images of a set

Apparently Micheletti [Mic72] was one of the first to introduce a complete metric topology on a
family of domains of class C* which she obtained as the images of Ck-diffeomorphisms of a fixed
open domain. In particular, she studied the quotient group with respect to reparametrizations
of the initial domain. She coined the term Courant metric for the quotient metric. The
following exposition is based on [DZ11, Chapter 3].

For a normed vector space ® of maps from R to R we consider the family of transformations
FO):={r:R* -5 R?|7=1d+ U, U € O, 7 bijective and 7+ — Id € ©}. (2.3)

Under suitable assumption on © one can show that the family F(0) together with the
composition (F o G)(z) := F(G(z)) for F,G € F(O) is a group. There exist several equivalent
right-invariant metrics on F(©). A metric d is right-invariant if d(F,G) = d(F o H,G o H) for
all H. One of these metrics is defined by

dp(ld,F):= _ inf 37 |F~Idlg+|F " —1d]e (24)
FeF@) "=

and extended to all F, G € F(0) via dr(F,G) := dx(Id,G o F~'). Completeness follows from
some additional requirements on ©. The family of images of a set (2, C R¢ associated with
F(O) is given by

Oo(£20) == {F(£20) | F € F(O)}. (2.5)

Note however, that two different transformations in F(®) might generate the same image
set. To obtain an isomorphism between the group of transformations F(©) and the family
of images Og(f2y) the quotient group F(0)/G(f2y) may be studied, where G(£2;) denotes the
subgroup of transformations which retain (2, i.e.,

G(£29) :={F € F(©) | F(§2) = £}

Given a subgroup G the equivalence class of F' in the quotient group /G is given by [F] := FogG.
The quotient metric is defined as the infimum of the distance between all members of two
equivalence classes

dg([F),[H)) := inf dp(FoG,HoG)= inf de(F,HoQ). (2.6)
G,Geg Geg

For the choice G = G(£2y) the quotient metric is called the Courant metric. We will not go into
the details here, but we point out that the following theorem applies also to other spaces not

considered in this thesis. Recall from (2.2) that C*(R?) € C*(R?) and C*'(RY) € C*(RY).

Theorem 2.3. [DZ11, Theorem 3.2.9] Let k > 0 and © be equal to Ck(@, Rd) or Ck’l(@, ]Rd).

(i) The group (F(®),dr) is a complete right-invariant metric space. For © equal to
Ck(IRd,]Rd) it is also a topological group.

10



2.2. Metrics on families of sets

(it) For any closed subgroup G of F(©), the function dg: F(©) x F(©) — R defined in (2.6)
is a right-invariant metric on F(0©)/G, and the space (F(©)/G,dg) is complete. The
topology induced by dg coincides with the quotient topology of F(©)/G.

(iii) If 2o C R* is nonempty and either closed or satisfies 2, = int 2, then G(£2y) is a closed
subgroup of F(©).

Remark 2.4. Murat and Simon [MS76] followed a similar approach in 1976. They studied

spaces which are equivalent to either C’kﬂ(ﬁ, R%) or C’k’l(ﬁ, R%), and constructed a metric
via the semimetric do(I, F) := |[F —Id||g + [|F~" — Id||e.

Obviously we have F(®) C Id + ©. For sufficiently small perturbations U € © of the identity
there holds also (Id + U) € F(©), and the map t — Id + tU defines a C'-path in F(©).

Theorem 2.5. [DZ11, Theorem 3.2.14 and 3.2.17] Let k > 0 and © be equal to Ckﬂ(ﬁ, R%)
or C*Y(RY,RY).

(i) The map U — 1d + U': BQ(O, 1) C ® — F(O) is well defined and continuous.

(ii) For all F € F(O) the tangent space to F(0) in F is given by ©.

Sketch of the proof. (i) The invertibility of Id 4+ U is obtained by showing that for every y € R
the map = +— y — U(x) has a fixed-point. The implicit function theorem is employed to show
that (Id+U) ™' —Id € ©. Via the estimate ||(Id + U) " —Id|lg < ¢ |Id + U) —Id||g = ¢ |U]lg
the continuity property is established.

(ii) Every tangent element to F(®) C Id 4+ © will be contained in ®. On the other hand, for
any U € © and F' € F(©), the map t — (Id + tU) o F' defines a continuous path in F(©) for
small ¢ > 0. In particular the tangent vector to this path is U. ]

Remark 2.6. Let us stress the importance of the second item in the above theorem. Knowledge
of the appropriate tangent space will be the key to defining derivatives of functionals which
depend on a shape. This sets the group F(©) apart from its quotient groups and other
groups of shapes. Although these may have desirable attributes, to the best of our knowledge
there is so far no rigorous characterization of their tangent spaces available. For the quotient
group F(©)/G(£2y) the natural conjecture is that the tangent space consists of all vector fields
which are normal to the boundary. This guess is based on the structure theorem of shape
optimization, see Theorem 2.78 or [DZ92, Theorem 3.2]. This conjecture is true in the case of
the Riemannian manifold given by the quotient group of all C°*-embeddings of the unit circle
in the plane, where the equivalence classes are specified by reparametrizations of the circle, cf.
[MMO6]. See also the discussion in [Frel2, Section 2.6.2].

Theorem 2.5 states in particular that (U,) — 0 in © implies dz(Id,Id + U,,) — 0. We also
have the opposite implication.

Lemma 2.7. Let k> 0 and © be equal to CkJrl(@, RY) or Ck’l(ﬁ, RY). For every sequence
(F,) C F(©) which satisfies dx(1d, F,,) — 0 for n — oo, it holds

| F,, —Id||g — 0.

11



2. Aspects of shape optimization

Proof. 1t suffices to show that there exists a constant ¢(®) > 0 such that, for any sequence
(F,) C F(©) with dz(Id, F},,) < ¢, <1 and €, — 0, we have the bound ||F,, —Id||g < £,¢(®).
Let such a sequence be given. For every n there exists a finite factorization F,, = F|'o---0o F);
such that

doIE = 1d]lg + I(F) ™ —1d]le < d(1d, F,) + &, < 2e,.
=1

The existence of a constant ¢(®) > 0 such that [|F, —Id||g < €,¢(®) is now provided by
[DZ11, Assumption 3.2.2]. Tt is satisfied for the considered spaces, see [DZ11, Sections 2.5,
2.6]. 0

Whereas transformations in F(C'(R%, R?)) conserve Lipschitz domains, this is in general not

true for F (CO’I(@, R%)), see [DZ11, Example 2.5.1]. Nevertheless, the next result shows that
the regularity is preserved for small Lipschitz transformations.

Lemma 2.8. [BFCLS97, Lemma 3] Let §2 C R? be a bounded Lipschitz domain. Then there
exists a constant 0 < c(£2) < 1 such that

7(£2) is a bounded Lipschitz domain for all 7 =1d + U,
satisfying U € © := 00,1(@, R%) and IUllg < c(£2).

Finally, we recall the following classical result of Necas, see also [MS76, Lemma 4.1].

Lemma 2.9. [Nec12, Section 2.5.1] Let 2 C R be a bounded open domain, 1 < p < oo, and
F e F(C"'(RYLRY)). Then

(i) f € LP(F(2)) & foF € LP(N).
(ii) f e WP(F(R)) < foF e WP (12).

(iii) f € WyP(F(R2)) & foF e WeP(£), if 1 <p < oo.

2.2.2. Other groups of sets and associated metrics

Considering only images of a fixed set {2, is convenient, but also quite restrictive. We give a
brief overview of alternative constructions. It is out of the scope of this thesis to cover these in
more detail. As already mentioned, the reason why we focus on Og(f2y) is that we know the
tangent space of F(©).

12



2.2. Metrics on families of sets

Metrics via characteristic functions

A much larger class of sets than the one considered in section Section 2.2.1 is the class of
Lebesgue measurable sets. They are identified with their characteristic function

(z) 1, ifx e,
XT) =
Xe 0, ifzd Q.

Generalizing the notion of the perimeter of a set provides us with a compactness result. We
summarize some results from [DZ11, Chapter 5], where this approach is treated in more
detail.

In this paragraph we consider a nonempty holdall D C R¢ which is measurable and bounded.
The space of characteristic functions on D is denoted by

X(D) :={xpn | 2 C D Lebesgue measurable} C L™ (D).
Define
AAB := (ANB)U(BN A, and xa4xp = [xa — XB| = Xaap-

If X(D) is endowed with the symmetric set difference A as multiplication, and the neutral
multiplicative element xp, then X' (D) is an Abelian group. One may introduce equivalence
classes of Lebesgue measurable sets, by identifying them with the LP-equivalence class of their
characteristic functions

[A] x4 € LP(D).

The function dy ,([A4s], [A1]) = |Ixa, — xa,l[7(p) defines a complete metric structure on
X (D), that makes it a topological Abelian group for 1 < p < oo, cf. [DZ11, Theorem 5.2.2].
The topologies induced by LP(D) on X (D) are all equivalent for 1 < p < oo, cf. [DZ11,
Theorem 5.2.3]. A sequence is said to be strongly convergent if it is strongly convergent in
LP(D) for some p € [1,00). One can approximate an arbitrary Lebesgue measurable subset of
R by a strongly convergent sequence of open C°-domains, see [DZ11, Theorem 5.3.1].

We extend now the notion of the perimeter of a set to X' (D) and state the announced com-
pactness property. Recall the space of (vectorial) bounded measures M 1(D, Rd) = C.(D, ]Rd)*,
and the space of functions of bounded variation BV (D) := {f € L'(D) | Vf € M (D,R")}

with the norm ]y o) = 17112y + 19511451 ety

Definition 2.10. Let {2 be a Lebesque measurable subset of R The perimeter of 2 with
respect to an open subset D of RY is given by

pD(Q) = ||VX~Q||M1(’D,]Rd)'

We set BX(D) :={ xn € X(D) | xo € BV(D)}. We say that a set {2 has finite perimeter if
X0 € BX(IRd). Sets of finite perimeter are also called Caccioppoli sets.
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2. Aspects of shape optimization

Theorem 2.11. [DZ11, Theorem 5.6.3] Assume that D is a bounded open domain in R with
a Lipschitzian boundary. Let {§2,,} be a sequence of measurable domains in D with uniformly
bounded perimeter pp(§2,)) < ¢ for some ¢ > 0. Then there exists a measurable set {2 C D and
a subsequence {§2,, }, such that

Xo = xo in LYD) as k — oo, and pp(2) < lign inf pp(§2,,) < c.
ng —00
. d
Moreover hmkﬁoo<Vxan,go)Ml(aRd),Cc(D’Rd) — <VX_Q,§0>M1(,D7R¢1)’CC(D’]RL1) Vo € C.(D,RY).

In particular the following family of sets has uniformly bounded perimeter.

Theorem 2.12. [DZ11, Theorem 5.6.11] Let D be a bounded open set in R with uniformly
Lipschitzian boundary. The family of characteristic functions of all Lebesque measurable subsets
of D which satisfy the uniform cone property [DZ11, Section 2.6.4.1] with the same constant
parameters is compact in L(D) for all p € [1,00).

Remark 2.13. (i) It is a standard technique in optimization to show the existence of an
optimal solution by combining compactness of the admissible set with lower semicontinuity
of the objective. The above results make it possible to apply this line of reasoning also
to shape optimization.

(ii) Let us stress, that in contrast to F(@), it is not at all clear what the tangent space to
the group X (D) is, see also [DZ11, Remark 5.2.3].

(iii) If one wants to guarantee the conditions of Theorem 2.12 one needs to impose strong
smoothness conditions on the admissible domain deformations. Instead, one often adds
a perimeter penalty to the objective functional to obtain the existence of a solution.

(iv) Shape calculus, and hence shape optimization, is usually based on the group F(0) and
not the group X (D). This is due to (ii). Hence there is a deplorable gap between the
standard analysis of existence of solutions, and the standard optimization framework
which tries to find those solutions. In most of this thesis we will not concern ourselves
with the question of existence of solutions. Instead, we suppose that solutions exist, and
focus on the question how to find one.

Metrics via the distance or oriented distance functions

One can also construct a metric on the family of all distance functions of subsets of D, where
the distance function from a point = to the set A C RY is given by

dA(-:L‘) — {innyA’y - JI’, A 7é ®7 (27)

+00, A=0.

This metric is equivalent to the Pompéiu-Hausdorff metric. We refer to [DZ11, Chapter 6] for
more details regarding this subject as well as the Hausdorff complementary metric.

14



2.3. Transformations generated by velocities

Another possibility is to study the oriented distance function from x € R% to A c R?

ba(z) == dy(z) — dye ().

The oriented distance functions are a fascinating subject to study. They are intrinsically
linked to various geometric properties of their associated set, like smoothness of the boundary,
convexity of the set, or the unit outward normal on the boundary of the set. Furthermore,
they can be used to construct a uniform metric topology on suitable equivalence classes of
sets. We will revisit the oriented distance function in Section 2.11.3. A thorough exposition
covering these and many more aspects can be found in [DZ11, Chapter 7].

2.3. Transformations generated by velocities

Recall that the tangent space of the group of transformations F(©) is given by ©, cf. The-
orem 2.5. We will now discuss a special class of transformations, which describe the flow
associated with some vector field over an artificial time interval [0, 1] with values in ©. This
approach is termed velocity or speed method, and goes back to Zolésio [Zol73, Zol79]. Besides
shape optimization, this approach finds a lot of applications in the wide field of imaging and
motion capturing. We refer to [Youl0] for an introduction to this point of view. The current
section is mainly based on [DZ11, Chapter 4], and there the reader may find also a more
detailed overview and further references.

2.3.1. The subgroup of flow maps

In this paragraph we assume that the tangent space is given by © = CO’I(E, ]Rd). We consider
velocity fields 7 : [0,1] x RY — R?, and writing ¥ (t) := ¥ (t,-) we define
1
oo = |, 17l dt, and

L'([0,1],0) := {7: [0,1] x RY — R? | 1711, < oo}

[0,1],0)
For a velocity field ¥ € L'([0,1],0) and every 2y € R? the differential equation
Op(t) = V' (t,2(t), (0) = o, (2.8)

has a unique solution denoted by zy(-;z9) in W'((0,1),RY) c C([0,1],RY), f. [DZ11,
Section 4.2.1] and [YoulO, Appendix C].

Definition 2.14. For 9 > 0 and ¥ € L'(]0,9],0) the flow or flow map Ty associated with
YV is given by

Ty: [0,0] x RT = RY, (¢, 20) = Ty (t, 1) 1= @y (£ ). (2.9)

Furthermore, we abbreviate Ty (t) := Ty (t,-) and define Uy (t) := Ty (t) — Id. For an au-
tonomous vector field ¥V (t,x) = V(x) we write Ty, .
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2. Aspects of shape optimization

Theorem 2.15. [DZ11, Theorem 4.2.1] The set
Go :={Ty(1) | ¥ € L'([0,1],0)}
is a subgroup of F(O©), and for every ¥ € Ll([O, 1],©) it holds

02221 1Ty ()lle < ||”//||L1([071]7®) exp (2 +2 HOI/HLl([Oyl],@)) . (2.10)

In particular, for allt € [0,1] and every ¥ € L'(]0,1],0), it holds Ty (t) € F(©), and the map
t— Ty(t): [0,1] = F(O) defines a continuous path in F(O).

Sketch of the proof. To show that Gg is closed under composition, i.e., Ty, (1) o Ty, (1) € Gg

one constructs a suitable concatenation of #; and ¥5 which is in Ll([O, 1],0). To realize that
each Ty (1) has an inverse in Gg one verifies that for ¥~ (t,x) :== —7#(1 — t, x) it holds

T, (1) = (Ty (1)) . (2.11)
Finally, one needs to check Gg C F(®). This is done via (2.10), which is obtained after some
estimations and exploiting the choice ® = C™*(R%, RY). O

Remark 2.16. (i) Note that Ty (et) = T,/ (t) for ¢ > 0 and all V € ©. In particular,
for any autonomous velocity field V € © and any T > 0 the associated flow satisfies
Ty(T) € F(O).

(ii) An attractive property of the flow map is the characterization (2.11), i.e., its inverse is

easily obtained by inverting the time and the direction of the associated velocity field.

One can construct a metric on Gg that is of geodesic type.

Theorem 2.17. [DZ11, Theorem 4.2.2] Let k > 0, and © be equal to Ck’l(@, Rd) or
CkH(IRd, le). Then the function dg_ : Go X Go — R, given by

dg. (14, Ty (1)) := inf{/ol 17 (1) di ' W e LN[0,1],0), Ty(1) = TW(1)}
dg,,(Ty (1), Ty (1)) := dg(1d, Ty (1) o Ty (1)),

defines a right-invariant metric on Gg.

Sketch of the proof. By construction dg, is non-negative, symmetric, and right-invariant. The
triangle inequality is verified by considering a suitable concatenation of velocity fields. Finally,
the identity of indiscernibles is checked with the help of Theorem 2.15. O

Unfortunately, the completeness of (Gg, dg@) and related questions are still open, we refer to
the discussion in [DZ11, Section 4.4.2].
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2.3. Transformations generated by velocities

2.3.2. Equivalence between transformations and velocities

There is a close connection between a velocity and its associated transformation. We summarize
here the results in the case of a region of interest () # D C RY. Of course this includes the
choice D = R?. We recall the following characterization of the closed and convex Clarke
tangent cone Cp(z) to D at x € D.

Definition 2.18. [Cla90, Theorem 2.4.5] A vector v € R? belongs to the Clarke tangent cone
Cp(z) at x € D if and only if, for every sequence (x,,) C D converging to x and every sequence
(t,) C (0,00) decreasing to 0, there exists a sequence (v,) C R" converging to v such that
, +t,v, €D for alln.

We require the following for a vector field ¥ : [0,9] x D — RY, ¢f. [DZ11, Section 4.5.1].

Assumption 2.1. There exists a 9 > 0 and a vector field ¥: [0,9] x D — R* such that
Vo eD, ¥(,x)eC([0,9),R?),

Jde > O,V.%', Y€ 5’ ”7/(,$) - 7(7 y)HC([O,l?],]Rd

vt € [0,9],Vz € D, ¥ (t,z) € {—Cp(x)NCp(x)}.

) §C|$_y|>

Recall the short notation #(t) := #(t,-). In particular, the above conditions imply that
¥ (-) € C([0,9],C(D,RY) for an open, bounded holdall P € R%. On the other hand we may
require the following for a transformation T': [0,9] x D — R%.

Assumption 2.2. There ezists a 9 > 0, and a map T: [0,9] x D — R? such that

Ve eD, T(-z)eC(0,9),RY

= 2.12

3oy > 0¥,y €D, T(,2) = T(0)l o1 g 0ty < 1l — . (212
vt € [0,9] the map Ty: D — D given by Ty(x) := T(t,x) is bijective, (2.13)
VieD, T '(.&) ecC(o,9],RY -

EI62 > O,Vi’,ﬂ € §7 HT71< 7‘%) - Tﬁl('?@)HC([O 9] Rd) < CQ“% - 9’7 ( . )

where we define T~ (t,%) =T} *(&).

We have the following equivalence result available.
Theorem 2.19. [DZ11, Theorems 4.5.1 and 4.5.2]

(i) If Assumption 2.1 is satisfied for ¥, then Assumption 2.2 holds for the flow map Ty
from Definition 2.14.
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2. Aspects of shape optimization

(ii) If Assumption 2.2 is satisfied for a map T, then the map
7 00,0] x D= RY, (t,2) = ¥ (t,2) 1= 0T (T, ' ()

satisfies Assumption 2.1. If additionally T(0,-) = Id, then the solution of (2.8) for that
V is given by T(-, xq).

(iii) Given a ¥ >0 and a map T': [0,9] x D — D, with T(0,-) = 1d, satisfying the conditions
(2.12) and (2.13), there exists a ) > 0 such that the conclusions of part (ii) hold on the
intervall [0, 9].

Sketch of the proof. (i) Existence and uniqueness of viable solutions of (2.8) is shown via a
special version of Nagumo’s theorem. Bijectivity is obtained by considering the reverse flowmap.
The condition (2.14) is then easily checked.

(i) The continuity properties of ¥ are verified directly using Assumption 2.2. The condition
Y (t,x) € {—Cp(x) N Cp(x)} is proven in two steps with an elemental € - § argument.

(iii) Choosing ¥ = min{d,1/(2¢])} one can verify (2.14) and hence apply (ii). O

Remark 2.20. (i) In particular, the flow map Ty (t): D — D is a homeomorphism which
maps interior points onto interior points and boundary points onto boundary points if
Assumption 2.1 is satisfied, cf. [DZ11, Remark 4.5.1].

(ii) The theorem can be extended to smoother mappings. In [DZ11, Section 4.4.3] this is
done for the choice D = R*.

2.4. Continuity of shape functionals

In this section we introduce a concept of continuity of a functional with regard to shape
changes. More precisely we introduce continuity with respect to the metric dz from (2.4). It
can be shown that notion is equivalent to continuity along velocity fields. Recall the group
of transformations F(©) from (2.3), and the corresponding images Og(2y) of a set {2 from
(2.5).

Definition 2.21. [DZ11, Definition 4.3.1] Let O # D C R® be given with © C P(D) and let B
be a topological space. It is common to call O the admissible family of sets. A shape functional
1S a map

i: O — B.
Note that a shape functional can not discern between to different members of the group
of transformations F(®) which describe the same set. To be more precise let 2, C R?,

2 € Og(£2y), and j: Og(£2)) — B be a shape functional into some topological space B. Then
for all F, H € F(©) with 2 = F(£2y) = H({2,) it holds

1(92) = §(F($2)) = j(H (820))
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2.4. Continuity of shape functionals

Remark 2.22. (i) This constancy of a shape functional with respect to the members of
an equivalence class of F(©)/G({2,) motivates the investigation of the quotient group.
It would be a very interesting and worthwhile endeavor to extend the analysis of this
chapter also to F(©)/G(f2,), but this is beyond the scope of this thesis.

(ii) In practice one usually has no problems when using F(©) in a derivative based opti-
mization algorithm since a linesearch along a descent direction will leave the current
equivalence class. The situation is more delicate when considering Newton’s method, as
the Hessian will always have a nontrivial kernel consisting of directions which do not
change the shape of the domain. We discuss this issue in more detail in Section 2.9.

One may define the continuity of a shape functional in quite general terms if one has a suitable
metric structure associated with 0. However, for the sake of brevity, we present only the
setting for F(©). This suffices for the purposes of this thesis.

Definition 2.23. Consider a nonempty set {2y C ]Rd, and let © be equal to Ckﬂ(ﬁ, ]Rd) or

C’k’l(@, ]Rd) for k> 0. A shape functional j: Og(§29) — B, mapping into some Banach space
B, is continuous at F' € F(©) with respect to dz, if for all € > 0 there exists a 6 > 0, such
that

VG € F(©), with dg(F,G) <4, it holds ||j(G(£2)) —i(F(£2))|z < €.

It may be easier to check the continuity only along velocity fields. The next result shows that
this is enough to guarantee continuity with regard to dr. Let a be a multiindex and 0“G be
the corresponding partial derivative of a function G: R? — RY. We define

Gy -G
Lip(G) := sup 1Gly) = Glw)] and Yk > 0: Lip,(G) := Z Lip(0“G).
y#x ’y - x’ || =K
Theorem 2.24. Let {2y be a nonempty, open subset of R¢ satisfying 02,\082, = 0, B

be a Banach space, and © = Ck’l(@, ]Rd) for some k > 0. Consider a shape functional
it Oe(£29) — B. Then j is continuous at Id for the metric dr if and only if

%%j(ﬂy(t, 20)) =i(f2),

for all ¥ € C([0, 9], Ck(ﬁ, RY)) satisfying the uniform Lipschitz condition Lipy (¥ (t)) < L
for some constant L > 0 independent of t € [0, 7).

Sketch of the proof. One can directly apply the proof of [DZ11, Theorem 4.6.3]. It is sufficient to
show the theorem for a real-valued shape functional. Otherwise one can work with the auxiliary
functional j(F') := [[j(F(£2)) —i(£2)| 3. If j is dz-continuous we can combine Theorem 2.19
and the inequality

dp(Ty (1),1d) < | Ty ()" = 1dlle + [T (t) — 1dllg

to obtain the claim. Conversely, given a sequence (F,) C F(© with dz(F,,Id) — 0, one
constructs a velocity ¥ satisfying Assumption 2.1 and again employs Theorem 2.19 to show
that j is d z-continuous. The velocity ¥ is obtained by considering a suitable interpolation of
the sequence F,. O
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2. Aspects of shape optimization

Remark 2.25. In [DZ11, Theorem 4.6.3] this result is shown for the Courant metric on

]-"(Ck’l(@, R%))/G(£2). A similar result applies for C’kﬂ(ﬁ, RY), cf. [DZ11, Theorem 4.6.2].
A set §2 satisfying the condition 92\082 = () is called crackfree.

2.5. First order derivatives

Following the presentation in [DZ11] we develop now the notions of shape semiderivatives and
derivatives. Compared to optimization problems posed in a linear vector spaces this is a more
delicate issue. One has to work with difference quotients along paths instead of the usual
directional derivatives. We consider here an admissible set of domains O C ’P(Rd). Most of the
concepts developed in this and the next section can be carried over to the setting O C P(D)
for some D C RY, cf., e.g., [DZ92].

Definition 2.26. [DZ11, Definition 9.3.2] Consider a shape functional j: O — R on some
admissible set O C P(R?).

(i) Let ¥V be a velocity field satisfying Assumption 2.1 with Ty (t,2) € O for all t € [0,).
The shape functional j has an Eulerian semiderivative at 2 € O in the direction ¥V if the
limit

. 1 .
exists. If V' (t,z) = V(x) is an autonomous velocity field we will also write dj(§2; V).

(ii) Let © C 00,1(@, R%) be a Banach space and O = Og(2) for some 2 C R*. The shape
functional j has o Hadamard semiderivative at {2 in the direction V € © if, for some
9> 0 and all ¥ € C°([0,9],0) satisfying ¥ (0) =V the limit

Ai(V) = lim 5 (T (6. 2) ~§(2)

exists, depends only on'V', and is independent of the choice of V' satisfying Assumption 2.1.
If the Hadamard semiderivative exists there holds obviously dgi(£2;V) = dj(£2; V).

(iii) Let © C Co’l(@, R%) be a Banach space and O = Og(£2) for some 2 C R*. The shape
functional j has a Hadamard derivative at 2 with respect to © if it has a Hadamard
semiderivative in every directions V € ©, and if the map

di(2;): 0@ =R, V—=dj(2;V)
is linear and continuous. The Hadamard derivative will be denoted by i'(2) € ©”.

Lemma 2.27. [DZ11, Theorem 9.3.1] Let © be a Banach subspace of CO’I(E, R%,j: 0O - R
be a shape functional, 2 C O and ¥ > 0. Suppose that the Eulerian semiderivative dj(£2; V)
exists for all ¥ € C([0,9],0), and the map

C([0,9],8) = R, ¥ —dj(2;7),

is continuous. Then the Hadamard semiderivative with respect to © exists at {2 for all

¥ € C([0,9],0) in the direction ¥ (0). Furthermore, it holds dj(£2; 7)) = dyi(§2; ¥(0)).

20



2.5. First order derivatives

Due to Theorem 2.24, Hadamard semidifferentiability is enough to obtain continuity with
respect to dx:

Corollary 2.28. Let k > 0, © be equal to Ck’l(ﬁ, IRd) or C’kﬂ(ﬁ, ]Rd), and let {2 be
nonempty, open, and satisfy 02\02 = 0. If a shape functional j: Og(2) — R is Hadamard
semidifferentiable at £2 for all V € ©, then it is continuous in Id with respect to dr.

Proof. The claim follows directly from the definition of Hadamard semidifferentiability and
Theorem 2.24. O

In [DZ11, Theorem 9.3.3] the assertion of Corollary 2.28 is formulated for the Courant metric.
Recall from Theorem 2.5 that the map U — Id + U : B®(0,1) — F(©) is well defined and
continuous. Hence we can relate a shape functional j: Og(f2)) — R locally to a functional
defined on the unit ball in the tangent space ©.

Definition 2.29. Let k > 0, © be equal to C'kﬂ(ﬁ, RY) or C’k’l(@, RY), and consider a
shape functional j: Og(§2) — R for some nonempty set 2 C RY. We abbreviate

Ty =1d4+U for U € O,
and define
io: B°(0,1) CO =R, jo(U):=j(ry(£2)).

If j is continuous in {2 for the metric d» on F(©), then jg is continuous in U = 0. For the
localized functional j;, we have the usual notions of Gateaux and Fréchet derivatives available

Definition 2.30. [DZ11, Definition 9.5.3] Let the conditions of Definition 2.29 be satisfied.

(i) The functional j is said to have a Gateaux semiderivative at U € B®(0, 1) in the
direction V € O if the following limit exists and is finite:

. N .
dig(U;V) == %1\1;% 7 (2U+tV) =jq(U)).
(i) The functional jg, is said to be Gateaux differentiable at U if it has a Gateaux semideriva-
tive in all directions V € ©, and the map
djoU;): @ =R, Ve=djpU;V)

is linear and continuous. This map will be denoted by j/Q(U) €O

(iii) If the functional j, is Gateauz differentiable at U and

- iU +V)=i(U) = (o), V)e e
IV]g—0 Vlle

=0,

then we speak of Fréchet differentiability of jo at U.
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2. Aspects of shape optimization

As usual, if j, is Gateaux differentiable and the map U + jp,(U) is continuous, then jq, is
Fréchet differentiable. Let us emphasize the following important connection between the
differentiability concepts of j and j,.

Theorem 2.31. [DZ11, Theorem 9.3.4] Let the conditions of Definition 2.29 be satisfied and
consider some U € B®(0,1).

(i) If j has a Hadamard semiderivative at 1;;(2) in the direction V o 1", then jo has a
Gateaur semiderivative at U in the direction V and it holds

dip(U; V) = dyi(ry(2);V o m;').
Conversely, if jo has a Gdteaux semiderivative at U in the direction V o1y, then j has a
Hadamard semiderivative at 7y;(§2) in the direction V.
(ii) If either dio(U;-) or dj(§2;-) is linear and continuous with respect to all V € © so is the
other, and for all V € O it holds
(0U), V) o= ('(w(2),Vorg e o
(' (10 (2)), V)@*,@ = (jo(U),V o 7'U>@*,@~

Sketch of the proof. Realizing that the respective differential quotients of dj,(U;V) and
dpi(m7(2); V o 751 are equal the claim follows. O

Remark 2.32. The element V o 7'1}1 € O corresponds to the parallel transport of V€ ©
from the tangent space at 2 € O to the tangent space at 77(£2) € O. We will discuss this
interpretation and its connection to the theory of manifolds in Section 2.7.

It is common to define the shape derivative as a vector distribution [DZ11, Definition 9.3.4].

Definition 2.33. Letj: O C P(RY) — R be a shape functional and 2 € O.
(i) The functional j is said to be shape differentiable at (2 if it is Hadamard differentiable
with respect to ©® = C°(R%, RY).
(ii) The map i (2) € C(RY,RY)* is called the shape derivative of j at £2.

(iii) If there exists some finite k > 0, such that i’ (£2) is continuous for the Cf(Rd, ]Rd)—topology,
then we say that the shape derivative is of order k.

Remark 2.34. (i) The Hadamard-Zolésio structure theorem (cf. [DZ11, Theorem 9.3.6])
shows that the support of the vector distribution i (2) € C2°(R%, R%)* is contained in
d12. Furthermore, the distribution is normal to 92N D in an appropriate sense. In
particular, assuming enough smoothness one may obtain a representation of the form

§'(2),V)g o = 8mgan ds,

where n denotes the unit exterior normal. In Section 2.9.2 we discuss the structure
theorem and its implications in more detail, in particular with regard to solvability of
the Newton equation.
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2.6. Second order derivatives

(ii) As we will see in Section 2.14 a shape functional which depends on a shape dependent
solution of a PDE can be conveniently related to j,. Hence, one can exploit Theorem 2.31
to obtain the shape derivative. Often the corresponding directional derivative has a
natural representation as a volume integral. If the boundary 92 is smooth enough, this
expression can be related via the Gauf} divergence theorem to a boundary representation
in accordance with the structure predicted by the Hadamard-Zolésio theorem.

(iii) If the boundary 942 is compact then there exist k, s > 0 such that j'(£2) is continuous for
the C’f(Rd, Rd)—topology and i'(12) € H_S(Rd,]Rd), cf. [DZ11, Remark 9.3.1].

(iv) The derivative j'(2) € C2°(R%, R%)* is often called the shape gradient. We think that the
terms derivative and gradient should be clearly separated. The derivative is an element
of the dual space of some vector space. In our terminology the gradient is the Riesz
representative of the derivative with respect to some scalar product. So if j/(Q) € H” for
some Hilbert space H the gradient Vj({2) with respect to the H-scalar product is given
by

(Vi(2),V)g = ('(R2),V)gr o, ¥V € H.

2.6. Second order derivatives

We begin this section by defining the Eulerian semiderivative of the shape derivative. This is
the traditional way of introducing second order derivatives of shape functionals. As was shown
by Delfour and Zolésio, under certain conditions, the second order Eulerian semiderivative
can be decomposed into a canonical symmetric part plus the shape derivative in some specific
direction. We call this symmetric part the shape Hessian. In Section 2.7 we will show that this
term corresponds to the second covariant derivative as it is known in the theory of manifolds.
Recall the notion of a flowmap 7' from Definition 2.14.

Definition 2.35. [DZ11, Definition 9.6.1] Let i: © C P(R%) = R be a shape functional and
2 € O. Consider velocity fields V' and W satisfying Assumption 2.1 for ¥ > 0. Suppose
that di(Ty (t, £2); Y (t)) exists for all t € [0,9]. We say that j has a second order Eulerian
semiderivative at 2 in the direction (¥, ') if the following limit exists

(@) = lim (AT (1, D)V (1) = di(257(0)). (2.15)

The definition is compatible with the second order expansion of the function f(t) :=j(Ty (¢, §2))
att=0. If ¥ =V and # = W are autonomous vector fields we write d*j(£2; V; W). Under
suitable conditions the second order Eulerian semiderivative depends only on #/(0), #(0), and
9,7(0). For convenience we introduce the following spaces. For integers m, k > 0, and some

¥ > 0, we choose either © = C’k’l(ﬁ, RY) or © = CkH(F, R?) and define the spaces

v"™* = c™([0,9],0), and " :=©. (2.16)
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2. Aspects of shape optimization

Clearly for any m, k > 0, every vector field ¥ € PR satisfies Assumption 2.1 for the choice
D = RY. The definition of * may seem superfluous, but allows us to conveniently express a
higher smoothness assumption. Note that in [DZ11, Section 9.3] the notations ¥, ¥* are
used in a slightly different context, since they allow for tangent spaces ® which are not Banach
spaces.

In analogy to Definition 2.26 we introduce the notion of twice Hadamard differentiability.

Definition 2.36. Let k > 0, © be equal to C’k’l(@, Rd) or Ckﬂ(ﬁ, IRd), and consider a
shape functional j: Og(§2y) — R for some nonempty set 2, C RY. Suppose furthermore that
the functional j is Hadamard differentiable with respect to ©.

(i) We say that the functional j has a second order Hadamard semiderivative at £2 € Og(?
in the direction (V,W) € © x O, if there exists a 9 > 0 such that for any V', W € pLF
satisfying ¥ (0) =V, #(0) = W, the second order Eulerian semiderivative d2j((2; VW)
exists and satisfies

(27 0) = di(2:0,7(0) = &5(2; V; W),
where we used again the notation 0;¥ (t)(x) = 0, (t,x). The second order Hadamard
semiderivative is denoted by d2j(Q; Vi, W).

(ii) We say that the functionalj is twice Hadamard differentiable at 2 € Og(£2y) with respect
to O, if it has a second order Hadamard semiderivative d2j((2; Vi, W) for all V,W € O,
and if the map

dzj(_Q;-;-): Ox0—R
1s bilinear and continuous.

As for first order derivatives we have a simple continuity condition available which implies
twice Hadamard differentiability.

Theorem 2.37. [DZ11, Theorem 9.6.2] Let k > 0, © be equal to C’k’l(@, RY) or C’kﬂ(ﬁ, RY),
and consider a shape functional j: Og(£2y) — R for some nonempty set 2y C RY. Suppose
that for £2 € Og(£2y) and ¥ >0

(i) the Bulerian semiderivative d*j($2; ;%) eists for all ¥ € V"* and W € V™,

(it) YW € V% vt € [0,9), the functional j is Hadamard differentiable with respect to © at
Ty (t,2) € Og(£%),

(iti) VYV € V¥, the map V°F = R, # — d%(2; Vi) is continuous.

Then we can decompose the second order Eulerian semiderivative for all ¥V € VY and
W e VO into

(27 W) = d%5(82; 7 (0); #(0)) + dj(£2;8,7(0)).

In particular, j has a second order Hadamard semiderivative de(Q; VW) for all V,W € ©.
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2.6. Second order derivatives

Sketch of the proof. The differential quotient (2.15) can be split into
1/ . L, .
(T (2, 2):7/(0) = di(27/(0))) + 4 (di(Ty (1, 2037/ (8)) = di(Ty (1, 2):7/(0))).

Combining conditions (i) and (iii) with a suitable auxiliary sequence of velocities (%)
satisfying d*j(£2; 7(0); #,,) = d*j(£2;7(0); #) one shows that the first term converges to
dfj((?; Y(0); #) = d*j(£2;7(0); #(0)). For the second term one considers the vector field

¥V (t) =1 (¥(t) — 7(0)). Exploiting the linearity of the Hadamard derivative one may then

show that the second term converges to dj({2;0,7(0)). The last assertion follows directly from
Definition 2.36. o

Remark 2.38. The term d*j(£2; ¥ (0); #/(0)) is in general not symmetric. The following result
tells us more about its structure.

Theorem 2.39. [DZ11, Theorem 9.6.5] Let k > 0, © be equal to Ck’l(@, ]Rd) or C’kﬂ(ﬁ, Rd),
and consider a shape functional j: Og(2y) — R for some nonempty set {2y C RY. Furthermore
let 2 € Og(82y), U € BG)(O, 1), and recall jg: B®(O, 1) = R from Definition 2.29.

(i) Given V,W € ©, assume that there exists a ¥ > 0 such that

Vt € [0,9] the deriative djo(U +tW; V) exists.

Then the second Gateaur semiderivative at U € BQ(O, 1)

1
2. Y- e i = A5 . 5 .
djo(U; Vi W) = }/{% p (dm(U + W V) = djp(U; V))

exists if and only if d%j(my(2): Vs #ay) exists for the velocity fields
Y (t) =V o (Id+ U +tW) ™, and #4y(t) := Wo (Id+ U + tW) L.
In this case it holds d*o(U; V; W) = d%(m(2): % Wiy

(ii) If U € ph+l and j is twice Hadamard differentiable at 1r;(§2) with respect to ©, then the
second derivatives of j and jq are related by

FigU; VW) = di(ry(2); Voo rg s Wo g ') — di(ry(2); D(V o) (W o)),
Fi(ry(2); V; W) = djo(U; Vo ms W o ) + dj (1 (2); DV W),

for all V € VL and W e ©. In particular, this implies that i, has a second order
Gateauz derivative at U with respect to phtL,

(iii) If V' € ‘Vl’kH, W o< ‘Vo’k, and j has a second order Hadamard semiderivative in the
direction (¥ (0), #°(0)), then

Ci( 15 W) = d*3(0;7(0); #(0)) + di($2; DV (0) #(0) + 0,7 (0)).
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2. Aspects of shape optimization

Sketch of the proof. (i) Due to Theorem 2.31 it holds dj(U+tW; V') = dj(ty 4w (£2); VOT[;}HW).
It can be easily verified, that 7,4y corresponds to the transformation given by the flowmap
Ty, (t) where #yy is defined above. Furthermore %y (t) = V o T(}}rtw. Hence it holds
dip(U + tW; V) = di(Ty,, (t, 7y(£2)); () and djo(U; V) = dj(ty(£2); %(0)). Thus the
differential quotients of d%j o(U;V; W) and d2j(TU(Q); Vs W) coincide

(U + W V) = dig(U; V) = 1 (4T (1,70 (92)); 5 (0) — di(42); % (0)))

In particular, if either deQ(U; VW) or d2j(TU(Q); Vi W) exists, so does the other and the
terms are equal.

(ii) Noting that 8,%(0) = —D(V o 7;;") (W o 7;") the assertion follows from (i) and the
definition of twice Hadamard differentiability since

&y (2); Vo [y Worpt) = di(7 (£2); %4(0); #ix (0))
= &*)(rp(2): Vs Way) — di(1:(92); 0,74,(0))
= d%io(U; Vs W) + di(7(2); D(V o i) (W o).

(#i) This is a direct consequence of (ii) and Definition 2.36. O

Analogously to Definition 2.33 a shape functional is called twice shape differentiable if the
second order Eulerian semiderivative is a vector distribution. We give the definition from [DZ11]
for completeness, but will usually work with Hadamard differentiability with respect to some
suitable Banach space ©.

Definition 2.40. [DZ11, Definition 9.6.2 (i)] Let j: © € P(R?) — R be a shape functional.
The functional j is called twice shape differentiable at 2 € O, if for all V,W € Cfo(]Rd, IRd)
the second order Eulerian semiderivative d2j(Q; Vi, W) exists, and if the mapping

CX(RLRY) x CX(RLRY) = R: (VW) = d%5(2,V; W)

is bilinear and continuous. If it is continuous for all V,W &€ Cf(Rd, Rd) for some finite k > 0,
then d2j(!2; ;) is of order k.

Remark 2.41. (i) The associated distribution in (C2°(R%, R?) x C°(RY, R%))* is usually
termed the shape Hessian, cf. [DZ11, Definition 9.6.2 (ii)]. We will use this term in
a slightly different context, since we know from Theorem 2.39, that d2j((2; VW) is
in general not symmetrical. We are inspired by the theory of second derivatives on
manifolds, cf. Section 2.7.

(ii) There is an analogue of the structure theorem for the second shape derivative. It
states that the support of the associated distribution is a subset of 92 x 92 and the
distribution is normal to the boundary in an appropriate sense. Compare Theorem 2.79
in Section 2.9.2.

(iii) If the boundary of 2 is smooth enough, one can again derive a boundary representation
of the second shape derivative, cf. [DZ11, Theorem 9.6.4]. We will not pursue this
further.
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2.6. Second order derivatives

Definition 2.42. Let the conditions of Definition 2.40 be satisfied. We define the shape
Hessian of j at 2 € O as

Vi(2): C2(RYRY) x CXRYRY) — R, VZ(Q)[V, W] = d%j(2; V; W) — di(2; DVW).

Obviously this definition is motivated by Theorem 2.39. The next result shows that we can
expect symmetry of the shape Hessian.

Corollary 2.43. Let k > 0, © be equal to C’“l(ﬁ, ]Rd) or Ckﬂ(@, Rd), and consider a
shape functional j: Og(£29) — R for some nonempty set 2, C RY. Suppose that j is twice
Hadamard differentiable with respect to © at 2 € Og(£2y). Then

V() [V, W] = d%iq(0; V; W)

for all V € V" and W € ©. In particular, the shape Hessian is symmetric if jp, is twice
Fréchet differentiable at 0 with respect to Pt

Proof. The identity follows directly from Theorem 2.39 and the definition of v j. Symmetry
of the second Fréchet derivative for real-valued functionals is well known. O

It is common in the theory of Riemannian manifolds to define the Riemannian Hessian as
the linear mapping from the tangent space into itself which is obtained if the Riemannian
connection is applied to the Riemannian gradient. Here the Riemannian gradient is the
Riesz representative of the derivative with respect to the Riemannian metric. We explain
these notions in Section 2.7. In [Sch14] such a construction was used in the context of shape
optimization and called the Riemannian shape Hessian. He considered the manifold of all
equivalence classes of C°°-embeddings of the unit circle into the plane IRQ, where the equivalence
relation is defined by the set of all C*°-reparametrizations of the unit circle. However, it needs
to be emphasized that this construction works only if a Riemannian metric and the associated
Riemannian connection are available. On infinite dimensional manifolds the choice of a suitable
Riemannian metric is a delicate issue, cf. [BBM14, Micl5]. A more general construction is the
second covariant derivative. We will see in the next section that it corresponds to our choice
of the shape Hessian. Although we use the theory of Riemannian manifolds to motivate this
choice, it is not necessary for its definition, and this term has already been used for practical
computations by many authors, see for example [NR95].

In practice, at least in the context of PDE-constrained optimization, it is usually prohibitive
to compute the whole Hessian V2j. Rather one is interested in evaluating V v? ilv,], eg.,
during an iterative solution strategy for Newton’s equation. Thus, we also introduce the map

in(U) € L(©,0):  (ip(U)V,W)g g =d’ig(U;W;V) forall V,IW €O, (2.17)

which is self-adjoint if jg, is twice Fréchet differentiable.
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2. Aspects of shape optimization

2.7. Relation to Riemannian manifolds

We will discuss now the connection between shape optimization on F(®) and the theory
of optimization on Riemannian manifolds. We refer to the monograph [AMSO08] for a nice
introduction to optimization on finite dimensional manifolds, and to [RW12, Sch14] for opti-
mization on infinite dimensional manifolds and applications to shape spaces. The theory of
infinite dimensional shape spaces as Riemannian manifolds is intricate, we refer to the surveys
[BBM14, Micl5] and the references therein.

Despite the fact that F(©) is not a Riemannian manifold in the traditional sense (in particular
it is not C*°-smooth), we will introduce now some notions from the theory of optimization on
manifolds, and discuss their connection to the usual terminology of shape optimization. Of
course, we are not the first to note the correlation between shape optimization and Riemannian
manifolds, for example there are several such remarks in [DZ11], and the paper [Schl4] is
based on this insight. However, to the best of our knowledge, the thesis of Frey [Frel2] is
so far the only work which translates the setting of Riemannian manifolds directly into the
theory of shape optimization. Unfortunately, many considerations are only carried out on a
formal level. Furthermore, we believe that some notions should be interpreted from a slightly
different perspective. Hence, while the general ideas presented in [Frel2| are very similar to
our presentation here, we emphasize that several details differ. In particular, his notion of a
retraction in shape optimization deviates from our interpretation.

For convenience we will first recall some traditional concepts of optimization on manifolds
before drawing the connection to shape optimization. We will mainly follow [AMS08, RW12]
and summarize only some important ideas. A more comprehensive introduction to infinite
dimensional Riemannian geometry is given, for instance, in [Klill].

Brief introduction to Riemannian manifolds

We denote with M a geodesically complete Riemannian manifold which is locally homeomorphic
to some separable Hilbert space, cf. [Klill, Section 1.1]. The vector space of all smooth
real-valued functions on M is denoted by C*(M). A curve in M is a smooth mapping
v: Rt y(t) e M.

Definition 2.44. (i) A tangent vector &, to the manifold M at a point x € M is a linear
operator £,: O (M) — R such that there exists a curve v: [0,1] — M with v(ty) = =,
ty € (0,1), satisfying

Ef =F(to)f =0, (for)(ty) VfeCTM).
For a tangent vector &, there exist infinitely many curves satisfying &, = §(tg).
(i) The set of all tangent vectors &, is called the tangent space T, M to M at x € M.
(iii) The set of all tangent vectors to M is called the tangent bundle

TM:= UxEMTxM

to M. It can be shown that T M is again a manifold.
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2.7. Relation to Riemannian manifolds

(iv) A vector field £ is a smooth mapping from M to the tangent bundle T M that assigns to
each point x € M a tangent vector &, € T, M. We introduce the vector field f& + gC as

forallz € M, f,g € C(M), and vector fields £, (. The set of smooth vector fields will
be denoted by X(M).

For every x € M the tangent space T, M is a vector space. Since we are dealing with a
Riemannian manifold, it can be equipped with an inner product

9o () TLM X T, M — R

This inner product is called the Riemannian metric, and varies smoothly with z. It induces
a norm on T, M, which is denoted by ||-||,. Given two vector fields &, { € X(M) the map
g(&,¢) x> g,(&,,¢,) is an element of C°°(M). One can now define the length of a curve
and geodesics, i.e., shortest curves connecting two given points on M, but since we will not use
these concepts we omit them here for brevity. Let us only point out that in infinite dimensions
the choice of a suitable Riemannian metric is delicate. There are examples where the geodesic
distance vanishes for distinct points on M, i.e., the geodesic distance is not point separating,
cf. [BBM14, Micl5] and the references cited therein.

The dual space T, M of T, M is called the cotangent space of M at x, its elements are the
covectors. A smooth map = + u, € T, M is called a covector field, and for a vector field
€ € X(M) the function @ — ({11, ) x(my* x(Mm))e = (Has Ead pa" 7, a4 1S an element of C*(M).
The differential of a function f € C°°(M) defined by

@) € LIOMR), (F@) &0 ap mpg = & (@) VE € (M)

is a covector. More generally, the differential of a smooth map F': M — N between manifolds
at x € M is a linear map, cf. [AMSO08, Section 3.5.6]

F'(z) € LM, TryN),  (F'(@)[&])f(F(2)) = &(f o F)(z) ¥feCTWN).

Let us now generalize the notion of the directional derivative of a vector field.
Definition 2.45. (i) An affine connection ¥ on a manifold M is an operator
Vi X(M) x X(M) = X(M), (n,€) = V,&,
satisfying

vfn+g(§:fvn€+ng£ VnaCafo(M) and fagECOO(M)a
v, (al+b0) =aV,E+bV:( v, (& € X(M) and a,b € R,

v, (f)=mfE+ VY, € Vn, & € X(M) and f € CT(M).

(ii) For two wvector fields £,m € X(M) the Lie bracket [£,n] € X(M) is a vector field
characterized by

(&l f ==E&mf) —n(&f) VfeCT(M).
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2. Aspects of shape optimization

(iii) The affine connection which satisfies

[5777] = VUZ—Vn§ V&UG%(M% (218)
ng(&¢) =g(v,&¢) +9(£,7,¢) VE,n, ¢ € X(M), (2.19)

is called the Levi-Civita connection or Riemannian connection and will be denoted by V.

Remark 2.46. We summarize: an affine connection is C°°(M)-linear in 7, R-linear in
&, and satisfies Leibniz’ law, i.e., the product rule. The Riemannian connection has the
additional properties of symmetry (2.18), also called absence of torsion, and preservation of
the Riemannian metric (2.19).

To introduce second order derivatives on manifolds one needs to be able to transport a tangent
vector &, from the tangent space T, M into some other tangent space T, M. In particular one
is interested in parallel transport. The specific parallel transport along a curve v: [0, 1] — M
depends on the chosen affine connection, and is the solution &(t) € T’ ;)M of the initial value
problem

Vi &(t) =0, &(0) =& € T, oM. (2.20)

If two vectors are transported parallel with respect to the Riemannian connection along a
curve 7 the inner product g, (§(t),((t)) is constant.

Finally, we want to be able to move on M from a point x € M in a direction &, € T, M. This
is achieved via retractions.

Definition 2.47. A retraction is a smooth mapping R,: T, M — M, satisfying R,(0) = x and
R.(0) = id,. Here id, denotes the identity mapping on TyM, and Riy(&,): Ty M — TR, ()M
is the differential of R.

For any x € M and &, € T, M the map R > t — R, (t§,) € M defines a smooth curve. We
can use a retraction to obtain the pullback fx := foR, of a function f € C*(M) onto the
tangent space 1, M. Note that f; is defined on a standard vector space, and the usual concepts
of derivatives, etc. can be used. In particular, by the chain rule it holds that

f2(0) = f'().

We speak of a second order retraction if the zero initial acceleration condition

Vi, e, Roltés)|,_ =0, V& € TpM (2.21)

t=0
is satisfied. It will become clear in a moment why second order retractions are of interest.

On Riemannian manifolds it is common to define the Riemannian gradient of a function
f € C°°(M) as the Riesz representative of the differential f" with respect to the Riemannian
metric, i.e.,

9z (gradf(x)vfx) = <f/(x)7£x>T;M’TxMa V€, € TyM and x € M.
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2.7. Relation to Riemannian manifolds

The Riemannian Hessian of a function f € C°°(M) is then defined by
Hess f(z) € L(T,M, T, M), Hess f(x)[;] := V¢ _grad f(x).
The Riemannian Hessian is symmetric with respect to g(-,-), and it holds

g(Hess f[¢],m) = Ef) — (Ven) f.

It needs to be emphasized, that this construction works only, if a Riemannian metric, and the
associated Riemannian connection are available. A more general construction is the second
covariant derivative, cf. [AMS08, Section 5.6], which only requires an affine connection. It is a
generalization of the second Fréchet derivative. Consider a functional f € C°°(M). Recall
that the map x — <f’(x),§x>TxM*7T$M = &, f(z) is an element of C°°(M). We introduce for
its differential the short notation z +— (£f),, € Ta M. The covariant derivative of the covector
f'(x) € Ty M in the direction &, € T, M is again a covector denoted by Ve f e TAM, and
defined for all n € X(M) via

(ng (), 77:)3>T;M7T$M = (€ ‘£x>T;M,TmM - <f/($)7 Ve, 77x>T;M,TwM-

The second covariant derivative of f at x € M is then defined by

v2 f(l’) Ta:M X TxM — Ra V2 f(x)[gxanx] = <'£I fl($)777$>T;M,TIM‘ (222)

For any second order retraction R it holds for all x € M
v2 f(z) = (f oR,)"(0), (2.23)

where (foR,)"(0) is the second Fréchet derivative of foR,: T,M — Rat 0 € T,M. If zis a
critical point of f, i.e., f'(z) = 0 then the above identity holds for any retraction R. Finally, if
we have a Riemannian metric available, and ¥ is the Riemann connection, then there holds

iQf(l’)[fx, 77;16] =Yz (Hessf@)[{x], nac) :

Translation to shape optimization

We will now introduce some concepts in the framework of shape optimization which are inspired
by their counterparts from Riemannian manifolds. However, the situation is a little bit more
complicated, since we have on the one hand the group F(©) where we know the tangent space,
and on the other hand the group Og(f2y) on which shape functionals are defined. We work in
the following always with the tangent space © of mappings from R to R?. Since the images
of a domain {2 are uniquely determined by the restrictions (F' — Id)|o for some F' € F(O) it
would be interesting to see whether one could also work with ‘local’ tangent spaces BOg. We
leave this question for future research.

We consider the following setting.

Assumption 2.3. It holds k > 0, © is equal to C*T'(R%L RY) or O (RERY), and 2, ¢ R?
is a nonempty, bounded set that is either closed or satisfies 2y = int ). It holds O = Og(§2).
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2. Aspects of shape optimization

Due to Theorem 2.5 we know that we can identify the tangent space @ to F(©) at some
F € F(©) with ©. Still we often prefer to make the dependence on the point F' explicit. Recall
the definition of L'([0,1],®) in Section 2.3.1. Given some path [0,1] 3 ¢ — F(t) =: F, € F(0),
a velocity field ¥ € Ll([O, 1],0) with 7 (t) € O, will be our notion of a tangent vector field
along F;. More generally, we want to characterize the smoothness of a tangent vector field
defined on the tangent bundle of F(®). Recall the definition of the spaces Y™ from (2.16),
and that @ = 9",

Definition 2.48. Let Assumption 2.3 be satisfied. We call a map
7/:J:<®)9F'_>%F€@F

a tangent vector field. A tangent vector field ¥ is said to be (m,k)-smooth if, for any path
[0,9] 2t — F, € F(O) such that the map t — O,F} is in Y™k the mapping t — Vg, 1 also
in Y™ Furthermore, given shape functionals f,g: Og(£2y) — R, and tangent vector fields
V., W, we define a new tangent vector field by

(fV + g )p = F(F($20)Vr + [(F($2)#p  for all F € F(©).

Given a tangent vector V € O for some F' there are many possibilities to define the vector
transport of V along a path F, with F = F. One of them is to define

Y (t):=VoFyoF " (2.24)

Here and in the following ‘o’ always denotes the composition of two mappings from R? to RY.
This choice is motivated by Theorem 2.31. Our definition of an inner product gz (-,-) on the
tangent spaces O is closely related to (2.24).

Definition 2.49. Let Assumption 2.3 be satisfied. For any F € F(©) we define the inner
product

gp(+) 1 @p x Op =+ R, (V,W) 5 gp(V.W) i= (Vo F,W o F) 2 o

Remark 2.50. Note that the norm induced by g (-,-) is weaker than ||-||g. In fact, the choice

of the LZ(QO, Rd)—scalar product is a bit arbitrary. In the following we will only use the fact
that it is a bounded bilinear form for all F' € F(©) and V,W € ©.

Lemma 2.51. Let Assumption 2.3 be satisfied and let Fy: [0,1] — F(©) be a path in F(O).
Consider two tangent vector fields V o Fyyo Ft_l, WoF,o Ft_l transported along the path, where
V.W € Op,. Then we have the identity

vie0,1: g (V oFyo Fy\,WoF,o F;l) = gp, (V,W).
Proof. This is satisfied by the definition of g (-, -). O

We will now show that the inner product of two smooth tangent vector fields along a smooth
path F; varies smoothly.
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Lemma 2.52. Let Assumption 2.3 be satisfied and let Fy: [0, 1] — F(©) be a path in F(O) such
that t — O F; € bt Then, for any (1,1) tangent vector fields ¥, W there exists V', W € gl
such that ¥ (t) = Vg, and W (t) = #,. Furthermore, the map

0,115t g, (Y, #5,) = 95, (V0,7 (1)) € R

is continuously differentiable for all t € (0,1).

Proof. The first assertion is true by the definition of a (1,1) tangent vector field. Now consider

o7, (70,7 (1) = (P o . W ()0 F) 2y -

For every 2 € R? the derivative of t — ¥ (t) o F, = ¥ (t, F,(x)) is given by

atdi(t, Ft(l')) + D”y’v(t, Ft(x))atFt(x)
An analogous computation holds for . Hence the derivative of gp, (”1? (1), “fi(t)) is given by

(07 (t) 0 Fy + (DY () 0 F)O,F,, W (1) o F t)L2(~Qo:Rd) (2.25)

+ (7)o B, 007 (6) 0 Fy - (DI (1) 0 F)OF) 12,

Due to our assumptions on F, ¥, and # this expression is continuous with respect to t. [

We now present our choice of a connection. We begin with an extension of the Eulerian
semiderivative to tangent vector fields. Recall the notion of the flow map Ty;(¢) from Defini-
tion 2.14.

Lemma 2.53. Let Assumption 2.3 be satisfied and m,k > 0. Consider a (m + 1,k) tangent
vector field # . Then the Eulerian semiderivative of #  at F € F(0) in the direction U € ©
given by

1
AW (F;U) = E{% S (WTU(S)OF - WF)

exists, and satisfies d# (F;U) € ©.

Proof. The path s — G, := Ty;(s) o F satisfies 0,G, = Uo F' € © for all s, hence s — 9,G, is in

v>*  Thus, by the definition of a (m+1, k) tangent vector field the map t — # (t) := W, (s)oF
m-+1,k

is in V . In particular, it holds

AW (F;U) = lim = (7 (s) - #(0)) = 0,47 (0) € ©.

sN\0 8

33



2. Aspects of shape optimization

Definition 2.54. Let Assumption 2.3 be satisfied and m,k > 0. Given two (m + 1,k + 1)
tangent vector fields V', W , we define

(Y W) =dW(F;Vp) + DWpVp, for F e F(O).

In particular, it holds that (V¥ %), € ©.

Theorem 2.55. Let Assumption 2.3 be satisfied and %,V , W be (m + 1,k + 1) vector fields,
m,k > 0. Then the following properties hold for all F € F(©), a,b € R, and sufficiently
smooth shape functionals f,g: Og(£2)) — R.

(4) (Yo W) p = F(EW2) (Y9 W)
(i) (Yo (¥ + 0 ))p=a(Yo V)p +0(Yu W )p
(i) (Yo (JW))p = df(F($20); Vp)Wp + F(F(20)) (Y9 V)

If additionally dW (F;U + V) =dW (F;U) +d# (F;V), then we have also
(i) (Yrvrgu W) p = FFW) (Y W) p + 9(F(120)) (Yo V) p

i.e., ¥ corresponds to an affine connection.

Proof. (i) If f = f(F(£2y)) € R is zero then the equality is trivially satisfied. Hence, suppose
f # 0. Recall that T,y (t) = T/ (et) for € > 0, and define Ty, (—t) = T_y/(¢). Then

o1
W (F; f7/F) = h{‘n (WT— (s)oF — WF) = R‘% S <WT~VF(fs)oF - WF)
1 ~
= Flim = (Fa,, goor ~ Vi) = FaW (8 ),

hence the first assertion follows. Property (i*) is now implied by the stipulated linearity
of dW (F;-).

(ii) The second claim is satisfied since d(a? + b# )(F;U) = a(d¥ (F;U)) + b(d# (F;U)).

(iii) We now verify that
d(fP)E;U) = df(F($2); U)W p + f(F(20))dW (F;U),
which implies the third assertion. Recall that (f#)r = f(F(f29))#%. Hence
AHF:U) =l < (£(Ty(s) 0 )20 Hi, er — FF(20))77)

= lim & ((F(Tu(s) 0 F)(R0)) — FE(0)) Wiyiopor + FE(S20)) (Fay(opor — 7))
= df(F(20); U)W + f(F($20))d# (F; U).
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Remark 2.56. For the choice #y =W o F ~1 it holds

AW (F;U) = 0, (Wo F ' oTy(s)™")
= D(W o F~ ) (-U),

— (D(W oF Ho TU(S)fl) 9Ty (s) ™"

s=0 s=0

and hence indeed d# (F;U + V) =d# (F;U) + d# (F;V), as required for (i").

In an appropriate sense the connection is also symmetric. To formulate this we first need to
make sense of the second Eulerian semiderivative of a shape functional with respect to tangent
vector fields ¥, # : F(©) — ©. Recall the usual definition in shape optimization from (2.15)
and its characterization in Theorem 2.39. We obtain a compatible expression by defining for
some F € F(©®) the vector field ¥ € V¥ by 7 (t) = “//TWF (t)oF» and setting

EF(F(Q); VW) = d f(F(2); Vs W)

= lim 5 (4(Ty, (1, F(20)): 7(0) — dF(F(20): 7(0).

Note that d¥ (F; #) = 0,7(0), hence we obtain from Theorem 2.39 for a shape functional f
which is twice Hadamard differentiable that

& [(F(Q0); V) = & iy (0: Ve W) + df (F; DYl + dV (F: V). (2.26)
We obtain now immediately the following symmetry result.

Theorem 2.57. Let the conditions of Theorem 2.55 be satisfied. For any shape functional
f: Og(£2y) — R which is twice Hadamard differentiable with respect to ©, and has the property
that fr(o,) is twice Fréchet differentiable at 0, it holds

df (F(20); (Y W) p = (Vo V) ) = & F(F(Q); W5 V) — & f(F(20); Vs W),

i.e., the connection is symmetric.

Proof. This follows directly from the characterization (2.26), the symmetry of the second
Fréchet derivative, and the linearity of the derivative d f(F’;-). O

Finally, we show that our notions of a scalar product and a connection fit together.

Theorem 2.58. Let the conditions of Theorem 2.55 be satisfied and consider the functional
P: F(O) - R

O(F) = gr(Vr, #F), for F € F(O).
Then it holds for the Eulerian derivative of ¢ at F € F(©) in the direction U = Ur € O that
dY(F;Ur) = gr(Ya V) p  V7) + 9 (Ve (Ya W )E)

i.e., ¥ corresponds to the Levi Cevita connection for the metric gg(-,-).
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2. Aspects of shape optimization

Proof. The Eulerian derivative of ¢ at F' € F(©) in the direction U € O is given by

dy(F;U) = 0y (Ty (t) o F)|—o-

Note that Ty (t) o F' is a path satisfying the conditions of Lemma 2.52. Furthermore, it holds
Ty (0)o F = F, and 9,1;(0) o F = U o F. Hence, we obtain from (2.25) that

dy(F;U) =0pp(Ty (t) o F)li=o
= (d¥(F;U) OF—|—(D/'I/FOF)UOF,WFOF>L2(QO,Rd)
+ (VpoF,dW (F;U)o F' + (D#poF)UoF), »
=9r(Yu V) WE) + 9 (Ve (Y W) e) -

(20,R%)

O

While these findings are already of interest by themselves, we would like to emphasize especially
the following observation. Comparing our notion of the shape Hessian from Definition 2.42,
with the second covariant derivative (2.22), as it is known from the theory of manifolds, we
realize that they are the same for our choice of a connection.

ViV W] = (Vo (2), W)er o = di(2: W3 V) = di($2: Yoy W) = V5(2)[V, W],
We would also like to stress the identity
VARV, W] = d*ig(0: VW)
from Corollary 2.43. As we will see now it is the analog of (2.23) in shape optimization.

We have so far encountered two constructions in shape optimization which can serve in the role
of a retraction, i.e., a map from the tangent space to the group of shapes. One of them is the
perturbation of identity Ty = Id + U, the other the flow map Ty; associated with a vector field
U € ©. We start our discussion of the merits and drawbacks of those two with the latter.

Due to Theorem 2.15 we know that 7;;(1) € F(©) for all U € ©. Hence the mapping
RFZ @F—)]:(@) UHRF(U) = TU(].)OF

is well defined for all F' € F(©). It can be interpreted as an retraction. Indeed, it holds
Rr(0) = F, and its derivative is a mapping from O to Or,.@)- It follows from [YoulO,

Theorem 8.10] that, for U,V € c! (]Rd, IRd) with support in some bounded D C ]Rd, we have
1
Re(UV)(@) = [ DTyl = 6Ty b))V (Ty(t,2)) dt.
0

In particular, R(0)V = V for all V, and hence R (0) = idg, as required for a retraction.
This can also be verified for other tangent spaces © not covered by [YoulO, Theorem 8.10].
Unfortunately, R is not a second order retraction for ¥. The tangent vector field to the path
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Rp(tU) =T,y (1) = Ty (t) for some U € Op is given by O, Rp(tU) = 0;Ty;(t) = U. Thus, in
general, the zero initial acceleration condition (2.21) is not satisfied

Vo,R p(tU) 8tRF(tU))t:O = DUU # 0.

An alternative is the mapping
R: B%(0,1) cO® = F(©): U — 7y =1d + U, (2.27)
which we already used in Definition 2.29. A clear disadvantage compared to R is, that the
domain of R is only the unit ball in ©, whereas R is defined on the whole space. In that sense
R does not satisfy the requirements of a retraction. Its advantage is, that the computation of
derivatives of 7;; and the composed function j,(U) = j(717(§2)) is straightforward. Furthermore,
the tangent vector to the path ¢ — R(tU) = Id + tU for some U € © at t is given by
8,R(tU) = Uory. Here 7/ : R — R? is the inverse of the mapping R(tU) = 7,; : RY — R,
and given by
—1,~ —1\/~
0 () = (Id = tU o 17 ) (Z).
We conclude
Dt} (&) = — tDU o 1y (#) Dryp (7) =
~1
D7} (&) = (T+tDU o i} (8))
and for the path ¢ — 7,7 (&) it holds
~ —1/~
Oy (#) = —=U o 7 (F) — tDU o TtU HE) O (7) =
Oyt (#) = — (T +tDU o7y (j)) T Uorng(#).
With the help of these formulas we calculate for some ¥ (¢) := V o 7;; that
Vo,R(tU) V(t)=DV o Tt_Ulatthfl +DVo th,lDth,lU ° Tt?Jl
= — DV or (T+tDU o7;}) U o7y}
+DV oty (Z+tDUory) 'Uory'
=0.
Hence ¥ (t) = V o1,/ is the parallel vector transport of V € ©y4 along the path t — R(tU) =
Id 4+ tU, cf. (2.20). We have already seen in Lemma 2.51 that the inner product of two such
transported vectors is constant. Furthermore, we can conclude from 8, R(tU) = U o7;}, that

Vo,R(tU) atR(tU)‘t:O =0,

hence R corresponds to a second order retraction for our choice of a connection, cf. (2.21).
This fits nicely together with the observation from above, i.e.,

V)WV, W] = VH(2)[V, W] = dig(0; V; W),
which is exactly the analog of (2.23).

From the above discussion, and considering the results of the Section 2.5 and 2.6, we are lead
to the conclusion that it might be preferable to use R to map an element U of the tangent
space to 7y € F(©). The theory of the next two sections is based on this choice.
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2.8. A globally convergent linesearch method on the group of
transformations

In this section we extend some basic concepts of optimization to the Og(f2y) framework, cf.
Section 2.2.1. In particular, we show global convergence of a suitable linesearch descent method.
We consider the following setting.

Assumption 2.4. Let k > 0, © be equal to C’kH(Rd,Rd) or Ck’l(IRd,Rd), and let the
nonempty set 25 C RY be closed or satisfy 2y = int 2. The family of admissible sets is given
by O = Og(£2y) and j: Og(2y) — R is a shape functional which is Hadamard differentiable
with respect to © at every 2 € Og(§2y).

We will work with the following concept of a ball with radius r > 0 around 2 € O = Og({2).
BO(2,r) == {ry(2) | 7y =1d+ U, U € B®(0,r)}. (2.28)
The following identity shows that this makes sense.

Lemma 2.59. Let Assumption 2.4 be satisfied. Then for every 2 € Og(§2y) it holds
Oo(£2) = Op(£2y), and B®(2,7) C O = Og(£2y) for all r € (0,1).

Proof. The first assertion follows directly from the group property of F(®) for the composition.
Indeed let 2 = F(£2y) € Og(f2y). Then for all G € F(O) we have G o F' € F(O) and hence
G(2) = GoF(£2)) € Og(£2y). The second assertion follows from the first and Theorem 2.5. O

Remark 2.60. We will in the following work with the above topology generated by the open
balls BO(-, ) on O = Og(£2y). It is equivalent to the topology defined by the metric dr
from (2.4). Recall that dz(Id, F) < ¢ implies ||F' —1Id||g < dc, where ¢ > 0 depends only on
O, cf. Lemma 2.7 and its proof. Conversely for every € > 0 there exists § > 0 such that
|FF—1d||g < ¢ implies dx(Id, F') < ¢, cf. Theorem 2.5.

Definition 2.61. Let Assumption 2.4 be satisfied, and let (£2,)) C Og(§2y) be a sequence. The
sequence has an accumulation point 2% in Og(£2,), if 2% € Og($2y), and for every r € (0,1)
there are infinitely many {2,, satisfying §2,, € BO(Q*,r).

This is equivalent to the existence of a convergent subsequence (£2,, ) satisfying 2, = F, (£2%),
F,, € F(©),and || F, —Id|e — 0.

Definition 2.62. Let Assumption 2.4 be satisfied. We call 2 € O = Og(§2y) a local solution
of the shape optimization problem

min j(£2) (2:29)

if there exists an r € (0,1) such that
i(02°) <i(92), for all 2 € BO(2",r).

Analogously we speak of a strict local solution if ‘<’ holds in the above formula for all
e BO(Q*,T)\.Q*, and of a (strict) global solution if we can replace BO(Q*,T) by O.
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As usual a strict local solution is not necessarily isolated since it might be the accumulation
point of a series of local minima. We have the following characterization of a local minimum.

Lemma 2.63. Let Assumption 2.4 be satisfied. If 2 € O is a local solution of (2.29), then
the following necessary optimality condition holds:

G2, V)er @ =0 holds for all 'V € ©.
If j o - BG(O, 1) = R (¢f. Definition 2.29) is twice Gateauz differentiable, then additionally

V(29 (V, V] = d% - (0; V; V) > 0 holds for all V € ©.

Proof. By premise j(§2) —j(£2%) >0, V2 € BO(Q*,T) for some r > 0. For any V € © it holds
Ty (t) —1d € B®(O, ) for small enough ¢ > 0. Dividing by ¢ and taking the limit ¢ \, 0 shows
di(§2; V) > 0. Inserting V and —V yields the first claim. The second order necessary condition
can be verified with the standard technique for Banach spaces via a Taylor expansion. O

We study now linesearch methods along paths on Og(f2y). As we have seen, shape optimization
has a lot of similarities to optimization on manifolds, and thus our analysis is inspired by
[RW12]. Most results are obtained by studying the localized functionals j,: B® (0,1), which
places us in a standard Banach space framework, cf., e.g., [HPUUQ9]. Algorithm 2.1 is adapted
from the linesearch minimization algorithm on manifolds of [RW12]. Recall the notations
7y :=I1d+U and jg : B®(0, 1) = R for 2, € Og(£2y) from Definition 2.29.

Algorithm 2.1: Monotone linesearch minimization on Og(§2y)

Require: let Assumption 2.4 be satisfied for 2, ¢ R? and j: Oe(f2y) = R
1: set the iteration index to k =0
2: repeat
3:  choose a descent direction S}, € 0, i.e., satisfying dj({2;;S;) <0
4:  choose a step length o3, > 0 such that |0},S;/lg < 1 and j(7,, 5, (£2)) <i(¢2)
5 set 1 =T, 5, (121)
6: increment k
e until ['(2)or = 0

Remark 2.64. Recall that, due to Theorem 2.31, Hadamard differentiability of j implies
Gateaux differentiability of jo, for all k. In particular it holds jlgk(()) =i'(£2).

As usual, to ensure convergence of the linesearch method, one needs to impose quality
requirements on the choice of descent direction and step length. We employ the notion of
admissible search directions and admissible step lengths:

Definition 2.65. (i) The sequence of search directions (S;) C @, is admissible if

dj, (055%) koo
1Sklle

0 implies [|i, (0)]lgr ~== 0.
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2. Aspects of shape optimization

(i) The sequence of step sizes (oy,) is admissible if

i, (0kSk) <jn,(0) Vk >0, and

djg, (0; k)

. . k—o0 .. 2, (00k) koo

i, (0kSk) —i0, (0) B0 0 implies Hling —
e

0.

These conditions are enough to ensure global convergence of the algorithm in the following
sense.

Theorem 2.66. Let Assumption 2.4 be satisfied. Consider Algorithm 2.1 and the corresponding
sequences (£2;), (Sk), (o). Suppose that the sequence (j(§2;)) C R is bounded from below, and
that the search directions and step lengths are admissible. Then it holds

lim j'(2,) =0 in ©".
k—o00
If 2% € O is an accumulation point of the sequence (2;,) C O, and the functional j« is

continuously Fréchet differentiable at 0, then 2* is a stationary point of j.

Proof. For the convenience of the reader we recapitulate the proof of [HPUU09, Theorem
2.2] for the sequences (jg, ), (£2), (Sy), and (oy). Setting j* = infy>qi(£2) it follows from
J(2p41) <i(£2) that j(2;) — ", and

() 1 = 3 602) — (@it = 3 lign, (0x5%) — e, (O]
k=0 k=0

Thus jg, (0Sk) —ig, (0) — 0, admissibility of the step lengths guarantees

dj, (0;5%) koo
1Sklle

since the sequence of search directions is also admissible. For the second assertion suppose
that 2° € O is an accumulation point of (£2;) satisfying the differentiability condition.
Then there exists a convergent subsequence (£2;,) ¢ satisfying 2, = Fj,(2%), F,, € F(0), and
|F}, —1d||g — 0 for all k € K. For k large enough it holds Uy, := F, —Id € B®(0,1), and hence

k—
o] 07

0, and hence Hjlgk(O)H@*

(i (U): V)e o = ('(2), Vo F g @0 YV €O,

cf. Theorem 2.31. Since j,« is continuously Fréchet differentiable the claim follows now from
the first part. O

As shown in [HPUUQ09, Lemma 2.1] admissibility of the search directions can be ensured by
the simple angle condition

(i0,(0), Sk)er o < —lli, (0l ISklle  for all k> 0.

We focus on the well known Armijo rule to select the step length o. It chooses the largest
value oy, € {8" | n € N}, 8 € (0,1) which satisfies 0,5}, € B®(0,1) and

H(Tos, (2) —i(25) < vordi(£2y; S,
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for some v € (0,1). Note that the condition is equivalent to

10, (01Sk) — i, (0) < 705,(i0, (0), Sk o
One can formulate conditions which guarantee the existence of Armijo step sizes.
Lemma 2.67. [HPUU09, Lemma 2.2] Let Assumption 2.4 be satisfied, and choose some
v € (0,1). Suppose that for all k € N, 2, € O and jo, ts Lipschitz continuously Fréchet

differentiable on BG(O, 1) for some Lipschitz constant that is independent of k. Then, for every
e >0, there exists a 0 < 6 < 1 such that, for all 2;, and all S;, € O(£2;,) which satisfy

<JJQ,€ (0)75k>@*,@ < —¢ ISl
there holds

10, (09k) =i, (0) <70 (i0, (0), Sk)e e Vo € 10,6/ |[Skllel-

Proof. Since © is a Banach space the result [HPUU09, Lemma 2.2] can be applied. We omit
it here for brevity. O

One could combine the Armijo condition, which guarantees sufficient decrease, with a curvature
condition in the spirit of the Powell-Wolfe conditions. But since we only consider trial steps
with |l0}.Skllg < 1 we would need to impose strong assumptions to guarantee the existence of
such step lengths. Instead, we require that the descent directions are selected such that they
are not too short in the following sense.

Lemma 2.68. [HPUUO09, Lemma 2.3] Let Assumption 2.4 be satisfied, and (£2;), (Sk), (o)
be generated by Algorithm 2.1. Suppose that, for all k € N, jq, is Lipschitz continuously

Fréchet differentiable on BQ(O, 1) for some Lipschitz constant that is independent of k. Let the
sequence (0},) be chosen in accordance with the Armijo rule, and let the sequence (S},) satisfy

<j,()k (0), Sk>®*,®>
15k lle ’

where @: [0,00) — [0,00) is monotonically increasing and fulfills (s) > 0 for all s > 0. Then
the step lengths (0},) are admissible.

[Sklle > @ (‘

Proof. For the convenience of the reader we recapitulate the proof of [HPUU09, Lemma 2.3].
The strict monotonicity property is guaranteed by the Armijo rule. For the second condition
of admissibility we carry out an indirect proof. Hence, suppose that there exists an infinite set
K and an € > 0 such that

(i2,(0), S)e o < =€ [Skllg,  forall ke K.

Then ||S|lg = @(¢) > 0 for all kK € K. Due to Lemma 2.67 we have either o, = 1 or
o > 0/(2||Skllg) for all k € K. Thus oy, ||Skllg = min{d/2,P(e)} for all k € K. Combining
the Armijo rule and the contradictory premise we conclude

. . . S )
10,(050) ~10,0) < 70 (i0, (0 5ler o1 S’;”g < —yemin{6/2,8()}  forall k € K,

and hence jo, (01S)) —ig, (0) # 0. O
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2. Aspects of shape optimization

Remark 2.69. (i) Let us briefly comment on how the conditions on the sequence of func-
tionals j, can be related to properties of the functional j. Due to Theorem 2.31 we
know that i'(£2) = j(,(0) if j is Hadamard differentiable. Thus continuous differentiability
of j could be related to j,. However, to formulate continuity properties of the shape
derivative, we need to have a suitable concept of transport from one tangent space to
another. As we have seen in section Section 2.7, the canonical choice of transport leads
exactly to the definition of the functionals j,. Hence, we refrain here from stating explicit
conditions on j which guarantee properties like the Lipschitz continuous differentiability
of jo, for all k € IN.

(ii) For all the concrete shape functionals considered in this thesis we check directly the
continuous Fréchet differentiability of j for all 2 € O. This is possible due to the
function space parametrization approach described in Section 2.14.

(iii) We worked here with a space © of vector fields defined on the whole R?. However,
due to the structure theorem, the support of the shape derivative j'(Q) is concentrated
only on the boundary of 2. Furthermore, a transformed domain 7({2) can already be
determined if the transformation 7 € @ is only known on {2. Thus, in practice, one will
often determine the search direction S) only on (2, and work with varying spaces ©y,
of vector fields defined only on (2. This could be related to the presented theory if
suitable extension and restriction operators exist. We do not pursue this further, but
note that, for example in the case of Lipschitz vector fields, the Kirszbraun-Valentine
theorem [Sch69, Theorem 1.31] states that, for any set 2 C R? there exists an extension
operator which preserves the Lipschitz constant of a vector field V : 2 — RY.

(iv) In fact, it might be desirable to work always only on the tangent spaces ©;, of vector
fields defined on (2, and the associated variable norms HH@k Considering the results of
the previous sections, we believe that it is possible to carry our analysis of optimization
methods on the group of transformations over to such a localized setting. However, we
leave this as subject of future research.

2.9. Second order methods on the group of transformations

It is well known that, in general, steepest descent methods exhibit slow convergence properties.
This motivates us to study second order methods, i.e., Newton-type methods, which have
the potential of fast local convergence. We proceed as follows. We begin by considering an
auxiliary generalized Newton method in the vicinity of a stationary point of j and check fast
local convergence of the generated iterates under certain assumptions. Since it requires the
a-priori knowledge of the stationary point this method is not applicable in practice. However,
it serves as a convenient tool for the theoretical convergence analysis. By relating the iterates
of this auxiliary method to the Newton steps obtained from Newton’s equation for j, at 0 we
obtain an equivalent method which can be used in practice.

The usual assumption for the convergence analysis of Newton’s method is continuous invertibility
of the Hessian in a stationary point. Unfortunately, the shape Hessian features a nontrivial
kernel, and hence the standard argument fails. Although a complete analysis of Newton’s

42



2.9. Second order methods on the group of transformations

method and second order sufficient conditions in this context is beyond the scope of this thesis,
we shed some light on the issues involved. We begin by studying the shape derivative and
the shape Hessian more closely with the help of the Hadamard-Zolésio structure theorem.
It provides us with a candidate for the kernel of the Hessian. Since the shape gradient is
orthogonal to this candidate subspace there is still some hope that Newton’s equation can be
solved. We sketch some possible strategies which ensure the solvability, and might lead to
superlinear convergence of Newton’s method despite the presence of a nontrivial kernel of the
Hessian. We end this section by recalling the method of conjugate gradients (CG), which is
the standard tool for the iterative solution of Newton’s equation, and operates naturally only
on the orthogonal complement of the kernel of a self-adjoint bounded linear operator. Thus,
under appropriate assumptions, it can be used to solve a linear equation even if the involved
linear operator has a nontrivial kernel.

The presented approach is based on the generalized Newton method in Banach space as

developed for example in [HPUU09]. The authors in [RW12] take a slightly different approach
to second order methods.

2.9.1. Generalized Newton’s method

If we have given a stationary point 2 of j, we can analyze a generalized Newton’s method
for the functional j,» around 0 in a Banach space setting. Consider Algorithm 2.2. The
non-standard termination criterion is taken from [Ulb11, Algorithm 3.10].

Algorithm 2.2: Generalized Newton’s method for the functional j

Require: let Assumption 2.4 be satisfied for £2; C R% and j: Op(f2y) — R. Consider
a stationary point £2° of j and choose U, € BG(O, 1)
1: set the iteration index to kK =0
2: repeat
3:  choose an invertible operator M; € L(©,0")
4:  find a solution P, € © of

MyPy = =j(Uy,)  in O
5: set Uk+1 =Up+ P,

6: increment k
7. until Uk+1 = Uk

Noting that
MUy = My(Uy + B) = MUy, — i (Ug) +i+(0),

one realizes that the sequence (Uy) € © converges g-superlinearly to 0 if and only if |Ug|lg — 0
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2. Aspects of shape optimization

and

for all n € (0, 1) there exists a §, such that: Vk with ||U|| < 6, there holds

1. . 2.30
[0 G (0) = T ©) = MU, < 7 Ul (230

Often this requirement on the choice of the operator M}, is split into two stronger conditions.
Assumption 2.5. The operators M, € L(©,0) satisfy

(i) Regularity condition: There exists C > 0 such that

HMk_ng(@*,@) <C VEk=>0.

(ii) Approzimation condition: For alln € (0,1) there exists a 6, such that
i (Ur) =i (0) = MyUsllgr <0 |Uklle Yk with ||Ugl| <4,

Theorem 2.70. [HPUUOY, Theorem 2.9] Let Assumption 2.4 be satisfied, 2" be a stationary
point of j, and consider Algorithm 2.2. If ||Uyllg s small enough, and either (2.30) or
Assumption 2.5 holds, then the algorithm either terminates with U, = 0 or generates a sequence
(Uy) which converges g-superlinearly to 0.

Proof. Choosing some 7 € (0,1) and ||Up|g < d,, one may verify ||Uyi1llg < 7 [|Uglg induc-
tively for all & > 0. If Uy = Uy, then necessarily U, = 0. If the algorithm generates an infinite
sequence, then [|Uy|lg < 4, for all &> 0. Due to (2.30) the sequence converges q-superlinearly
to 0. Note that Assumption 2.5 implies (2.30). O

Remark 2.71. (i) Of course one can not use Algorithm 2.2 in practice, since it requires
the a-priori knowledge of the stationary point £2*. Fortunately, we can relate j,- and its
derivatives with j, . This will lead us to a realizable method.

(ii) We consider in the following analysis only the classical Newton method. Observe that for
the superlinear convergence result we merely need to satisfy (2.30). Hence an extension
to semismooth Newton methods (cf., e.g., [Ulb11]), or quasi-Newton methods like the
Broyden-Fletcher-Goldfarb-Shanno (BFGS) algorithm (cf., e.g., [RW12] for BFGS on
manifolds) seems possible. An essential ingredient will be the proper choice of transport
between the tangent spaces.

In particular, the above result implies fast local convergence of the classical Newton’s method
under certain assumptions on j .

Corollary 2.72. [HPUU0Y, Corollary 2.1] Let Assumption 2.4 be satisfied, and 2* be a
stationary point of j. Assume that j« is twice continuously differentiable on BG)(O, 1), and that
(2.30) is satisfied for the choice M), = j/(/g*(Uk)- Then Newton’s method, i.e., Algorithm 2.2 with
the choice My, =iy (Uy,) for all k, converges g-superlinearly if ||Upl|g s small enough. Ifj -
is twice Lipschitz-continuously differentiable near 0, then the order of convergence is quadratic.

Proof. The superlinear convergence result follows directly from Theorem 2.70. For the quadratic
convergence we refer to [HPUUOQ9, Corollary 2.1]. O
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2.9. Second order methods on the group of transformations

Remark 2.73. Usually (2.30) is ensured by supposing that the Hessian is continuously
invertible in the stationary point. In shape optimization such an assumption is unrealistic. We
will discuss this issue in the next subsection.

We begin by translating Algorithm 2.2 with the choice M}, = j/(/f (U) into an algorithm which
does not require the knowledge of the solution £2*. We will show that Algorithm 2.3 generates
the same sequence of domains as Algorithm 2.2.

Algorithm 2.3: Newton’s method for the functional jo,

Require: let Assumption 2.4 be satisfied for 2, ¢ R¢ and j: Oe(f2y) = R
1: set the iteration index to &k =0
2: repeat
3:  find a solution S; € © of

i0,(0)Sy = =i, (0)  in ©

4: set Qk+1 = TSk('Qk)
5. increment k
6: until S;, =0

Relating j/fzk(O) to j}/l*(Uk) we verify now that under the conditions of Corollary 2.72 this
algorithm is well defined.

Lemma 2.74. Let Assumption 2.4 be satisfied and suppose that for some 2% € Og(£2y) the
functional j o= : B@(O, 1) = R is twice Gateauz differentiable with respect to ©. Then, for any
Q2 =75(2%) € B(2°,1), the functional jo: B®(0,1) — R is twice Gateauz differentiable at
0. Moreover, for all V,W € O it holds

<jfé(0)V, W>@*,@ = <J/(/2* (U)Vory,Wo TU)@*,@
Proof. Let 2 = 1;(2°) € B°(2*,1). By definition we have for all V, W € ©

GOV W)er o = lim 5 (V). W)er 0 = (i6(0). Wer o).
Due to Hadamard differentiability of j and Theorem 2.31 it holds
(10(0), W)gr o = (i'(2), W)gr @ = (i (U), W 0 7))o o,
and similarly for ¢ small enough

(0(tV), Wgr o = (' (r/(2)), W o ) g+ o = (i (v 0 7 (82%)), W 0 7y e
(o (U + 1tV ory),(Wory') o (o 0 70))er o

(i (U +tV ory), W om)gr o-
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2. Aspects of shape optimization

Since
, . ,
(i (U)V: W)er o = lim 4 (i (U +1V), Wt o = {i+ (U). Wer o)

we conclude that (i (U)V o 7, W o 77)g* @ = (i0(0)V, W)g* o. In particular, twice Gateaux
differentiability of j,» implies twice Gateaux differentiability of j;, at 0. O

Remark 2.75. By the same reasoning one could relate twice Fréchet differentiability of j
on BG(O, 1) and twice Fréchet differentiability of j, at 0.

Theorem 2.76. Let Assumption 2.4 and the conditions of Corollary 2.72 be satisfied. Consider
Algorithm 2.2 with M, = j'(=(Uy,) for ||Upllg small enough, and Algorithm 2.3 with initial
choice £y = TUO(Q*). Then the algorithms generate the same iterates, i.e., for all k > 0 it
holds

2, = TUk(Q*) and Sy, = P, o 7‘[}:.

In particular, the algorithms exhibit g-superlinear convergence ||Ug|lg — 0.

Proof. Considering Lemma 2.74, and recalling from Theorem 2.31 that for £ = 7;(2%)

(12(0), W) o = (i (U), W o 1) 0" 0

we realize that P solves
i (Uo) Py = =iy (Up),

if and only if Sy = Py o 7501 solves

i, (0)Sy = =i, (0).

In particular,

-1 * *
2 =15,(2) = TPOOTJ;(‘QO) = (1y, + Po) o 7y, (20) = Ty4.p,(27) = 75, (£27),

and since ||Uy]lg < ||Upllg it holds again £2; € BO (", |Upllg)- Hence the claimed equalities

follow by induction. The superlinear convergence property was asserted in Corollary 2.72. [

Remark 2.77. Newton’s method is only locally convergent and needs to be globalized. It
is straightforward to combine it with the globally convergent linesearch descent method
Algorithm 2.1. In each step one tries to determine the Newton direction. If this is successful
and the angle condition is satisfied then the Newton direction is admissible. Otherwise, the
direction of steepest descent may be chosen. In combination with admissible step sizes this
yields a globally convergent method, and transition to fast local convergence can be expected
under appropriate conditions. However, we leave a rigorous discussion of this strategy, as well
as other possible globalization techniques via trust-regions or filters to future research.

46



2.9. Second order methods on the group of transformations

2.9.2. Solving the Newton equation

Let us study the Newton equation in more detail, i.e., for some {2 = 77;({2;) consider

i0(0)S = —jo(U).

As already mentioned, the fact that j is constant along directions which leave the shape of the
domain unchanged, entails a nontrivial kernel of the Hessian. Let us be more precise. Recall
the definition of 4* in Section 2.6 and Clarke’s tangent cone Cp(x) from Definition 2.18. As
in [DZ11] we introduce for a set 2 C R? and an integer k > 0 the spaces

L ={Vev" | V(z) € (~Cq(z)) N Cy(x) Yz € 2},
Nho ={Vev"|0°V =00n 00, Vo with |a| <k} C Lb.
The Hadamard-Zolésio structure theorem provides some insight into the behavior of j/(Q).

Theorem 2.78. [DZ11, Theorem 9.3.6] Let j be a real-valued shape functional which is shape
differentiable at 2 C RY. Then the following holds.

(i) The support of the shape derivative is contained in O2.

(ii) If £2 is open or closed in R? and the shape derivative is of order k > 0, then there exists
[i'(2)] € (V*/L%)* such that for all V € VF

. ./
d](Qv V) = <[] (Q)]v qu>('Vk/LI;7)*,('Vk/LI}))’

where qy,: vk ‘Vk/Llf; is the canonical quotient surjection. Moreover

where q; denotes the dual of the linear map qy .

There exists a similar result for the second shape derivative.

Theorem 2.79. [DZ11, Theorem 9.6.3] Let j be a real-valued shape functional which is twice
shape differentiable at {2 C RY. Then the following holds.

(i) The vector distribution associated with d2j(!2; ;) has support in 02 x 0S2.

(it) If 2 is an open or closed domain in R® and d*(£2;-;-) is of order k > 0, then there
exists a continuous bilinear form

[H(2)]: (V¥ /Njo) x (VE/LG) — R,
such that for all V,W € ‘Vk,
(VW) = [H(D))(anV, g W),

where qp : vk ’Vk/Ngg, and q,: Pk ‘Vk/L’fz are the canonical quotient surjections.
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2. Aspects of shape optimization

We are specifically interested in the second Géateaux derivative of j,. Recall that, under
appropriate assumptions, Theorem 2.39 provides the identity

d*in(0; VW) = d%(2; V; W) — dj(2; DVW),

for V.e " and W e % In particular, it holds for V € Ng}gl and arbitrary W € Pk
that DVW € Nk, c LY and hence d%j(0;V; W) = 0. On the other hand, if W € L, and
Ve ’VkH, then dzjg((); VW) = —dj(£2; DVW) is, in general, not zero. The reason for this is
that 7,1, (£2) # (2 for a tangential displacement field V', no matter how small we choose ¢ > 0.
This is a notable difference to the flow Ty (t). Thus, in general,

N35! € Ker(1(0), but L ¢ Ker(i6(0).
However, in a critical point £2* the Hadamard derivative vanishes, and we conclude

LT € Ker(ip+(0)).
In any case, the shape Hessian has a nontrivial kernel, and is not invertible if considered as
an operator from ¥ to (¥)*. However, the fact that j[(0) = i'(22) = ¢}[i'(£2)], feeds the
hope that one can still solve the Newton equation and somehow ensure (2.30). A thorough
treatment of this issue is very much beyond the scope of this thesis. In the following we only
discuss some immediate observations which might point the way for future research.

Perhaps the most obvious solution to the problem is to add a coercive correction term to the
Hessian. Since the Hessian is positive semidefinite in a local minimum (cf. Lemma 2.63) a
strong enough correction term would provide solvability of the Newton equation in the vicinity
of the minimum. To ensure superlinear convergence of such a modified Newton method, the
correction may not be too strong. An investigation of this strategy will likely be based on the
famous Dennis-Moré condition, cf. [DM74]. However, additional complications occur since
we do not have the invertibility of the Hessian in the minimum available. Alternatively, one
might add a suitable Tikhonov regularization term to the objective as is often done in optimal
control with PDEs. This idea was already applied for specific examples in shape optimization,
we mention, for instance, [Bur04, KU15, Lau00]. However, the solutions of the regularized
problem will usually not coincide with the solutions of the original problem. Thus, one may
then have to decrease the regularization parameter iteratively. These two approaches are very
attractive, especially in terms of improving the reliability of the corresponding algorithms.

Alternatively, one might suppose that the Hessian is at least coercive on a suitable subspace.
This line of reasoning could be combined with the study of suitable second order sufficient
conditions. To fix some ideas, we specialize now to a Hilbert space setting. In particular, we
would like to employ the method of conjugate gradients to solve the Newton equation. Note
that second order sufficient conditions and associated quadratic growth conditions, might also
be studied by considering suitable quotient spaces of ©.

Assumption 2.6. Assumption 2.4 is satisfied, in particular it holds © = s Furthermore,
‘H is a Hilbert space of mappings R — RY which is densely embedded into ©:

H — © densely,

with scalar product (-,-)4,, associated norm ||-||,, and Riesz isomorphism R: H* — H.
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2.9. Second order methods on the group of transformations

Remark 2.80. The Sobolev imbedding theorem [AF03, Theorem 4.12] states conditions on
m, p such that Assumption 2.6 is satisfied for the Sobolev spaces W"™" (]Rd, Rd).

Now consider some domain 2 € Og(2;). The structure theorem states that (j,(0), Wle e =10

for all W € L%. Let us abbreviate Y = L¥ N . Then the gradient Rj,(0) satisfies
Rj5(0) € YJ‘R, where Y# C H denotes the orthogonal complement of Y with respect to R.
Thus, if we suppose that the Hessian is H-coercive on Y12 we could find a solution of the
Newton equation restricted to Y12, Note however, that this is usually not a solution of the
Newton equation with respect to the full space H if L’fl + Ker(j'(0)). Furthermore, verifying
the superlinear convergence of a suitably modified version of Algorithm 2.3, respectively
Algorithm 2.2 is challenging. A related question is whether one can conclude from coercivity of
i+ (0) in (L’;Z* NH)™" the coercivity oij(Q*)(O) with respect to (Lf(n*) NH)™%. Observe that,
at least if enough smoothness is assumed, the unit normal fields n, 7 of £2,7(f2) are related
by

— i , and hence Llﬁ(g) oT = DTL’f;.

A coercivity assumption with respect to the norm ||-||, might often be too restrictive. In
the next section we will see an example where this is the case. We suspect that a quadratic
growth condition could be obtained if, instead of an embedded Hilbert space H — O, one
works with the energy space of the Hessian. This is the weakest Hilbert space H with © < H
for which the Hessian constitutes a continuous bilinear form, cf. [EHS07]. They showed that,
in the case of smooth star-shaped domains, the coercivity of the Hessian with respect to the
weaker norm ||-||; may serve as a second order sufficient condition. We refer to the survey
[CT15] for an overview of second order sufficient conditions in PDE-constrained optimization
and their many uses. For instance, they are employed to ensure stability of the minimum
with respect to perturbations in the data of the problem, cf., e.g., [MT99, Gri06], or for finite
element error analysis, we refer to the surveys [HR12, HT10] and the references therein. In
[EHSO07] the second order conditions are exploited to obtain convergence of discrete solutions
to a solution of the continuous problem. However, analyzing Newton’s method in such a setting
is an ambitious task.

We conclude this section with a brief discussion of the method of conjugate gradients in a
Hilbert space. It is the method of choice for solving Newton’s equation. We would like to
especially point out that it can also be applied if the involved linear operator has a nontrivial
kernel. It suffices if the operator is coercive on the orthogonal complement of its kernel.

The method of conjugate gradients
Note, that the following properties of the equation (2.31) and the method of conjugate gradients

are well known in the community. However, we provide them here for completeness and the
convenience of the reader. Let us begin with a brief discussion of the linear equation

Az =bin X*, (2.31)
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2. Aspects of shape optimization

where X is some Hilbert space with some scalar product (-,-)p, and A € £L(X, X"), be X"
The Riesz isomorphism R € L(X™, X) associated with (-, ) satisfies

(Rz,2)p = (z,x) y» y forallz € X,z € X".

The dual space X together with the scalar product (y, ) -1 = (Ry, Rz)p is also a Hilbert
space. The kernel and range of A are given by

Ker(A) :={z € X | Az = 0},
Ran(A) := {z € X" | 3z € X with Az = 2}.

We have the following obvious relations between Ker(A) and Ran(A):

Lemma 2.81. Let A € L(X,X") be self-adjoint, i.e., (Az,y) - x = (Ay, ) x+ x for all
x,y € X. Then there holds

RRan(A) = Ker(4)'®  and  Ker(A) = RRan(A)LR’l,

where Ker(A)™® denotes the set of all orthogonal elements of X to Ker(A) with respect to R,

and similarly Ran(A)le1 for the scalar product (-,-) ,-1 on X

Proof. Let & € RRan(A) and y € Ker(A). Then there exists a € X such that £ = RAz and
(Z,9)g = (RAz,y) g = (Az,y) x* x = (Ay,2) x= x =0,

which implies R Ran(A) C Ker(A)™# and hence Ker(A) C RRan(A)J'R_l. Conversely consider
z € Ran(A)LR’1 and y € X. Then

(ARz,y) x* x = (Ay, Rz) x» x = (Ay, 2) -1 =0,

hence RRaLn(A)LRf1 C Ker(A). From this we conclude

-1

R Ker(A) C (Ran(A)lRfl)LR = Ran(A).

O

Furthermore, decomposing X = Ker(A) @ Ker(A)™# we observe that A Ker(4)™® = Ran(A).

Let us now discuss a method to find a solution of (2.31). Clearly there exists a solution if and
only if b € Ran(A). We want to solve the equation iteratively with the method of conjugate
gradients (CG), which goes back to [HS52]. The convergence properties of CG in Hilbert spaces
seem to go back to [Hay54], and were recently summarized and extended in [HS15]. The CG
method is a very popular choice for self-adjoint problems of the form (2.31), and arguably the
best-understood iterative method for this problem class. Usually, the CG method is studied
in combination with a coercivity assumption on A, or a special block structure which arises
from saddle point problems, cf. e.g., [SZ07]. We require the coercivity of A only with respect
to Ker(A)“#. Algorithm 2.4 summarizes the CG method in a Hilbert space as discussed in
[GHS14].
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Assumption 2.7. The operator A € L(X, X™) is self-adjoint and b € Ran(A). Furthermore,
A is R-coercive on Ker(A)LR, i.e., there exists a o > 0 such that

<A$,$>X*7X >« HPleHl forall x € X,

where Py : X — X denotes the projection onto Ker(A)“# with respect to RIS

Remark 2.82. Observe that this is equivalent to the condition (Az,z) v v > « ||x||§% for all
z € Ker(A) R, since for every 2 € X it holds (Az,2) o x = (AP 2, P| 7)o+ .

Algorithm 2.4: CG method in a Hilbert space

Require: let Assumption 2.7 be satisfied and choose zq = 0 € Ker(A)"7
1: set rg=b— Azg € X~

2: set pg = Rrg e X

3:set k=0

4: repeat

(s Rry) x= x
(Apkz,pk>x*,x
set Tpy1 = T + QP
set 1y =1 — o Apy
(Pt Brien) x= x

(s Br) x+ x

9 set pry1 = Rrpp1 + Brpabe
10: setk=k+1
11: until converged

5:  set ap =

8  set Bry1 =

Due to Lemma 2.81 we obtain inductively for all £ > 1 that

pr_1 € span{Rry, (RA)Rrg, ..., (RA)* ' Rry} C Ker(4)*®,
), € zo + span{Rry, (RA)Rry, ..., (RA)* ' Rry} C Ker(A)'7,
ri. € 1o + span{(AR)ry, ..., (AR)*ry} C Ran(A).

Hence the CG method operates naturally only on Ker(A)J‘R, and Assumption 2.7 suffices to
carry known results concerning convergence, etc. over to our indefinite setting. We refer to
[HS15] for a nice overview of g- and r-linear as well as g- and r-superlinear convergence results.
Superlinear convergence of CG in Hilbert spaces was already obtained by [Hay54]. Note that
the choice of R corresponds to the choice of a preconditioner, cf. [GHS14].

2.10. Interlude: application to a showcase problem

In this section we demonstrate how the theory of Section 2.8 and 2.9 can be applied to a
concrete problem and present some numerical experiments. We consider two of the most simple
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2. Aspects of shape optimization

properties of a shape in two dimensions: the area and the circumference. We are looking for
a domain for which these two quantities are equal. Of course this problem does not have
a unique solution, for example, the circle with radius 2, and the square with side length 4,
both satisfy this condition. However, no other circle or square is a solution of the problem.
Let us be more precise in formulating and analyzing the shape optimization problem under
consideration.

Assumption 2.8. Let 2, C R? be a bounded Lipschitz domain and consider © := C’l(ﬁ, R?).
Furthermore set O = Og(£2y).

Remark 2.83. Although this problem could easily be considered in a more general setting
we restrict ourselves here to Lipschitz domains for the sake of simplicity.

We denote the area of a domain {2 € O by
area(f2) ::/ 1dz,
Q
the circumference of {2 € O by
circ(£2) ::/ 1dS,
o

and introduce the shape functional

2
it O >R, j(())zé(%—l) .

The showcase shape optimization problem is given by

minimize j({2) such that 2 € O. (2.32)

2.10.1. Shape derivatives

We want to apply the linesearch minimization Algorithm 2.1 for this problem. As we have
seen in Section 2.8, it suffices to consider at the current iterate {2, € O the functional

i, B2(0,1) = R, g, (U) =i(ry(124)).

Recall that 7y = Id + U. Before determining the derivatives of j, , it is advantageous to derive
an explicit representation in terms of U € @. Consider some {2 € O. Noting that

area (7 (£2)) = /Q det(D1y) de =: A (U),

and

cire(ry (£2)) = /E)Q‘DTUt’ dS =:Cu(U),
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2.10. Interlude: application to a showcase problem

where ¢ denotes the unit tangent vector field to 0f2, we obtain
. L (Ao(U) )2
U) == -1 .
ia(U) 2 <¢Q(U )

The following well known result is very helpful for the computation of derivatives in shape
optimization.

Lemma 2.84. (i) The mapping
W @R RY - L®RY): U s det(D(Id + U)) = det(Dryy)
is differentiable and the derivative in direction V & Wl’OO(IRd,]Rd) is given by
tr(Dr;; ' DV) det(Dryy).
(ii) The mapping
wheRLRY - LR RY>): U DId+U) ™ = D7t
is differentiable and the derivative in direction V € Wl’oo(IRd,]Rd) is given by

—Dr;' DV Dt

Proof. This is for example proved by Murat and Simon. Assertion (7) is implied by [MS76,
Lemma 4.2] and (%) by [MS76, Lemma 4.3]. O

Remark 2.85. Certainly, the above rules of differentiation hold also for ¢! vector fields.
One could even work with Lipschitz continuous vector fields if one is only interested in the
restriction of U, V, W to a bounded domain and we have Lemma 2.1 available. Note that

wheR?) # (R,
In particular, the functionals U — A,(U) and U — €, (U) are twice continuously Fréchet

differentiable. We state both the first and second derivatives since we will also present the
application of second order methods. We obtain directly from Lemma 2.84

W (U)V = / tr(Dr;; ' DV) det(Dryy) der,
9]
LUV, W) = / tr(Drg; ' DW) tr(Dr; ' DV) det(Dryy) da
2
+ / tr(—D7 ' DW D7, DV) det(Dryy) der,
(0]

and noting that € (U) = [, (¢! D Drye)*? dS it holds

oUWV = | (('DEDrye) V2 (' DrE DV ) ds,
o082

LUV, W) = / (" DrE Dy o) V2 (" DWT DV t) dS
o082

- / (T DrE D7y ) 32 (T Dl DW ) (¢£ DT DV ) d8S.
on
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2. Aspects of shape optimization

In fact, we only require the derivatives at U = 0, where these expressions simplify to
AL (0)V = /Q div(V) dz,

Ay (0)(V, W) = /Q div(W) div(V) de — /Q tr(DWDV) da,

0V = [ ' DVeds,
o1
CH0)(V, W) = / T DWIDVedS — | (¢FDWe)(¢F DV'e) dS.
o on

The derivatives of j, can now easily be determined with the chain rule. It holds

, _(2000) ) Cal0AO)V — A0)CLO)V
a0)Viero = (giey ) €a0)”

)

and
Co(0)An(0)V — A (0)€0(0)V €n(0)An(0)W — A (0)CH(0)W

<j/(/)(0)V, W)@*,@ =

€o(0)? €o(0)?
N <%<O> B 1) Co(0)2A0(0)(V, W) — A (0)€5(0)(V, W)
€(0) ¢(0)?
B (219(0) B 1) (€0 (0)2A0(0)V — A (0)€n(0)V)285(0)W
€ (0) ¢ (0)? '

Combining Assumption 2.8 with Assumption 2.6 we can either apply a steepest descent method
or a Newton descent method to (2.32). In the first case we choose the negative gradient with
respect to (-,-)p as search direction Sy in line 2 of Algorithm 2.1. This ensures that the search
directions are admissible, and in combination with the Armijo rule guarantees also admissible
step sizes. Hence, the global convergence result Theorem 2.66 is applicable. Alternatively
we can employ the Newton method as described in Algorithm 2.3. However, since Newton’s
method is only locally convergent the need for globalization arises, cf. Remark 2.77. We do not
go into detail here, but refer to Section 2.12 where we discuss a globalized Newton’s method
in a different setting.

Since the derivatives in this simple example are explicitly known, we can investigate the nature
of the Hessian in more detail. For smooth enough domains, the directional derivatives of 2,
and € can be characterized as

Ap(0)V = [ VI'ndS, and €0V = [ xV'nds,
o082 082

where k denotes the curvature of 92, cf. [DZ11, Section 9.4]. Hence we obtain for the circle
with radius 2 that A, (0) = €,(0) =47, k = %, and thus
2 2

0 (2m) T

100V, V)g g = < Vnd5> > 0. 2.33

GOV Voo = ([, (2:33)
The positive semidefiniteness is not surprising, cf. Lemma 2.63. However, coercivity with
respect to a Hilbert space which embeds into ® can not be expected. Indeed, we observe
in our numerical experiments that a suitable coercive correction term is necessary to ensure
solvability of the Newton equation and fast convergence of Newton’s method.
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2.10. Interlude: application to a showcase problem

2.10.2. Numerical examples

We implemented the proposed algorithms for this example in MATLAB [TM15]. For the dis-
cretization of the initial domain, the generation of the mesh, and the assembly of mass and
stiffness matrices, we use the Partial Differential Equation Toolbox of Matlab with
linear finite elements. Note that, for simplicity, we work on (2, instead of IRd, see the discussion
at the end of section Section 2.8. Furthermore, we work with linear finite elements, and choose
in each iteration the Hilbert space induced by the scalar product

('7 ')R ~ ('7 ')Hl(.()k) tw (A-, A')L2(Qk) )

with w = 107", Here we approximate the discrete bi-Laplacian scalar product matrix by
KM'K , where K denotes the stiffness matrix, and M is the lumped mass matrix. In
particular Assumption 2.6 is not satisfied for this choice of scalar product. However, as we will
see, one can still obtain good results in practice.

The current domain is represented by the nodal coordinates of the current mesh. Once a
search direction (displacement field) has been determined, we obtain the new coordinates of
the nodes by displacing them according to the displacement field. Note that the topology of
the mesh is not changed during the optimization. In our experiment we start with a square
with side length 2. The corresponding initial mesh can be seen on the left side of Figure 2.1.

O3
A
SEES

Figure 2.1.: The initial domain of the showcase example (left) and the result of the
steepest descent method (right)

We begin by demonstrating the steepest descent method. On the left hand side of Table 2.1
we present the first and last steps in the progression of the algorithm. The first column shows
the iteration number, the second the objective value, and the third the norm of the derivative.
We observe the typical behavior of a steepest descent method which slowly drives the norm of
the derivative towards zero. The result of the optimization is displayed on the right hand side
of Figure 2.1. The final domain is close to the optimal circle of radius 2. As one can see from
the figure, the quality of the final mesh is quite good.
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2. Aspects of shape optimization

Table 2.1.: Comparison of steepest descent (left) and globalized Newton (right)

k i(52;) 3%, (0)| -2 k i(921,) i, (0)||-»  step  # CG iter
0 1.25107%  7.84.1072 0 12510°"  7.84107%  gradient 20
1 119107' 110107t 1 119107 1.10107"  gradient 20
2 1.08107"  9.39.102 . : . :
—92 _92 : . . . .
3 9.9210 8.45-10 14  5.19-1072 5141072  Newton 19
15 2931072  3.6210°2  Newton 6
: - - : - - : :
565 2.96-10 1.05-10 19  1.06-10 2.00-10 Newton 3
566 2.84-107'  1.03-107° 20 1.47107%  2.34107*  Newton 3
567 2.75-107  1.01-10°° 21 3.53107'°  3.6210°°  Newton 2
568 2.65-10°'  9.93.1077 22 2101077 8.84.1071° - -

The typical slow convergence of the steepest descent method motivates us to employ Newton’s
method. Not surprisingly the unmodified Newton’s method diverges for the given initial
domain. Thus we include an angle test and in case of failure choose the negative gradient.
Furthermore, we allow a maximum of 20 CG iterations, and add the coercive correction term

(2l 1 )

to the Hessian. Finally, we choose a steps size according to the Armijo rule. On the right hand
side of Table 2.1 we present the first and last steps in the progression of the corresponding
algorithm. Again the first column shows the iteration number, the second the objective value,
and the third the norm of the derivative. Furthermore, the fourth column indicates which kind
of step was taken, and the last column shows the number of CG iterations. After a sequence of
gradient steps the Newton method takes over and we clearly observe superlinear convergence.
Compared to the runtime of the gradient descent method the overall speed up factor is 4.5,
although each Newton iteration is much more expensive than a steepest descent iteration. The
result of the optimization is displayed on the left hand side of Figure 2.2. Again the optimal
circle of radius 2 is identified, and the quality of the final mesh is quite good.

The observed behavior in Table 2.1 is quite characteristic for the globalized Newton method
that we described here. This suggests a simple improvement. We start with a robust steepest
descent method and switch to the globalized Newton method once the norm of the derivative
drops below a certain threshold. In Table 2.2 we present the last steps in the progression of the
corresponding algorithm, where we chose as threshold 102, As above we added the coercive
correction term to the Hessian. We observe again fast local convergence. Compared to the
gradient method the speed up factor is 5.5. The final domain is very similar to the one found
by the globalized Newton’s method.

If we do not modify the Hessian the situation is very different. In all but the very last iterations,
the CG method terminates due to negative curvature of the discrete Hessian. Only once we
are very close to the solution (Hjlgk(O)HR_l = 6.98-10"°) the Newton equation can be solved,
and a considerable reduction of the objective and the norm of the derivative is achieved. This
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Figure 2.2.: The result of the globalized Newton method (left) and the Gauss-
Newton method (right)

Table 2.2.: Progression of the Newton accelerated steepest descent method with
Hessian modification

ﬁ Jlug) ||j/(uk)||R_1 step # CG iter

83 2591072  1.01-107%  gradient
84 2491002  9.91-107°  Newton
85 3.82107*"  3.81-1107°  Newton
86 1.56-107°  7.63100*  Newton
87 3.70-107%  3.71-107°  Newton
88 229107 9241078 . .

w W Ut Ut

is of course not yet conclusive, but it seems that the finite dimensionality of the discretized
Hessian plays a role here.

Finally, we note that our objective is of least-squares type. This motivates us to briefly explore
a Gauss-Newton method, cf., e.g., [NWO06, Section 10.3], for the showcase problem. The idea of
Gauss-Newton is to neglect all the terms in the second derivative which feature the term

(919(0) B 1>

€p(0) '

If the objective is close to zero this term is very small and does not noticeably influence the
Hessian of the objective. Hence, in such cases, the Gauss-Newton method mimics a Newton’s
method quite good, and usually displays also fast local convergence. It has two distinct
advantages. For once we do not need to compute second derivatives of 2, and €, hence
we save computational effort. Furthermore, the Gauss-Newton approximation of the second
derivative is always positive semi-definite, even far away from a solution. Thus, the CG method

can usually solve the Gauss-Newton equation, and the Gauss-Newton method is more robust
than Newton’s method. For the example under consideration the benefit of Gauss-Newton
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2. Aspects of shape optimization

is tremendous. In Table 2.3 we present the progress of the corresponding algorithm. The
method converges in three iterations and requires a total of 6 CG iterations. The speed up
compared to the gradient method is a factor of 49. Of course, such a performance can not be
expected in general. Still, it is a reminder that it often pays off to take, as much as possible,
the structure of the concrete problem into account. Let us note that there is an abundance
of alternative and very sophisticated optimization methods available which we did not touch
upon. Interestingly, the mesh in the final domain is not as uniform as in the other examples.
It is depicted on the right hand side of Figure 2.2.

Table 2.3.: Progression of the Gauss-Newton method

E J(ug) Hj/(uk)HR—l # CG iter
0 1.25107"  7.84.1077 2
1 167107°  8.06-107° 9
2 1.38107°  226107° 2
3 395107% 383107 " _

2.11. Alternative characterizations of shapes

So far we have encoded shapes, i.e., sets {2 C ]Rd7 mainly as images of some reference set (25. It
is intuitively clear that, in fact, we only need the image of the boundary of the reference set to
specify the shape (2. In particular, only changes of the boundary lead to changes in the value of
associated shape functionals. This is the essence of the Hadamard- Zolésio structure theorem, cf.
Theorem 2.78. Hence, many contributions in the literature encode shapes via some boundary
representation. In analogy to the setting so far, one can characterize varying boundaries as
transformations of the boundary of some initial set. But there are also alternatives. The
boundaries might be parametrized, e.g., by splines, cf. [NZP04, BLUU09, Lin12]. From the
optimization point of view this reduces the problem to a small number of design parameters. At
the same time, this approach restricts the set of possible shapes considerably. Furthermore, the
value of the shape functional usually depends in a highly implicit way on the design parameters.
For these reasons more and more contributions consider parametrization-free characterizations
of the boundary. Depending on the application, the boundary might be described locally
as the graph of a function, cf., e.g., [HM03, Lau00]. Closely related approaches consider
star-shaped domains, cf., e.g., [EHS07, Kinl15], or describe shapes as normal perturbations
of some reference boundary, cf., e.g. [Sch10]. Usually, a change in the boundary needs to
be related first to a transformation of the whole domain before the new value of the shape
functional can be obtained. An alternative approach is to work only with the boundary without
explicitly deforming the whole domain, as in the boundary elements method. We refer to the
survey [Har08] and the references therein. However, this approach is only straightforward if
Green’s function can be calculated for the state equation. There are also more indirect ways
to characterize shapes. For instance, in the pseudo-solid approach a shape is determined via
artificial forces acting on the elastic reference boundary, cf., e.g., [THMO08, Lin12]. Here a
change of the design variables is directly related to a transformation of the domain without an
intermediate step. A very different philosophy is followed with the homogenization approach,

58



2.11. Alternative characterizations of shapes

cf., e.g., [All02], the fictitious domain approach, cf., e.g., [EHMOS], or the phase-field approach,
cf., e.g., [BGHFSS14], and the references cited in those. These methods have in common
that the actual domain is not explicitly meshed, thus saving computational effort by avoiding
remeshing or mesh movement procedures. Furthermore they allow for easy topology changes
and are thus quite popular in structural optimization. On the other hand, compared to
approaches which work with an explicit domain, these techniques suffer from an intrinsic loss
of accuracy since the domain is never exactly resolved. A related and very popular approach
of encoding shapes is the level set method, which goes back to [OS88].

In the rest of this thesis we concentrate mostly on the characterization of domains via
transformations of a reference boundary. Assuming that the initial domain is close to a
solution of the shape optimization problem, the problem can be transformed into a standard
optimization problem posed in Banach spaces. Thus, all the sophisticated machinery of optimal
control with PDEs is available. For instance, with a little care, exact discrete derivatives can
be obtained via the continuous adjoint approach, i.e., optimization and discretization commute.
We describe this approach in more detail in the next paragraph, and discuss corresponding
shape optimization algorithms in Section 2.12. However, sometimes a good initial guess is
not available. In particular, it might be the case that the topology of the optimal domain
is not known a-priori. The level set method combines nicely an exact shape representation
with the possibility of describing elegantly topologic changes of the underlying domain. We
briefly recall some of its properties in Section 2.11.3 and apply it in Chapter 7 to minimize the
resonance of a harbor basin.

2.11.1. Extension of boundary displacements to domain displacements

Let us describe how a transformation of the boundary can be related to a transformation of
the domain. We focus only on transformations given as perturbations of the identity. So far we
studied for a suitable Banach space © the group of transformations F(0), and the set of images
Op(£2) of some domain 2 C R%. The transformations 7 = Id + U € F(®) are determined
by vector fields in the tangent space ©. Analogously, we can consider transformations of the
boundary 042, with an underlying tangent space U of vector fields 942 — RY. A transformed
boundary is obtained as 7(942), where 7 = id + u: 02 — ]Rd, u € U, and id is the identity
mapping from 9f2 C R? to R, ie., id(z) =z € R? for all z € 802. To connect this approach
with the results we have obtained so far for F(0), we need to extend u € U to some vector
field U € ©. This is done by introducing a suitable extension operator

T:U—0, u~—T(u).

While it is of course possible to consider nonlinear extension operators, the common choice are
linear ones. Most of the theory we present works for a general smooth extension operator T,
but we have in mind a linear operator. As already mentioned in Remark 2.69, in practice one
usually works with transformations which are not defined on the whole Rd, but only on the
current domain §2. Thus the extension operator has to relate a displacement of the boundary
912 to a displacement of the domain (2 in some Banach space ©(2).

Remark 2.86. One has to balance between requirements posed on the spaces U, 0, and the
choice of the operator T: U — ©. Vector fields in ® have to be smooth enough to properly
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model the specific problem. In particular, they should ensure a certain regularity of the
transformed domains. On the other hand one wants to pose as few restrictions as possible on
the design space U. Finally, T is supposed to transport a displacement from U to ©, while
being as cheap as possible for the actual implementation. Despite the delicacy of these choices,
the introduction of T also offers some opportunities. One might, for example, consider only
normal perturbations of the boundary, thus obtaining a one-to-one correspondence between
perturbations and domains. Another possibility is to gain a compactness property by choosing
an extension operator which is completely continuous, see Section 2.11.2 for an example and
Section 5.9 for an application.

In simple situations, it may be possible to construct an explicit extension operator with
desirable properties. In more complex settings, one chooses 1" usually as the solution operator
of some linear elliptic PDE. An intuitive idea is to consider the domain as an elastic body
deformed by the prescribed boundary displacement. Other popular choices for T are the
solution operators of the Laplace equation Ay = 0, or the bi-Laplace equation Azy = 0. One of
the main concerns influencing the choice of the extension operator is the quality of the deformed
mesh used for the discretization of a PDE constraint. We refer to the recent contribution of
Wick and Wollner [WW14], where these three extension operators were compared in the context
of fluid-structure interaction. Their comparison indicates that the bi-Laplacian extension
operator is the best suited one, followed by the elasticity based operator. They concluded
that for large deformations it might be worthwhile to invest in the additional computational
effort required for the bi-Laplacian extension operator. In this thesis we always work with the
solution operator of the linear elasticity equation, which offers a good compromise between
computational costs and mesh quality.

2.11.2. Example: extension via linear elasticity

Let us consider a domain {2 € 0. We allow for the possibility that only a part of the boundary
012 is allowed to be transformed, and denote this design boundary by I'g. Of course, the case
I'p = 012 is included. We want to relate a boundary displacement u: I'g — R? to a domain
displacement U : 2 — RY. The idea is to prescribe u as boundary data of the linear elasticity
equation without volume forces, i.e.

A+ p)(VdivD)! + AU =0 in 22,
U =u onlp, (2.34)
U =0 ond2\Ip.
Here \ = Wﬁlm >0, u = ﬁ > 0 are the Lamé parameters, where F is Young’s
modulus and v the Poisson ratio. For given boundary datum u we denote the solution of (2.34)
by U,.

To embed the boundary displacement approach into the developed theory we have to ensure
at least that U, € C’O’l(ﬁ, ]R”l)7 or is even smoother. It is well known that the regularity of a
solution of the linear elasticity equation depends on the domain (2 and the regularity of the
boundary data. The theory is particularly intricate in the case of Lipschitz domains where
corner singularities may appear. It is beyond the scope of this thesis to discuss the necessary
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conditions in general. Instead, we demonstrate in the following exemplarily the necessary steps
for a concrete setting in R>. Note that an operator T' between Banach spaces X,Y is called
completely continuous if x,, — x in X implies T'(x,,) — T'(x) in Y. We will use that property
extensively in Chapter 5.

Theorem 2.87. Suppose that {2 is convex with polygonal boundary 012 and I'g is one of its
edges. We denote the largest interior angle by w € (0, 7). It is possible to choose q < 2 such,
that the equation

A 2
sin? (zw) = %22 sin®(w) (2.35)
(A4 3p)
has no complex roots in the strip 0 < Re(z) < %. Now we set p = ;%1, and consider a space of
2

boundary displacements U — Wo_l/p’p(FB, ]RQ). We study for 0 < a <1 — % the operator

T:U — CH*(2,R?), T(u)="U,,

where U, solves (2.34). Then T is well defined, linear, and completely continuous.

Proof. The elliptic equation (2.34) admits a unique solution U, € H'(£2,R?). A classical

result of Grisvard [Gri89, Theorem 6.1] states that for u € W02 —/pp (I'g, R?) the solution has
the additional regularity U, € WP (£2,R?), if the characteristic equation (2.35) has no roots
in the strip 0 < Re(z) < %, where 7% + % = 1. From [Gri92, Lemma 3.3.1] we know that (2.35)
has no roots in 0 < Re(z) < 1, hence we can choose a ¢ < 2 with the desired properties. Thus
the auxiliary operator

T:U - W*P(2,R*), T(u)=U,,

is well defined. Furthermore, it is linear and, as we will now demonstrate, continuous. For this
we use the closed graph theorem. If the graph

U, TU) c W VPP (g R?) x W?P(2,R?)
is closed then the operator T is continuous. Hence, consider a sequence (u,,) C U with
(tp, T(uy)) = (0, U) € W VPP(1p R?) x W?P(2,R?).
It is clear that
A+ ) (VdivU)" + pAU = Tim (A + p)(V div T (up))" + pAT () = 0.
Denote by
g: WP(2,R?) — W>V/PP(Ig R?)

the trace operator. It remains to show

||Q(U) - U||W271/p’p(FB,]R,2) =0.
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Due to [Gri85, Theorem 1.5.2.1] we know that g is continuous. Furthermore

19(0) =l yovrms gy < [9(0) = 9(T(u

+ o)) = u|| ossm

’I’l)) HWQ—l/p,p(FBJRQ)
(I'g.R?)

By the continuity of g the first term goes to zero for n — oo. Since g(T'(u,,)) = u,, the same
holds for the second term. Hence

T e £ (WP (0, R?), WP (2,R%)).
With the well known compact imbedding
WP (02, R?) —, CH(2, R?)

forp>2and0<a<1-— % [Gri85, section 1.4.4.] we conclude
T e £ (WP (0, R?), C1(3,R%)) .

In particular, due to linearity, u,, — u implies T'(u,) — T'(u) in W?(£2,, fs R?). The compact
imbedding finally provides T'(u,,) — T'(u) in CY*(£2, R?), which shows that 7T is completely
continuous. O

Remark 2.88. (i) In particular, the choice U = H*(I'g, R?) is possible, since the Sobolev
imbedding theorem, cf., e.g., [HPUU09, Theorem 1.14], states that

H* (g, RY) — W VPP(g R?), for 2 < p < 4.

(ii) Although the extension operator 7' maps the whole space U to O(2) = C*(2, R?),
the associated transformation Id + T'u is not necessarily a homeomorphism if u, and
hence T'(u), is to large. We will discuss this issue in more detail in more detail in
Section 2.12. In numerical computations a domain displacement which is to large may
lead to a corrupted mesh.

We proceed by introducing a very different philosophy of encoding shapes.

2.11.3. Level set representation of the shape

An alternative to the approaches introduced so far, is the representation of a domain {2 C R?
as the sub-zero level set of some function @: RY — R. This is the essence of the level set
method. It was introduced in [OS88], and is widely used to describe propagating fronts, moving
interfaces, image segmentation, morphing bodies and similar quantities. We refer to the
monographs [FO03, Set99] for a detailed presentation of this rich topic.

Since the introduction of the level set method to shape optimization at the turn of the
century, it has developed into one of the most powerful techniques in this area. Some early
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works are [AJT02, AJT04, OS01, SW00, WWGO03]. Many publications deal with structural
optimization. Usually the Ersatz material approach in a hold-all domain D is used to compute
the mechanical properties of the structure and the domain {2 is never explicitly resolved.
But there are also approaches where the domain is exactly meshed, consult for instance
[ADF14, HCO08, Per04, XSLW12] and the references therein. The literature is extensive, we
refer to the review paper [vDMLvK13] for an overview of level set based methods in structural
topology and shape optimization. The survey [BO05| presents the level set method from the
perspective of inverse problems and optimal design.

The most appealing aspects of the level set description of a shape are
(i) the easy global description of the geometry,
(ii) the possibility to encode also geometries of low regularity,

(iii) and the possibility to describe shape and/or topology changes of the geometry under
consideration, by manipulating the corresponding level set function.

In particular the ability to handle topology changes in a natural and easy way distinguishes
the level set method from many other approaches of encoding shapes.

Let us fix the notation of the sub-zero level set and the zero level set.

Definition 2.89. Let &: R — R be a continuous function. We denote

2% :={zeR? | &(x) <0}, and I'* := {z e R? | &(z) = 0}.

Obviously, 2% is an open set, and I’ ? 5 90% is closed. On the other hand the inclusion
I c 9097% is not necessarily true, this effect is referred to as fattening. Whereas we can
associate unique sets 945, I'? with a given function @, any set A C R? admits arbitrarily many
level set functions. Of those we want to especially point out the oriented distance function,

bA = dA—dAC, (236)

which was introduced in Section 2.2.2. Often it is also called the signed distance function,
but we follow here the terminology of [DZ11]. The oriented distance function features many
interesting properties, and is closely linked to several geometric properties of the underlying
set. We collect only a few results here, and refer to [DZ11, Chapter 7] for a more detailed
presentation of this topic. Let us introduce the notion of the set of projections of x onto 0A

Hpa(x) :=A{z € 0A | dpa(z) = |2 — [},
and the skeleton of 0A
Sk(0A) := {z € R | Ty (z) is not a singleton} = {z € R | #Vd34(z)}.

Theorem 2.90. [DZ11, Theorem 7.2.1 and 7.3.1] Let A be a subset of R® with A # 0. Then
the following hold:
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(i) the function by is uniformly Lipschitz continuous on RY and
d
Va,y € R [ba(x) —ba(y)] < [z —yl.
Moreover, by is Fréchet differentiable almost everywhere, and

[Vba(z)] <1 ae in R

(ii) We have the following chain of equivalences: b?4 is Fréchet differentiable at © <
b4 is Gateauz differentiable at z < ITy4(x) is a singleton.

There is a close link between the regularity of the set A and the regularity of b4.

Theorem 2.91. [DZ11, Theorem 7.8.2] Let A C R, 04 # 0, let k > 1 be an integer, and let
0<1<1 be a real number. Denote the ball in R? with center x and radius p by BR(m,p).
Then we have the following characterizations.

(i) k=1,0<1<1: A is of class oY and 9AN Sk(0A) =0, if and only if

meas(0A) = 0 and Vo € DA, 3p > 0 such that by € C(B%(z, p)).

(i) k=1=1o0rk=20<1<1: A is of class ol if and only if

meas(DA) = 0 and Yz € DA, 3p > 0 such that by € C*'(BX(z, p)).

Moreover, in all cases, Vby = no Pyy in BR(az, p), where n is the unit exterior normal to A
on OA, Py, denotes the projection onto A, and A is a C’k’l-submanifold of dimension d — 1.

Observe that, due to Theorem 2.90, we can not infer any regularity of A from a Lipschitz
continuous by4.

Let us briefly discuss the connection between the transformation of a domain and the change
in the associated level set function. Since we are mainly interested in situations where the
domains under consideration are at least Lipschitz we restrict ourselves here to this case. Note
that it is possible to handle much more general situations in the level set framework, cf., e.g.,
[Kralba] and the references cited therein. In the setting of the level set method it is more
natural to work with the flowmap 7" than the perturbation of the identity 7. The reason for
this is revealed by the following deliberation.

Consider a Lipschitz domain {2 with associated oriented distance function b,. Furthermore,

let © be equal to C* (R, R?) or CF (R, RY) with & > 0. For any V € © and any T > 0
the associated flow satisfies Ty, (T") € F(0). Setting

®: [0,T| xR 5 R, D(t,x):=bgoTy(t)  (z),

it holds Ty (¢)(2) = {z € R | &(t,2) < 0}, and Ty, (t)(002) = {x € R? | &(t,z) = 0}. Thus, &
describes a family of level set functions encoding the evolution of {2 through 7y,. Furthermore,
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2.12. Shape optimization on a reference domain

for zo € R* with by(z) = ¢ € R, denote the associated trajectory by z(t) = Ty (t)(zq).
Obviously it holds @(t, z(t)) = ¢, for all ¢ € [0, T]. Differentiating this equation with respect
to t yields

O, ®(t,x(t)) + VO(t, ()" V(x(t) =0, Vte (0,T).
Indeed, it is a classical result that a solution of the transport equation
8,W 4+ V¥V = 0 with initial condition ¥(0,z) = by (), (2.37)
where V&'V is meant in the weak sense, satisfies for a.e. z € R? and all t € [0,T]
W(t,2) = bo o Ty () (),

cf. [ACO8, Proposition 3.3]. Note that this result is due to the regularity of V. In general
the transport equation may lead to shocks and discontinuous solutions. Special solution
concepts are required, we point out in particular the concept of wviscosity solutions, cf. e.g.,
[Gig06, CIL92|. This is also the usual framework to handle the classical level set equation

0,8(t, ) + F(x)|®(t,z)| = 0.

It is obtained by inserting the velocity field V' = FV®/|V®|, which points in normal direction
with respect to 042, into (2.37). The level set equation was already employed in [OS88] and is
very often used to describe the evolution of the level set function. The use of velocity fields
which point in normal direction is motivated by the Hadamard-Zolésio structure theorem, cf.
Theorem 2.78. Note that, in contrast to (2.37), Lipschitz continuity of the speed field F' is not
enough to guarantee well-posedness of the level set equation in the classical sense. Instead,
one has to resort to generalized solution concepts like the mentioned viscosity solutions. If
one relaxes the regularity of V in (2.37), or uses the classical level set equation, one can also
describe topological changes of the underlying family of domains.

Summarizing, we can describe domains as sub-zero level sets of suitable functions @. In
particular, once a suitable descent direction V € @ is chosen, it is possible to obtain the
associated family of transformed domains via the solution of the transport equation (2.37).
We employ the level set approach to shape optimization in Chapter 7 to optimize the shape of
a breakwater. In particular, we will describe a numerical implementation of the method.

2.12. Shape optimization on a reference domain

For simplicity we suppose now that our initial domain {2, is close to a solution of the shape
optimization problem under consideration. That allows us to restrict our attention to a fixed
reference domain. In many applications this is a valid assumption, since one is tasked to
improve an expert design which is already good. Denote the design boundary by I'g C 9f2,.
We specify the setting of this section in the following condition.
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2. Aspects of shape optimization

Assumption 2.9. © is given by Ckﬂ(ﬁ, ]Rd) or Ck’l(@, ]Rd) for some k > 0. The set
2y C RY is nonempty, bounded, and either closed, or satisfies int £2, = §2y. The shape functional
it Oe(£2y) — R is Hadamard differentiable with respect to @ ={U € © |U =0 on 02y\I'g}.

There exists a solution £2° of the shape optimization problem mingecog (2,) i(£2) which satisfies

2° € B(25,1) = {ry(12) | 7y =1d+ U, U € B®(0,1)}.

The functional j : B®(0,1) — R from Definition 2.29 may be used instead of j on B (£2,,1).
Since we need to consider only transformations of 2, we can restrict the tangent space to
©(£2) =: ©,. Thus it suffices to study the localized problem

g};glojﬂo(U) st [[Ullg, <1

In fact, we would like to consider only the displacement of the design boundary as our control.
We suppose that we have a suitable linear extension operator available.

Assumption 2.10. Assumption 2.9 is satisfied. Moreover, U is a Hilbert space of vector fields
I'g — ]Rd, and there exists a continuous linear operator T: U — Oy satisfying

B9(020,1) c {r(2y) | 7 =1d + T, u € U}.

Introducing the set of feasible boundary displacements
ufeas = {u eu | HTuH@O < 1}’
we can now consider the functional

J: ufeas — R, ](u) = jQO (Tu)

One may extend j to the whole space U by setting j(u) = oo for all u & U.,s. Clearly the set
Ufeqs 1s open. In particular, j is differentiable at every u € Uyeqs. This is due to Theorem 2.31
and the Hadamard differentiability of j. The derivative of j is given by

' (u) =Ty, (Tu) € U,

where T" € L(©y,U") is the dual operator of T.. If T" is not available in closed form it can
be evaluated with the help of some additional adjoint equations. This is briefly described in
Section A.2, see also [BLUU09, Lin12]. If jo is twice continuously Fréchet differentiable, then
so is j. Its second derivative can also be obtained via the adjoint approach.

Remark 2.92. In many publications a different approach is chosen to determine the derivatives
of j. It relies on the structure theorem of shape optimization Theorem 2.78, which states
that only the normal component of the boundary displacement affects the shape derivative.
In particular, assuming enough smoothness, the shape derivative can be reformulated as a
boundary integral which contains only the normal of the boundary displacement. Thus one
can bypass the evaluation of 7. However, we favor the described approach via the extension
operator. The reason for this is that the mentioned reformulation of the shape derivative is
not valid for a Lipschitz domain. In particular, while such a reformulation may be possible on
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2.12. Shape optimization on a reference domain

the continuous level, it is usually not justified for a finite element discretization of the problem.
Moreover, the volume expression of the shape derivative requires less regular finite element
functions. In our experience it is also numerically more stable than the Hadamard form. This
assessment is shared in the recent papers [HPS15, LS13].

We know from Assumption 2.9 that there exists a solution of

in j 2.38

min j(u) (2.38)

in the open set Uy,,, in particular, a necessary optimality condition for a local minimum

is j/(u*) = 0. Furthermore, a descent method will not leave Ujeqs since j(u) = oo for all

u ¢ Upeqs- Hence, as long as we start with a feasible point, e.g., uy = 0, we do not have to
incorporate this constraint explicitly in our optimization algorithm.

Remark 2.93. We restrict ourselves here to the open ball B® (0,1). More generally one
might consider T: U — O and Uy == {u € U | Id + T(u) € F(O)}. Since the set
{U €O |1y € F(O)} is open in O, cf. [MS76, Lemma 2.4], the set Uy, is also open.

The linesearch descent method specified in Algorithm 2.5, with the two variants globalized
Newton method (Algorithm 2.6), or Newton-type method (Algorithm 2.7), is standard. We
refer, to [HPUUOQ9] for the analysis of these methods in a Banach space framework. Note that
the choice R = A in Algorithm 2.7 corresponds to the classical steepest descent method. In
the execution of Newton’s method the CG method is terminated early if we encounter negative
curvature.

Algorithm 2.5: Monotone linesearch minimization on U

Require: a Riesz isomorphism A: U* — U with associated dual norm ||-|| A1

set ug =0
set the iteration index to k =0
repeat

choose a descent direction vy, € U, i.e., (j'(uy,), vg)y 1y < O

employ the Armijo rule (cf. Lemma 2.67) to select a step length o), > 0
set upy1 = up + opvUg
increment k

until |5’ (uy)

|1 =0

We conclude this section with a few remarks regarding the practical implementation of these
algorithms in the setting of shape optimization.

Remark 2.94. In the algorithms of this section we require the evaluation of j(u), j'(u), and

j"(u). These are determined by the functional jo . In many situations, the derivatives of

jo, can be calculated explicitly at every U € BG(O, 1). We describe in Section 2.14 a quite
general technique for this, and exemplify it in Section 3.1 for an elliptic model problem.
See also Section 6.1 for an application to drag minimization in Stokes flow. Utilizing those
expressions one can work on the fixed reference domain. We refer to [KV13|, where this is
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Algorithm 2.6: Computing a globalized Newton direction

Require: a point v € I and Riesz isomorphisms A: U* — U, R: U* — U
1: try to solve Newton’s equation

S =—j'w) i U

with the CG method (Algorithm 2.4) using the preconditioner R
2: if the CG method exited successfully and

(' (W), v)ye g0 < —IlF @)l -1 1]l o

b

then
3: return veld
4: else

5 return v=—Aj'(u) €U

Algorithm 2.7: Computing a Newton-type direction

Require: a point u € U and a Riesz isomorphism R: U* — U
1: set v =—Rj'(u) €U
2: return v € Y

done for an elliptic model problem. However, even in such a ‘simple’ situation the transformed
state equation, as well as the other equations which determine the reduced derivative of the
objective, are highly nonlinear with respect to the displacement U, and require specialized
solution techniques. For more complex state equations, e.g., the instationary Navier-Stokes
equation, this may be very tedious. Fortunately, it is not necessary to do this. Instead, the
objective and its derivatives may be evaluated on the current domain 2 = (Id + T'uy,)(£2p)-
With the help of the relations provided by Theorems 2.31 and 2.39, respectively Lemma 2.74,
these can then be transported to the reference domain 2,. We explain this in more detail in
Section 3.4.

Remark 2.95. Of course the question arises, whether Newton’s method exhibits fast local
convergence, i.e., whether the Hessian is continuously invertible near the optimum. Compared
with Newton’s method in terms of the domain displacement, cf. Section 2.9, we have now
excluded the pathological situation of a displacement field U which is zero on the boundary.
However, if we allow for free boundary displacements, vector fields which are tangential to
the boundary may still cause problems. We refer to the discussion in Section 2.9.2. One
possible remedy is to consider only normal displacements of the boundary. This restriction
can be easily combined with the approach described in the section at hand. While such a
restriction may yield a positive definite Hessian in the optimum, the coercivity of the Hessian
with respect to U is still not ensured. As it is often the case in PDE- constrained optimization,
it might even be unrealistic in many situations. In Chapter 4 we analyze the Hessian of a
model problem in detail. We conclude that it corresponds roughly to a differential operator
of order one, which is positive but not even H'(I'g)-coercive. See also [EHSO07] for a related
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2.13. Point-wise geometric constraints and a projected descent method

discussion involving smooth star-shaped domains. Many optimal control problems feature
a term g Hu||z2/,, which provides a coercive contribution to the Hessian and is either termed
control cost or Tikhonov regularization. In particular, usage of such a term avoids problems
with tangential displacements. In Section 3.4 we combine normal boundary displacements with
such a regularization term, while in Section 6.3 we work with free boundary displacements

and a similar regularization term.

2.13. Point-wise geometric constraints and a projected descent
method

In this section we start our discussion of possible approaches to incorporate point-wise geometric
constraints into the shape optimization procedure, i.e., constraints of the form

AC 2, or LN =0.

Here A, L C R¢ describe some region which should be contained in {2, or which is forbidden.
These are point-wise constraints, in the sense that they have to be satisfied for every point
of the admissible domains. In contrast, restrictions on, e.g., the volume, or the boundary
smoothness, are more global constraints which we do not address here. Sometimes the term
geometric constraints is also used to describe constraints like minimum/maximum thickness
of shapes, cf., e.g., [Micl4] and the references therein. However, these are not point-wise
properties of the shape, but local properties.

Point-wise geometric constraints appear frequently in practical applications. They may be
part of the model to obtain a sensible solution. For example, in Chapter 7 we consider a
shape optimization problem involving a harbor breakwater. Naturally, it is not a feasible
solution to completely enclose the harbor basin, hence the harbor basin and the harbor
approach are forbidden regions for the breakwater. In other applications the geometric
constraints may have nothing to do with the physical model described in the shape optimization
problem. Instead, they may be outside restrictions on the available space of the component
to be optimized, or one might, for instance, want to find a body with prescribed volume
and minimum drag which can be stored in a certain box. One can think of many more
examples. Such design constraints have been considered in various publications. However,
usually they are either only considered with regard to some particular parametrization, e.g.,
constraints on the control points of some Bézier curve, or discretization, see for example
[ABV13, BLUU09, BLUU11, Brall, Linl12, HLA08, NZP04], or they are tacitly assumed to
be inactive in the solution, see for example [Lau00, KV13].

If we consider the admissible family of domains to be transformations of an initial reference
domain, then the point-wise geometric constraints can be considered as constraints on the
transformations. We will pursue this line of reasoning in Section 5.9 for geometric constraints
of the form 7(I'g) C C, where I'g is the design part of the boundary, and C C R¢ some closed,
convex set. In this section we consider the more general situation of a family of admissible
domains given by

Ou:={2€0|AC N, LN =0},
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for some A, L C RY.

A very natural idea for solving the constrained optimization problem

}Znelg](ﬁ) s.t. 2 € Oy, (2.39)
is to use appropriate projections. The projected descent method is the prototypical example of
an algorithm which always stays feasible with regard to the constraints. The idea is to take a
step in an appropriately chosen descent direction, and afterwards to project onto the admissible
set. The method is classical in the context of optimization in Hilbert spaces, cf., e.g., [HPUUQ9,
Section 2.2.2], and has recently also been generalized to the Banach space context, cf. [BR15].
Unfortunately, an extension to the shape optimization framework is not straightforward. It
is in principle possible to define projections in the different metric shape spaces. However,
the practical realization of such a projection with respect to the metric dr is a challenging
topic. We leave this option open and note that it would be a very interesting topic for further
research. On the other hand, realizing the projection, for instance, with respect to the distance
induced by the measure of the symmetric set difference or the Hausdorff metric is possible
[Kral5b]. Unfortunately, there is no intrinsic notion of an appropriate general tangent space
available. Hence the computation of derivatives which are compatible with these metrics can
only be done in specific situations, but not in a canonical way.

Due to the mentioned difficulties associated with the classical projected descent method we
propose to use an alternative approach. We choose again O = Og({2;) for some initial domain
2 C R? and suitable Banach space ©. Suppose furthermore that {2, satisfies the geometric
constraints. The idea of our iterative scheme is the following. After having determined a
descent direction at the current iterate, we project the descent direction onto a suitable set of
vector fields which keep the deformed domain in the admissible set. The easiest way to ensure
this is to define

eras = {V €0 ‘ V‘AUL = O}

Obviously, if 2 € Oyq and V' € Vyeqs, then Ty (t)(§2) € Oyq for all £ > 0. The same is true for
small enough perturbations of the identity.

There is some freedom in defining the descent direction and the associated projection. Note
however, that it is important to derive these two quantities with respect to the same scalar
product. Otherwise one can not guarantee that the projected direction is a descent direction.
There are already easy examples of linear-quadratic constrained optimization problems in two
dimensions showing that the projected Newton direction is not necessarily a descent direction,
cf., e.g., [HPUU09, Example 2.2]. We consider the following setting.

Assumption 2.11. Assumption 2.4 is satisfied. H is a Hilbert space with H — © densely.
Furthermore, a(-,-) : H X H — R is a symmetric, continuous, and coercive bilinear form with
associated norm |-,

Remark 2.96. (i) We work here with an imbedded Hilbert space instead of the Banach
space ©. It might be interesting to see whether one can transfer the results of [BR15] also

to ©. Since we have to require © to be at least Co’l(]Rd, IRd) this is not straightforward.
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(ii) Ome may generalize the fixed bilinear form a(-, -) to a variable one, and retain convergence
of the corresponding algorithm under suitable uniformness requirements, cf., e.g., [BR15].
Thus it is possible to consider second order information in the bilinear form.

Definition 2.97. Let Assumption 2.11 be satisfied, and denote V,q :=H N Vyeqs. Define the
projection onto V,q with respect to a(-,-) as

P:H—H: P,U)€EV,y anda(U—-P,(U),W)=0 VW €V,,.
For (2, € O we denote with V}, the direction
Vi €H: a(Vi,V) = (' (), V)pr 5y VYV EH.

Remark 2.98. We will in the following refer to V, as gradient, since it is the Riesz represen-
tative of j'(£2;,) with respect to a(-,-). In particular —Vj, is the direction of steepest descent
w.r.t. ||-]|,. Note again, that with a suitable choice of the bilinear form one could also obtain
a Newton-type direction.

Since V,4 is a linear subspace the projection can be implemented efficiently. In fact, instead of
first computing the gradient V), and then projecting it, we can directly compute the gradient
with respect to the subspace and obtain the same vector field.

Proposition 2.99. [KK15, Lemma 5.5] Let Assumption 2.11 be satisfied and (25, € O. The
element U, € V,, satisfies

a’(Uka W) - <]/(Qk)7 W)’H*,’H VW e Vad (240)
if and only if there holds U, = P,(V},).

Proof. By definition of the gradient it holds for all W € ‘H
CL(Vk - Uk7 W) = a(Vk7 W) - a(Uka W) = <]/(‘Qk)7 W)H*,H - a’(Uk7 W) .

Considering W € V,; shows the equivalence of the statements. O

We have the following result concerning the optimality of the current iterate (2.
Proposition 2.100. [KK15, Lemma 5.6] Let Assumption 2.11 be satisfied and 2}, € O.
(i) If P,(V;) = 0, then it holds (i’ (§2;), Wi =0 for all W € V.
(ii) If P,(V},) # 0, then P,(—V},) is a descent direction, i.e.
('(2%) Pa(=Vid)ayr gy = = 1 Pa=Va) g < 0.

Proof. This follows directly from the definitions, respectively from the above equivalence. [

Remark 2.101. Note that Proposition 2.100 does not guarantee us, that (2, is a local solution
of (2.39) if P,(V}) = 0. We can only expect to obtain a local solution of the restricted problem

Enené](ﬂ) st. €0y ()

In fact, P,(—V},) is an admissible descent direction with respect to the space V,;. Combined
with the Armijo linesearch we obtain global convergence with respect to V,, of the projected
descent method, cf. Theorem 2.66.
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2.14. Shape optimization with a PDE-constraint

So far we did not specify how the shape functional j depends on the shape {2. From now on we
focus on situations where the shape functional involves the solution of some state equation. We
develop the theory for a state equation in abstract Banach spaces, but usually we have in mind
partial differential equations (PDEs). Shape optimization problems involving PDEs which
model some physical phenomena are of great practical importance. Thus, there exists a rich
literature, varying from thoroughly investigated mathematical model problems, to heuristically
motivated engineering applications. The solution of the state equation, called the state, is a
dependent variable of the domain. This is similar to the situation in optimal control theory,
where the state depends on some control. In many situations it is advantageous to exploit
this dependency and a lot of the concepts of optimal control have been transferred to shape
optimization. However, additional difficulties occur, since the state space also depends on the
domain.

A shape optimization problem with a state equation can be formulated abstractly as

Find 2" € O and §* € Y(£27) such that
J(2,5") = inf {J(2,§) | 2 € 0, § € Y(2), and BE(2,5) =0}, (2.41)

where Y(£2), Z(f2) are Banach spaces for all 2 € O, and
J{(2,9) | R€0,jeY2)} >R
E:{(2,9)|R€0, eV}~ {2|2€0, z€ 2(2)},
with E(£2,7) € Z(2) V2 € O. If the state equation
find § € Y(£2) such that E(£2,7) = 0 in Z(£2),
admits a unique solution for every (2 € O, we can introduce the design-to-state operator
S:0—={y§|Nec0, §cYR)}, with E(2,5(2)):=0VR € O.

In that case one can study the reduced problem, where the dependence on the state equation is
hidden in the design-to-state operator, i.e., one can introduce the reduced objective functional

it O =R, j(2):=J(2,50).

In order to analyze the reduced objective one needs to study the continuity and differentiability
properties of S. Let us note, that the existence of a unique design-to-state mapping is not
a necessary condition for the shape differentiability of .J. In [DZ11, Section 10.5] a saddle-
point formulation of the Lagrangian is used. It is combined with a result concerning the
differentiability of a saddle-point with respect to a parameter [DZ11, Theorem 10.5.1], which
goes back to Correa and Seeger. In [LS13, Theorem 2.4] a differentiability result without
saddle-point assumptions is presented. Nevertheless, in this thesis we will focus on situations
where a design-to-state mapping is available. In fact, we only considered state equations in
which the state enters linearly. We believe that the reduced approach offers more advantages
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for such equations. However, in the case of nonlinear state equations, the effort of evaluating
the reduced objective increases dramatically, and a Lagrange-Newton method might be better
suited. The connection to optimization problems on manifolds, or rather to optimization over
vector bundles, may point the way to suitable algorithms. A first step in this direction is taken
in [SSW14].

The differentiability of J, E is delicate, as is already evident by the rather cumbersome notation.
The domain, and in the case of E also the range, of these operators consist of function spaces
which depend again on the shape. In principal there are two methods available to circumvent
this difficulty: the function space embedding approach, and the function space parametrization
approach. In the function space embedding method the variable function spaces are extended
from (2 to a larger fixed holdall domain D, and the computations are carried out in the
extended framework. The function space parametrization approach transports functions living
on varying domains to some fixed reference domain, where they can be compared. We will
focus on the latter approach, since it fits nicely into our framework of shape optimization.
For an introduction to the function space embedding technique we refer to [DZ11] and the
references therein.

For convenience of presentation we will focus on transformations given as perturbations of
the identity 7. The idea of function space parametrization can also be combined with other
concepts like the flow map T, cf., e.g., [SZ92, DZ11].

2.14.1. Function space parametrization

The idea of function space parametrization is to transport a function § € Y(2) defined on
2 = 7(§2) to a function y := g o 7, known as pull-back of g, which is defined on a fixed
reference domain (2. Let us formalize this argument. Recall the notation 7;; = Id + U.

Assumption 2.12. The set 2, C RY is nonempty, O = Og({2y) for some suitable Banach
space (8, and Y(£2), Z(§2) are Banach spaces V(2 € O. There exists a r > 0, such that for all
Ue B (0,r)

Y(2) ={gom [ 7€ I((8))}, and Z(%) ={zom | Z € Z(ry(2))}-
Furthermore, the mappings
V(y($2)) 29—y :=goty € Y(2y), and Z(my(2)) 2 2+ z:=Zo1y € Z(£2),
are homeomorphisms.

Remark 2.102. From Lemma 2.9 it follows, that Assumption 2.12 is satisfied for the choice

O = CO’I(IRd, Rd), r =1, and the domain and range spaces usually encountered in the context
of PDEs, i.e., LF, W' Wy*.

Definition 2.103. Let Assumption 2.12 be satisfied. The transformed state equation operator
s given by

E: B2(0,r) x Y(20) = Z(2), EU,y) := E(ry(2),yom") o 1p7.
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The transformed objective functional is given by
J: B2(0,r) x Y(20) = R, J(Uy) = J(rs(2),y o 7i7")-

Corollary 2.104. Let Assumption 2.12 be satisfied and assume that the design-to-state operator
S is well defined for all Ti;(§2y), U € BO(T,). Then the transformed design-to-state operator

S: BO(0,r) = Y(2), S(U) = S(7u(20)) o707,
satisfies

EU,5U)) =0, YU e B®(0,r).
Proof. Clearly E(U,S(U)) = E(r;(£20), 8(m1(£20)) o 7y o 77 ) o 11y = 0 0 7 = 0. O

We refer to Section 3.1, where the derivation of the transformed state equation operator and
the transformed objective functional is described in detail for an concrete example. The main
ingredient is usually the application of the transformation rule for integrals.

The importance of the transformed quantities J, F, and S is made clear by the following
characterization.

Corollary 2.105. Let Assumption 2.12 be satisfied, and suppose that S is well defined on
B (£20,7) = {r/(£29) | U € B®(0,7)}. Recall from Definition 2.29 the functional

jQO: B(Oaﬁ) — R7 JQO(U> ::j(TU(‘QO))'
Then, for all U € B®(0,9), it holds

io,(U)=J(U,S(U)). (2.42)
Proof. We have jo (U) = j(1y(£20)) = J(7(£20), S (70 (£2))) = J(U, S(U)). O

Thus derivatives of jg, can be obtained via J, E, and S. In general one is interested in
differentiability of the design-to-state map S. Since S is not given with respect to a fixed
domain and range space, there exists no canonical choice for the derivative. As usual in shape
optimization there are different differentiability concepts available. First we recall the notion
of a material derivative, cf. [SZ92, Definition 2.71].

Definition 2.106. Let Assumption 2.12 be satisfied and let F: 0= {j|5eV2)} be some
operator. The transformed operator F(U) := F(1;(§2y)) o " maps B®(0,7) to Y(£2,). We
say that F' has a strong (weak) material derivative in the direction V' € O, if the limit

F(25V) 5= lim 1 (F(V) — F(0)) € V(%)

exists in the strong (weak) topology of the Banach space Y (£2y).

74



2.14. Shape optimization with a PDE-constraint

Remark 2.107. We stayed here close to [SZ92, Definition 2.71]. Since F' is an operator
between the Banach spaces ©® and )(f2;) one can also define the Gateaux derivative of F.. We
work in the following with the Gateaux respectively the Fréchet derivative of the transformed
design-to-state operator S.

It is quite common in shape optimization to consider also the local shape derivative of an
operator F'. We state it here for completeness. Let Y (£2;) be an appropriate Sobolev space. If
it exists, the local shape derivative of F' is defined as the element F'(£2y;V) € Y(£2,), that
satisfies

F'(20V) = F(020;V) = DF()V.
It is motivated by the fact that, under appropriate assumptions,
- 1, -
F! (@ V(@) = iy (F(r(0)) = F(®)) (2), for & € int(62)

The material derivative corresponds to a Lagrangian description of the deformation process,
whereas the local shape derivative corresponds to an Eulerian description, i.e., a stationary
observer.

2.14.2. Differentiating the reduced objective functional

Let us now turn to the subject of calculating derivatives of j and jg . Our approach is based on
the identity in Corollary 2.105. Usually, we are only interested in the derivatives of j g, however
recalling the connections between the derivatives of j and jg , we can use the characterization
(2.42) to obtain also the derivatives of j via the derivatives of J, E and S. These are defined
in a standard Banach space framework on ©, Y((2;), Z({2y), and the usual results concerning
differentiability properties apply. For example, the implicit function theorem provides us with
sufficient conditions for the existence and differentiability of S.

Assumption 2.13. Assumption 2.12 is satisfied. Furthermore
(i) E: B@(O, r) X Y(£29) — Z(82y) is continuously Fréchet differentiable.
(i) There exists a y € Y(§2y) such that E(0,7) = 0 and E,(0,7) € L(V(2), Z(£2)) has a

bounded inverse.

Corollary 2.108. Let Assumption 2.13 be satisfied. Then there exists an open neighborhood
Ne(0) x Ny(o,)(7) C B2(0,7) x Y(£29) of (0,7), and a unique operator S: Ng(0) — V(£2),
such that S(0) = y. For all U € Ng(0) there exists exvactly one y € Ny (y) with E(U,y) =
0, namely y = S(U). Moreover, the operator S: Ng(0) — Y(£2y) is continuously Fréchet
differentiable, with derivative

S'(U) = —E,(U, S(U)) ™ By (U, S(U)).

If E is m-times continuously Fréchet differentiable, then so is S.

Proof. This is exactly the implicit function theorem, cf., e.g., [HPUU09, Theorem 1.41]. [
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2. Aspects of shape optimization

We verify for all the concrete examples considered in this thesis that Assumption 2.13 is
satisfied. Note that E,(0,7) = E,(§2),7), hence continuous invertibility of E,(£2),¥) implies
the same for the transformed operator at U = 0. The chain rule yields now differentiability of
the functional jg .

Corollary 2.109. Let Assumption 2.13 be satisfied, and J: B2(0,9) x Y(£2y) — R be contin-
uously Fréchet differentiable. Then jq, : No(0) = R is continuously Fréchet differentiable. If
E and J are m-times continuously Fréchet differentiable, then so is jgq, .

Proof. This follows directly from the characterization jo (U) = J(U, S(U)). O
Remark 2.110. It is well known that the representation
i, (0)(U) = Jy(U,S(U)) + J,(U, S(U)S'(U),

is not suitable for efficient numerical implementations of optimization algorithms. Instead, an
equivalent formulation is used which is derived via the adjoint approach. The same holds for
the second derivative of jg . We refer to Section A.1 for a brief recapitulation of the adjoint
approach.
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3. Model problem

In this chapter we consider a model shape optimization problem and demonstrate some of the
results and techniques of Chapter 2. The model problem is inspired by potential flow pressure
matching in inverse aerodynamic design. The task is to find a geometry which matches a given
desired pressure distribution. This is amenable to an approach via potential flow, because the
pressure can be linked via Bernoulli’s law to the velocity of the flow. The potential flow is a
simplified model for a frictionless, irrotational, and incompressible flow, where the gradient
of the potential corresponds to the velocity of the flow [CKO08]. Although potential flow fails
to describe many physical properties of real fluids there are still several applications where it
provides a reasonable approximation of the behavior of the flow. Due to its comparatively low
computational costs, it is still in use in early design stage simulations, or as an approximation
in regions far away from boundary layers. Potential flow pressure matching was used to fit a
known good flight characteristic to a new wing design. In practice, aerodynamic panel methods
are employed to simulate the potential flow around a wing or airplane, cf. [KP91]. Problems
with a potential flow state equation are often used as a test case in shape optimization, cf.,
e.g., [Pir82, Ang83, Pir84, But93, MP01, ESSI09].

We consider the following shape optimization problem in two dimensions

. 1 T 2
min = [ (Vg t— ds
N€0,GeY(N) 2 /( 4 Pa)
B
subject to the potential flow equation
—Ag=0 in 2

Vin=0 on Ig
Viln=0 on Iy
g:yo on FDa

where the boundary of the flow domain decomposes into 32 = I'g U I'y U I'p. The design
boundary is denoted by I'g, Iy is some far away boundary, and I’ contains the inflow and
outflow boundaries. Furthermore, n denotes the unit (outward) normal, and ¢ the tangent
vector oriented in flow direction. Finally, 7, induces some potential difference between in- and
outflow and p, encodes the desired pressure distribution. Figure 3.1 shows two possible typical
configurations.
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3. Model problem

Iy Iy
(a) A body immersed in a potential flow (b) Potential flow through a channel

Figure 3.1.: Two possible configurations in potential flow pressure matching

This chapter is structured as follows. We begin with specifying the problem setting in more
detail, before showing how the function space parametrization approach can be employed
to obtain shape derivatives of the reduced cost functional. To this end we characterize
the functional jg, in Section 3.1. In Section 3.2 we introduce the necessary ingredients for
deriving the shape derivatives in Section 3.3. At the end of the chapter we discuss a possible
implementation of the model problem and present numerical experiments.

3.1. Function space parametrization

Recall the general shape optimization problem with state equation (2.41):

Find 2% € O and §* € Y(27) such that
J(2,5%) = inf {J(2,5) | 2 € O, § € Y(R), and E(2,5) =0}.

We will embed the potential flow pressure matching problem in this framework and use then
the function space parametrization approach, see Section 2.14. Let us specify the problem
setting of this chapter in detail.

We consider a bounded, nonempty Lipschitz domain (2, C R>. Only a part of the boundary of
{2y is allowed to be deformed. It is denoted by I's. The other two parts, I'p and I'y are fixed.
Hence, given a disjoint decomposition 02y = I'g U I'y U I'p, we set

O:={r() | T € F(B), 7(Ip) =Ip, T(In) = Iy}
={7(%) | 7 € F(©)},

where B=C"(R?>,R?), and © := {U € B|U =0 on I’y UT'y}. For all 2 € O the design part
of the boundary 02 is given by 7(I'g) = 002\(I'p U I'y). For every 2 € O we define the space
Hp(£2) as the space of all functions § € H'(£2) with trace tr(j) = 0 on I'p. Note that, due to
B C* (IR2, RQ), the images of (2 are again Lipschitz domains, so the trace is well defined.
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3.1. Function space parametrization

We set Y(2) = HH(2) and Z(2) = Y(2)*. Given some smooth extension §j, of the Dirichlet
datum 7, onto {2, we introduce

<E(Qa g)> ¢>y(_(2)*7y(()) = (V(g + gO)a V¢)L2(Q) fOI’ g € y(Q)a 85 S y(Q)
Hence, the state equation in variational form can be written as
find § € Y(£2) such that (E(£2,§), 8)y0y y) =0 Y& € V(92).

Finally, we arrive at the setting of (2.41) by choosing

~ B 1 T 5 5 2
J(2,9) =5 (t V(7 + 9o) — pd) ds, (3.1)
O\ (I'pUT'y)
where p, € LQ(F 'z) encodes the desired pressure distribution which is transformation invariant,
ie., pg(t(x)) = py(x) for all z € I'y. In fact, it is reasonable that the desired pressure
distribution does not depend on the shape of the design boundary. In the concrete example
later in this chapter this is achieved by choosing a function p; which depends only on the
x1-coordinate, and is constant in zo-direction.

For every (2 € O the state equation admits a unique solution, hence we can define a design-to-
state operator S such that E(§2,5(£2)) = 0. The reduced objective is given by

i(0) := J(2,5(12)).

Let us now demonstrate how one can compute the derivatives of the shape functional j at some
2,y € O. As proposed in Section 2.14, we will do this via the localized functional j, .. Once
we have the derivatives of jo _ ; available, we can use the results from Theorems 2.31 and 2.39
to compute the shape derivatives of j. However, as discussed in Section 2.8, 2.9 and 2.11, from
an algorithmic point of view we are mainly interested in the derivatives of jg _ s Recall from
Corollary 2.105 that there exists an r > 0 such that

io,.,(U)=J(U,SU)) forall Ue B®(0,r),

if the function space parametrization approach is applicable. In fact, due to Lemma 2.9, the
space YV := Y(f2,.5) is equal to {go7 | § € V(7(§2,.f))}, and the mapping

y(T(‘Qref))Bg'%y::goTey

is a homeomorphism for all 7 € F(©). We now transform £ and J to (2,.; as described
in Definition 2.103. Let us circumstantiate this process in detail for the state equation.
The transformed obejctive can be obtained with an analogous procedure. We employ the
transformation rule for integrals, i.e.,

/ f(@) dz = / F(r(@))|det(Dr())| dz.
T(2rey) Dyes

Since we only work with transformations close to the identity, i.e., |7 —Id|g < 1, it holds
det(D7) > 0, and we can drop the absolute value in the following. Furthermore, we deduce
from y = g o7, that

y'() = § (r(2))Dr(z) = V§(x) = Dr " (v (&) Vy(r (@),
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3. Model problem

and similarly for ¢ = ¢ o7 and yg = gy o 7. We conclude

(VT +50): V) 270,

= ((Dr o7 )V(yor +yor ) (DT Tor YV(por ) b
T\ ref

_ Y Y
= (DT V(y+yp), DT Vgpdet(DT))LQ )’

Hence, we study the transformed state equation operator

E:BO0,1) x Y =Y, (EU.y),¢)y y = (AeD) D1 D V(5 + 1), V9) 1, -

For J we use the transformation rule for boundary integrals, and note that, if ¢ is the tangent
vector to I'p, then the tangent vector to 7(I'z) is given by ]DTt\_lDTt. We obtain the
transformed objective functional

2
1 TV (y +
J: B°0,1)xY > R, J(U,y):§/F (M—m) |D1yrt| dS,
B

where I'z now denotes the design boundary of §2,.¢.

From the results of Section 2.14 we conclude that the transformed design-to-state operator
S(U) = S(1y($2c5)) o Ty satisties E(U,S(U)) = 0, and that

ia,.,(U) = J(U,SU)).

With the help of the implicit function theorem we can now derive a formula for the derivatives
of j ey For this we need the partial derivatives of £ and J.

3.2. Partial derivatives

Recall the differentiation rules of Lemma 2.84, which we restate here for the convenience of
the reader.

Lemma 3.1. (i) The mapping
W @R RY — L°RY: U+ det(DAd + U)) = det(Dryy)
is differentiable and the derivative in direction V € Wl’oo(Rd,Rd) is given by

tr(Dr;; ' DV) det(Dyy).

(ii) The mapping
whRYRY - LR, R>): U DAd+U) ™ = D7t
is differentiable and the derivative in direction V & Wl’oo(]Rd,IRd) is given by

—Dr; ' DV D7t
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3.2. Partial derivatives

By the above lemma the derivative of the mapping
U A(U) := D7y Dr;* det(Dryy) (3.2)
in the direction V is given by

MY (U) := Dry* (=DVDry' = Dy "DV + Tta(Dr ' DV)) D" det(Dry),  (3.3)

where Z denotes the identity matrix in R4, For a clear presentation, we will employ in the
following formulas the short notation

E(U7 y) = (E(Uv y)? ‘P)y*,y-

Corollary 3.2. Consider the operator

E: B2(0.1) x Y = V', (E(U.y),0)yy = ¢ E(U.y) = (AU)V(y +%0). V) 2, -

The operator E is twice continuously Fréchet differentiable. The partial derivatives in the
directions z € Y, respectively V € ©, are given by

P By (U,9)2 = (AU)V2V9) 12y

@ By U )V = (MY @)V +90)V¢) 2, -

The partial second derivatives in the directions z € Y and V,W € © are given by
Eyy(Ua y) =0,
* o \%4
?"Euy (U p)(V,2) = (MY (©)V2,90) L,
SD*EyU(Ua y)(27 V) = QO*EUy(Ua y)(‘/a Z),

I

and
-1 1%
DTU DW M (U)V(y+y0)7v90>L2(Q f)

¢ Eyy(U,y)(V,W) = —
- DW! DTV (y + 1), Vo)

MY (
(“Q'ref)

U)
U)tr(Drg' DW)V(y + yp), w)

+

+ (D' DV D1t DW AUV (y + o),

(
(
(2"
(
+ (AW)DWT D7 DV D"V (y + ), go)Lz o)

— (A(U) tr(D7y ' DW D7 DV)V(y + 1), V) 2

2
L ref

Proof. With Lemma 3.1 the differentiability of E is clear, and the first derivatives can be
calculated in a straightforward manner. Since these are again composed of differentiable
operators the second derivatives can be obtained by the chain rule. O
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3. Model problem

Usually we are only interested in the derivatives at U = 0. It holds

A(0) =Z, and
MY (0) = (Zdiv(V) — DV — DV?),

hence the above expressions simplify to
P Ey(Oa y)z = (Vz, v‘p)LQ(Qref)
¢ Ey(0,y)V = ((Zdiv(V) = DV = DVI)V(y+ ), Vo)
L ('Q'ref)

& By (0,9)(V, 2) = ((Zdiv(V) = DV = DV)Vz, Vi) o
L (Q'ref)

and

0 By (0,9)(V, W) DW(Zdiv(V) — DV — DVT)V(y + ), w)LQ(Q p

=

( (Zdiv(V) — DV — DVHYDWTV (y + yp), V@) L*(2,e5)
+(amv _ DV — Dv)dWMQV@+M%VQLﬂmm
+ (DVDWN (y +40), V) 2,y
+ (DW DVTV(y + ), VSD)LQ(QTef)
— (tr(DWDV)V (y + o), V‘P)LQ(QM«) :

Rewriting the objective as

2
1 V(y + vo)
— — D ds
2 / ( |DTUt‘ Pd | TUt‘

1
5/ t V y+y0)) (tTDTgDTUt)_l/Q ds

— 5 [ 27+ s ds
I'p

1
+35 pa(¢T Dt Drye)? ds,
I

the following result is obtained by straightforward calculations.

Corollary 3.3. Consider the functional

2
1 I (y +
BP0 o 0 = (SRR ) 1o as
B
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3.2. Partial derivatives

The functional J is twice continuously Fréchet differentiable. The partial derivatives in the
directions z € Y, respectively V € O, are given by

(Jy(U,y),2)p* 3 = / (tTV(?/ + yo)) (fTVZ> (¢" Dy D)™ — (tTVZ) pq dS;
b FB
1 2 _
JuUy)Vieo==75 | (¢"V(y+ ) (" D D) (" Drf DV ¢) dS
B

1 _
+5 p2(¢ ' DrE D7y ) V2 (¢ DDV t) dS.
FB

The partial second derivatives in the directions z, o € Y and V,W € O are given by
(yy (U y)z: @)y y = / (tTvSO) (tTVZ> (tTDTgDTUt)*l/2 ds,
k) FB

(Juy(U,y)U, 2) 3 5 = — / (tTV(y + yo)) (tTVZ) (' DrE Dy )32 D DV ) dS,

I'g
<JyU(U7 y)za V)@*,@ = <JUy(U7 y)U7 Z>)}*7)}7

and

(Jou (U, y)V, W) g

+3 (t v( y+y0> ("D D7y ) (T DAE DV ) (¢F D DWt) dS
-3 / ('Y + ) ("Dl Drye) (" DWT DVe) d
% / (" D D7) 32 (Dl DV &) (¢ DrEDW ) dS

3 /FB pa(t" D Drye) (" DWT DV'¢) dS.

Proof. Differentiability follows from Lemma 3.1. The stated formulas may be verified by
straightforward calculations. O

These expressions also simplify at U = 0. It holds

(7,(0,), 2y y_/ Yy +w0)) —pa) (V) ds,
o0 Vo= [ (v ("Vw+w)’) "DV ds.
(T (0,9)2,0) e = / (') (¢V2) ds,

o090 Ay = [ (90 +30) (£72) (DY) as,
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3. Model problem

and
3
(Juu(0,y)V,W)g g = 5/ ( y+yo> (' DV e) (' DWt) dS

1
5/ (" Vy+y0) ("DW'DV) dS

—1/ pa(t' DV ) (¢F DWt) dS
2Jr,

+% / pa(t' DWTDVe) ds.

I

0:1

3.3. Shape derivatives
Recall that we would like to employ the implicit function theorem to show differentiability of
S(U) and hence of

i, (U) = J(U,SU)).

The implicit function theorem requires E, (U, y) € £(Y,Y") to be continuously invertible, cf.
Section 2.14.2. We verify this now with the help of Lax-Milgram.

Lemma 3.4. For every U € B®(0,1) the linear operator E,(U,y) € LY, Z) is continuously
invertible.

Proof. Let U € BG(O, 1) be arbitrary but fixed. Recall Z = Y*. Define the bilinear form

b(): Y x Y =R, bz 9) = ¢ Ey(Uy)z = (AU)V2 Vo) 2 -

Since B = C*(R? R?) this is a bounded and coercive bilinear form. Hence, for any f € V*
Lax-Milgram provides us with a unique solution z € ) of the variational equation

b(z,0) = (fi¢)yy Ve

Thus, the linear map f ~ z is the inverse of E,(U,y). Boundedness of the inverse operator is
again provided by Lax-Milgram. O

Hence, all prerequisites of the implicit function theorem are satisfied and we obtain the
announced result.

Corollary 3.5. The functional
io,,: B20,1) = R, g (U)=JU,SU))

is twice continuously Fréchet differentiable.

Proof. Combining Corollaries 3.2 and 3.3 with Lemma 3.4, we see that all the conditions of
Corollary 2.109 are satisfied which provides the claimed result. O
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3.3. Shape derivatives

We conclude this section by showing how the derivatives of j 0,,; can be computed. For this we
choose the sensitivity approach where the derivatives of S are used explicitly. Note that the
sensitivity approach is not recommended for practical implementations. Instead, the equivalent
representation of the derivatives via the adjoint approach is usually to be preferred. The
adjoint approach is briefly recapitulated in Section A.1, we refer to [HPUU09, Section 1.6]
for a more detailed discussion of the two approaches and their merits. We present here the
sensitivity approach since we will use it in Chapter 4 to derive the symbol of the Hessian for
our model problem.

By the chain rule the derivatives of jg ; in the directions V, W € © are given by

<ijTef (U)a V)@*,@ = <JU(U7 S(U))7 V)@*,@ + <Jy(U7 S(U))7 S/(U)V>y*,y7
(j/(;ref(U)V, W)@*,@ = (Jyu (U, S(U))V, W)@* Xe)
w

+ (Juy (U, SOV, S U)Wy
+(Ju (U, SU)S' UV, >@*,

+ (Jyy (U, S(U))S"(U)V, S (U)W)yr
+ (1, (U, S(0)), S"(U)(V, W)y .

The derivatives of S are given by the implicit function theorem, cf. Corollary 2.108. Let us
demonstrate this for the choice U = 0.

Definition 3.6. For every V € ©® we denote by z, € Y the solution of

(£,(0,5(0))z, )%y = —(Ey(0,5(0)V, )y~ y Voe)
e (V2 V)2 ) = ((Idw(V) DV — DVT)V(S(O)+yo),W)L2(%) Vo € V.
(3.4)

This equation is known as the linearized state equation and it holds
2y = S (0)V.
Definition 3.7. For all VW € © we denote by puyw € YV the solution of

<Ey(07 S(O))/’La ‘P)y*,y = _<EUU(07 S(O))(‘/a W)7 ‘P>y*7y
_<EUy(O?S(O))(V7 ZW)790>3)*,3) (35)
0,5(0)
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3. Model problem

for all p € Y. Inserting the concrete formulas yields
_ . _ AT
(Vi Vo) 2(q,, ) =+ (DWEAN(V) = DV = DVI)V(S(0) +10). V) o,

+ (@ div(v) = DV = DVT)DWV(S(0) + o), Vo)

L2 (Q'ref)

/N /N

MY(U) div(W)V(S(0) + yo), Vs@) L*(2,e5)

—~

DVDWNV(S(0) + yp), V‘P)LQ(QM)

VR

T T
pw’Dv V(S(O)ero),Vap)Leref)

+ (te(DWDV)V(S(0) + yo), Vo) 2

—~

(‘Q'ref)
(Tdiv(V) = DV = DV")Vay, Vo)

2
L (Qref)

(Zdiv(W) — DW — DW")Vzy, Vo)

2
L (Qref)

forall p € Y.

The solution satisfies
vy = S"(0)(V, W).

Hence, if we want to evaluate the derivatives of j, f(O) in directions V,W € ©, we can do
this by solving (3.4), (3.5) for 2y, zy, and pyy and inserting these into the formulas above.
For example, it holds

<j/(97"ef)7 v>®*,® = <jt0mf(0)7 V>®*7@ = % - <p(21 — (tTV(S(O) + yo))2> (tTDVt) ds

+ ((tTv(S(O) + yo)) —pd) (tTVzV) ds.

I'p

Remark 3.8. (i) Note that for U = 0 the linearized state equation, as well as the equation
for the second derivative of S, are again Poisson equations, and can be solved with
standard methods. This is a general property of the function space parametrization
approach. For every operator E(Q,@]), the linearized state equation, as well as the
adjoint equation, and the equations characterizing higher order derivatives at U = 0,
correspond to the standard linearized state equation, adjoint equation, etc., but with
a nonstandard right-hand side. This has the advantage that one can use established
and efficient solution methods to solve these equations. See [BLUU(09, BLUUL11] for an
application to shape optimization with the instationary Navier-Stokes equation.

(ii) Tt is also possible to calculate S'(U) and S”(U) if U # 0, but for this one has to
develop a specialized solution method. We refer to [KV13] where this is done for an
elliptic equation. For more complex state equations, e.g., the Navier-Stokes equation,
this approach becomes very tedious. Fortunately it is not necessary to do this. In the
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3.4. Numerical examples

framework of Section 2.8 and 2.9, one only needs to evaluate jg, and its derivatives at
0 in every iteration of the proposed optimization methods. Even if one is interested in
these quantities at U # 0, they can be conveniently obtained by working on 7;7((2;,) and
using the relations provided by Theorems 2.31 and 2.39, respectively by Lemma 2.74. In
the next section we employ the framework of Section 2.11 and 2.12, and describe this
technique in more detail.

3.4. Numerical examples

Let us conclude this chapter with some numerical experiments. We consider the situation in
Figure 3.1(b), i.e., the initial domain (2 is a rectangle and we are allowed to modify the upper
boundary denoted by I'p. Furthermore, the height of the boundaries on the left and right side
can also vary. In this setting it seems reasonable to parametrize the domains via the vertical
displacement of the upper boundary. It is convenient to work here with a fixed reference
domain (2,.; = {2y and vertical boundary displacements u in a suitable Hilbert space U of
functions defined on I'g. This is exactly the framework of Section 2.11. Note that in this simple
example one could easily extend the boundary displacements linearly to the whole domain.
However, we want to demonstrate here a setting which works in more general situations, and
extend the boundary displacement via linear elasticity to a corresponding domain displacement
and an associated transformation of {2,. Recall that Theorem 2.87 provides the existence of
a suitable extension operator from the space of boundary displacements U := H 2(F 3) to O.
The setting of Figure 3.1(a) is also covered if the immersed body, i.e., the boundary I'g, is
smooth, since then the only interior angles are the ones in the corner of the rectangle.

In Section 2.12 we described a monotone linesearch descent method (Algorithm 2.5) for the
solution of

min j(u), where j:U — RU oo,
uel

. ]Q (TU) ifuel eas’
j(u) = { " !
o0 else.

The crucial aspect is of course the selection of the descent direction v,. One has different
possibilities here. We choose either the classical Newton direction (Algorithm 2.6), or a
Newton-type direction (Algorithm 2.7).

A special feature of our method is that we compute the state, the reduced objective j, and its
derivatives on the current, physical domain §2;,. With the help of the formulas in Theorem 2.31
and Lemma 2.74 the derivatives are then transported back to 2y, and used to determine the
derivatives of j. We have detailed in Algorithms 3.1 and 3.2 how to evaluate j(u) and j/(u) by
combining Section A.1 and A.2. Similarly, one can evaluate j"(u)v. Note that each application
of T and T™ corresponds to a solve of the linear elasticity equation. The specific formulas for
J, E, and their derivatives are given in Corollaries 3.2 and 3.3.

We implemented the proposed method in MATLAB [TM15]. The discretization uses piecewise
linear finite elements to approximate ), as well as © and U. In this setting optimization
and discretization commute, cf. [BLUUQ09]. We obtain, up to computational accuracy, exact
discrete derivatives by employing the continuous adjoint approach. In particular, we can check
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3. Model problem

Algorithm 3.1: Evaluating j(u)

Require: u € Uy,

set U =Tu € Q

set 2 = 117(£2)

solve the state equation E(£2,7) = 0 to obtain § € Y(£2)

return j(u) = J(12,9)

Algorithm 3.2: Evaluating j'(u)

Require: u € Uy,

cset U=TueB

set 2 = 17 (82)

solve the state equation E(£2,7) = 0 to obtain § € Y(£2)

solve the adjont equation ﬁ*Eg(Q, 7) = 0 to obtain p € Z(£2)
evaluate i (0) = J;(0,7) + 5" Ey(0,7) € ©(02)*

transport the derivative to obtain j/QO(U) as in Theorem 2.31, i.e.,

(2, (U), Ver.0, = (12(0),V o 75 ey o)

7. return j'(u) = T*j/QO(U) euU”

the correct implementation of derivatives via finite differences. Furthermore, this ensures that
the coefficient vectors of the discrete derivatives inmh(Uh) and j’()’h(O) are equal, i.e., the step
6 in Algorithm 3.2 does not need to be executed explicitly. Note that, although we choose
U=H 2(F 3) in theory, we do not employ a conforming discretization of H 2 (I'g). Instead, we
experimented with different choices for A. We use either

(v,u) 4 = (U’U)L2(FB) + w(v/,u/)Lz(FB)a or

(1), U)A ~ (U’ U)LQ(FB) T w(v”’ u”)LZ(FB)7

where w > 0 is a weighting parameter. The bi-Laplacian scalar product (v”,u") L3(Iy) is

approximated by KM “'K. Here K is the stiffness matrix and M the lumped mass matrix.
If not stated otherwise we chose the weighted bi-Laplacian scalar product with w = 1. In
Section 4.5 we discuss different Riesz-isomorphisms R for Algorithms 2.6 and 2.6, and compare
them for both scalar products and different weights.

The pure pressure matching objective (3.1) without additional constraints does in general
not guarantee uniqueness or even existence of a solution of the optimization problem. It is
immediately clear that a non-physical p,; will cause problems. But even an exactly realizable
pressure distribution may admit infinitely many global minimizers. Consider, for example, a
straight channel of arbitrary height and fixed length L. Suppose that the potential difference
between left- and right-hand side is P. The potential induces a flow parallel to the channel
with velocity v = P/L, independent of the height of the channel, i.e., if this is the desired
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velocity then there are infinitely many global minimizers. Another issue is that coercivity
of the Hessian with respect to U is not ensured, cf. Remark 2.95. In fact, as we will see in
Chapter 4, for the current model problem the Hessian resembles rather a differential operator
of order one which is not H'-coercive. For these reasons, we add a cost term to the objective
which promotes smooth solutions close to the initial domain, i.e., we consider

) = )+ 5l

Here j denotes the reduced tracking term functional we studied so far. If the existence of a
solution is guaranteed by additional constraints, the cost term can be viewed as a Tikhonov
regularization, and the parameter § can be driven to 0 in a continuation scheme. Tikhonov
regularization is a standard technique in optimization with partial differential equations and
inverse problems. Efficient algorithms iteratively adapt the regularization term along with
the discretization, cf., e.g., [Kirl4]. In Section 5.10 we investigate the addition of geometric
constraints to the problem setting and present an example where  is iteratively decreased
in the progression of a path following scheme. In the mean time, if not stated otherwise, we
choose = 102 fixed.

Let us start with an example demonstrating the features of the employed algorithm. The
initial domain is a 3-by-1 rectangle, and the outside potential induces a parallel flow with
velocity one. The finite element mesh consists of 9221 nodes. The termination tolerance for
the norm of the gradient is set to TOL = 1075,

Example 3.1. In the first example the desired tangential velocity profile py increases linearly
from % to % Table 3.1 recounts the iteration history of the globalized Newton method. The
first column shows the iteration count, the second the objective value of the current iterate,
the third the value of the tracking term, and the fourth column the norm of the gradient. The
fifth column indicates whether the Newton step was accepted (Newton), or if the negative
gradient was used as a search direction instead (gradient). The last column shows the number
of iterations of the CG method. We observe fast local convergence of Newton’s method. The
final domain is depicted in Figure 3.2. For better visibility of the mesh the result of a run

with coarser discretization is displayed.

Table 3.1.: Detailed history of Newton’s method for example 3.1

J(u) J(u) 5" ()| ;=1 step  # CG iter

3121072 3.12.100%  2.24107'  Newton 5
7.03-:107%  1.49-107®  8.30-107%  Newton
3.02107% 138107  6.09-1072  Newton
9.77.107% 1.30-107%*  1.56:107%  Newton
521-107% 7.24.107°  4.91-107®>  Newton
4.99107*% 7.62107° 1.97100%  Newton
499107 7.69-107°  5.64-1077 . §

ST W= O |
Tt Ot Ot Ot

If we employ a gradient descent strategy instead of Newton’s method, 568 iterations are
required to achieve a norm of the gradient of 9.99-10". Although each iteration of the steepest
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Figure 3.2.: The final domain of Example 3.1

descent method is much cheaper than in Newton’s method, the overall runtime is still more
than nine times as long as for Newton’s method.

In Table 3.2 we compare the results of Newton’s method for different mesh sizes. Clearly, a
mesh-independent behavior can be observed. Finally, we present in Table 3.3 a comparison
of the results for different choices of the A-scalar product and the cost parameter 5. While
the effort of solving Newton’s equation increases with decreasing w and § values, the overall
behavior of the algorithm is not affected.

Table 3.2.: Comparison of different mesh sizes for Example 3.1

# nodes Jug) J(ug) Hj/(Uk)HA—l # iter  # CG iter total
4941 4.98107% 7.6910°  5.61.1077 6 32
9221  4.98107% 7.69107°  5.64-1077 6 32
19521 4.98-10°% 7.69-107°  5.49-10° ' 6 32
50601  4.98-10°% 7.69-107°  5.42-10°7 6 31

Let us conclude this section with two further examples.

Example 3.2. In the second example large deformations of the initial domain can be observed.
The desired velocity profile is given by

1
pa(xy) =1+ 2 arctan (4zq — 3),

i.e., a steep increase around z; = % which levels out later. Table 3.4 recounts the iteration
history of the globalized Newton method. The first column shows the iteration count, the

second the objective value of the current iterate, the third the value of the tracking term, and
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3.4. Numerical examples

Table 3.3.: Comparison of different choices for A and S for Example 3.1

A-scalar product 8 Jluy) 7 (ug) Hj/(Uk)HA—l # iter # CG iter total
H' w=10" 1072 4.2210°* 6.34107° 8.03-107" 6 35
H' w=10" 102 25110°* 6.1010° 6.7810° 7 67
HY w=10"? 107% 234107* 6.08107° 2.65:107° 7 69
H' w=10" 107* 4.15107° 22510° 2.71.10°® 7 67
H' w=10" 107* 4.04107° 2.30107° 1.6810° 7 69
H' w=10"2 107* 4.0310° 2.3010° 5.40-107° 7 68
biLap, w = 10° 1072 4.99.107* 7.69-10™°  5.64-107" 6 32
biLap, w =10"' 1072 261.10°* 6.16:107°  1.51.10"*° 7 37
biLap, w =10"2 1072 2.35:10°* 6.09-107°  2.36.10"*° 7 37
biLap, w = 10° 107* 4.24.107° 2.25.107°  1.34-107° 7 45
biLap, w =10~ 107* 4.05107° 2.30-107°  1.63-10° 7 58
biLap, w =10"2 10~* 4.03-107° 2.30-107°  2.03-10"® 7 60

the fourth column the norm of the gradient. The fifth column indicates whether the Newton
step was accepted (Newton), or if the negative gradient was used as a search direction instead
(gradient). The last column shows the number of iterations of the CG method. In this example
we can nicely observe the globalization strategy at work. After several gradient descent steps
Newton’s method takes over in the end and displays fast local convergence. Note that we
stop the CG method early if negative curvature of the Hessian is detected. Of course, simply
taking a negative gradient step after computing several CG iterations is a bit wasteful. The
performance can be improved if the last viable CG direction is chosen instead, as it is done in
the truncated CG method cf. [Ste83]. The final domain is depicted in Figure 3.3. For better
visibility of the mesh the result of a run with coarser discretization is displayed.

Table 3.4.: Detailed history of Newton’s method for Example 3.2

k j(ug) j(ur) (1" () || 4 step  # CG iter
0 1.31.107% 131107  3.39-107'  Newton 6
1 8351072 7701072  2.24107'  gradient 3
2 7.87107% 7.1810°%  3.28:10°'  gradient 3
20 5.79-1072 5.06-107%  1.98107%  gradient 6
21 5791072 5.06:107%  2.34107%  Newton 11
22 5781072 5.26:107%  2.87-107%  Newton 7
23 5711072 5.17-107%  2.25:107°  Newton 7
24 5711072 5271072  3.58107°  Newton 7
25 5.71-107% 5251072  5.03:10°°  Newton 6
26 5.71-107% 5251072  5.59:10°°  Newton 7

27 5711072 5.251072  1.06-107'° .

Example 3.3. Finally we present an example where the solution is known analytically. Recall
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Figure 3.3.: The final domain of Example 3.2

from above that for p; = 1 any straight channel is a global solution. We start with the
perturbed domain depicted in Figure 3.2. In this example we choose 8 = 10~*. The iteration
history is recounted in Table 3.5. Again we observe several gradient steps before Newton’s
method takes over. We recover a flat domain, i.e., a global solution. Although the convergence
is quite fast it does not seem to be quadratic. This observation is in line with the fact that in
the optimum the Hessian is not coercive in all directions which are normal to the boundary.

Table 3.5.: Detailed history of Newton’s method for Example 3.3

k J(ug) 7 (ug) " () || 4 step  # CG iter
0 3.03107% 3.0310°% 22310°"  Newton 5

1 234107° 229107  1.09107'  gradient 2

2

4.84107% 4.36:107* 4151072 gradient 3

7 1.13100% 2.99:107°  1.63-107%  gradient
8 1.04107* 208107° 1251072  Newton
9 7.53107° 6.79-107°  7.98107°  Newton
10 7.80:107% 3.20.1077  2.7810°*  Newton
11 4.1510°% 7.80107°  4.48107°  Newton
12 4.2410°% 161107  4.5410°°  Newton
13 4.14107% 152107  4.76:107°7 -
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4. The symbol of the Hessian in potential flow
pressure matching

The numerical efficiency of many optimization methods is greatly influenced by the availability
of a reasonably good approximation of the Hessian. In this chapter we want to exemplify how
such an approximation can be obtained using the symbol of the Hessian. We consider the
model problem of Chapter 3, and study the operator j”(u) € LU, U*). The term symbol of an
operator originates in Fourier analysis. Denote the Fourier transform of a function by * and
consider an operator P. If there exists a function m such that

A

Pf(a) = m(a)f(a), Ve,

then the multiplier function m is called the symbol of the operator P. For example it is well
known that the symbol of the differential operator of order one is ¢av. Note that the symbol
depends on the employed definition of the Fourier transform. The symbol ia corresponds to a
Fourier transform with angular frequency. To determine the symbol of the Hessian in shape
optimization, one usually concentrates on a single Fourier mode v with frequency « as input,
and tries to characterize j”(u)v in terms of v and .. We will work with the real-valued Fourier
mode cos(az) and obtain the symbol C’a2, i.e., the Hessian of our model problem corresponds
roughly to a differential operator of order two.

In our derivation of the symbol we exploit the fact that the Hessian is symmetric which
implies

1 1

(j,/(u)vatU)u*,u = ) ((]”(U)(U +w),v+ w)u*,u - (j"(U)v,v>u*,u —(J (U)waw>u*7u) .

Hence, it suffices to characterize the mapping v — ( j//(u)v, v),* 4 To be of practical use, the

obtained approximation should be much cheaper to evaluate than the true Hessian. Once one
has a suitable approximation of the Hessian available it can be used for several applications.
The two most obvious choices are to either use the approximation instead of the true Hessian
in a Newton-type method, or to use it as a preconditioner in a Krylov-subspace method applied
to the full Newton equation.

Traditionally, the symbol of the shape Hessian has been used in Newton-type descent methods
known as preconditioned gradient methods. It is particularly popular in the field of shape
optimization problems arising in fluid dynamics. Usually, Fourier analysis is employed to study
the highest order terms of the shape Hessian. Prominent early examples are [AT95, AT96,
AV99]. Later this approach was pursued, for example, in [ESSI09, Sch10], and implemented
for various flow problems.
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4. The symbol of the Hessian in potential flow pressure matching

We consistently derive the symbol of the shape Hessian for the elliptic model problem of
Chapter 3. Following the usual approach to operator symbols in shape optimization, we
consider a localized problem, and quantify the image of the Hessian for a smooth periodic
perturbation. We use the exact shape derivative and shape Hessian of the localized problem,
and a mapping from boundary displacement to domain displacement via an extension operator.
We obtain a simple expression as approximation of the Hessian. It has the additional charm
of being symmetric and positive semidefinite. In particular, our expression differs from the
one obtained in [ESSI09], and yields superior results when used in a preconditioned gradient
method. An exemplary numerical comparison of the effect of the approximations with the
exact Hessian indicates that our version is more accurate.

Just as interesting as using the approximation in a Newton-type strategy is the second applica-
tion mentioned above. The practical performance of Newton’s method is vastly dominated by
the effort of solving the Newton equation in each iteration. Since the computation of the full
Hessian is infeasible in PDE constrained problems, a matrix-free, iterative Krylov-subspace
method has to be employed, for instance, the CG method (Algorithm 2.4). For this it is
only necessary to evaluate Hessian-times-vector products, which can be achieved by solving
two additional PDEs. The efficient evaluation of first and second order derivatives via the
adjoint approach is briefly summarized in Section A.1. For a more detailed discussion we
refer to [HPUUO09]. The performance of the CG method, and hence of Newton’s method, is
highly depended on the availability of a good preconditioner, i.e., an good approximation of
the Hessian. Our numerical experiments indicate that using the approximation based on the
symbol of the Hessian leads to a consistent, significant reduction of the number of necessary
CG iterations.

4.1. Localized problem

We consider the model problem of Chapter 3. Recall that for (2,.; € O it holds
o, ,(U) = J(U,S()),

where 7;; = Id + U, the functional

) ——
J:B7(0,1) xY =R, J(Uy) Droe]

_1 t'V(y + yo)
2 Ir,

2
—pd> | D7yt de,

corresponds to a pressure-tracking objective on the design boundary, and S is the design-to-
solution operator associated with the potential flow, and characterized by the operator

E: B®(07 1) X y — y*7 <E<U7 y)a ()O>y*7y = (A(U)V(y + yg),VQD)L2(me) )

Furthermore, recall the map (3.2)

U A(U) := Dr;" D7 " det(Dryy)
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from Section 3.2 and its derivative in a direction V'

MY (V) := Drg* (~=DVDry' = Dy "DV + Tta(Dr ' DV)) D" det(Dry),

where 7 denotes the identity matrix in R?. Asin Section 3.4 we focus on the design boundary,
i.e., we control only the transformation of the boundary directly, and obtain the associated
domain transformation by a suitable extension operator T": U — O, cf. Section 2.11 and 2.12.

We will use the following notation in this chapter: if a is a vector, then [a]; denotes the i-th
component of a. Similarly V;f denotes the i-th component of the gradient of a function f.

We want to characterize the map

v (57 (W), v)ye 40

where j: U — R,j = jo T is the reduced objective in terms of the boundary displacement.
For this purpose, we study an auxiliary localized shape optimization problem. It is formally
derived by the following reasoning. We zoom in on some point of the design boundary of
the current object, until the design boundary appears flat, and the other boundaries are far
away, i.e., at infinity. Thus, in the localized problem (2,.; corresponds to the half-plane

R> = {z € R? | 5 < 0}, and the design boundary I'g to OR~. For a given small displacement
of the boundary we set 7y = Id + U = Id + T'(u), and the state equation reads

—div(A(U)Vy) =0 in R
n’ A(U)Vy =0 on OR?,

with additional boundary conditions at infinity.

The boundary conditions at infinity are assumed to induce a potential difference between left
and right, which implies a constant flow parallel to the boundary. Thus y(x) = czy is the
analytical solution y = S(0) of the state equation.

For simplicity, we consider only vertical displacements of the boundary described by a function
u: OR? — R, and choose the extension operator

T e LU,0), Tu(z)=(0,u(z))’ Vz e R

Remark 4.1. This can be thought of as an approximation for a setting with normal boundary
displacements and an extension operator as discussed in Section 2.11.2. Close to the design
boundary such an extension operator will resemble the T' from above in normal direction.

We study

N/ 1/
(J (O)Uywu*,u = <]me (0)TU,TU>®*,@.
for a specific periodic perturbation v given by

v(xy) = cos(auxy), for some « € R.
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4. The symbol of the Hessian in potential flow pressure matching

Let us abbreviate V := T'v and recall the representation of the second derivative of j Qres

(i%,., (V. V)er @ = {Jyu (0. S(O)V. Vg

+ (Juy (0, 5(0)V, S ( )V>y*,
+ (Jyu(0,5(0))S"(0)V. Ver o
+ (3 (0,5(0))S"(0)V, S'(0)V)
+(J,(0,5(0)), 8" (0)(V. V)>y*,y

As a first step we characterize S'(0)Tv and S”(0)(Tv,Tv) in the next section. This is the
crucial part when deriving the symbol of the Hessian.

For later use we briefly note that, for our choice of V = T, and using the notation v = Du,
it holds

Hence, we find div(V) =0, DVDV = 0, and

MY (0)(x) = (Zdiv(V) — DV — DV")(z) = (_UO —v'(w1)> .

4.2. Characterization of the design-to-state operator

In this section we examine the derivatives of S more closely. Recall from Section 3.3 that
zy = S (0)V, and uyy = S”(0)(V,V) can be obtained by solving (3.4), respectively (3.5).
Transferred to the localized problem the linearized state equation in strong form reads

—Az =div(MY(0)Vy) in RZ,
Vyz =-— [MV(O)Vy}2 on OR™.

Inserting our knowledge about y and V' we obtain for x € R?

— MY (0)Vy], (@) = /(21)Viy(@) + /(1) Vay (@) = —aVyysin(aa,),
and
div(MY (0)Vy)(x) = —(v" (1) Vay() + ' (21) Vary(@) + o (21) Vizy()) = 0,
where Vyy = ¢ = Vyy(z) for all z € R”. Hence the function 2z, = S'(0)V solves

—Az(z) =0 in R?,

4.1
Voz(z) = —aVyysin(az) on OR?. (4.1)
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Turning to (3.5), we first note that for our specific choices of v and y it holds div(V) = 0,
DVDV =0, MV (0)DV'Vy = 0, and DVM" (0)Vy = 0. Hence, several terms on the
right-hand side of (3.5) drop out and the strong form for our setting reads

—Ap =div(2MY (0)Vzy) in R,

Vopu =— [2MV(0)VZV]2 on OR2. (42)

4.2.1. The first derivative

We would like to find a simple, explicit expression for zy, which solves (4.1). Taking the
right-hand side of (4.1) into account we are led to the ansatz

2y (x) = sin(amx) f(22).

Here f: R — R is some suitable function yet to be determined. Inserting this ansatz into (4.1)
we obtain an initial value problem for f:

f(x) = &?f(w3) =0 Vay <0,  f(0)=—-aVyy.
It is easily checked that the initial value problem admits the solutions
f(xg) = FVyexp(Eazy).

To obtain a unique solution we require additionally that f(zy) — 0 as 9 — —oo. This is
motivated by the reasoning that the influence of a perturbation of the boundary should dwindle
with the distance to the boundary. Thus, we obtain the linearized state as

2 (@) = —sgn(a) Vyysin(az,) exp(jalzy).

4.2.2. The second derivative

We are now ready to specify the right-hand side of (4.2). It holds

Vay(z) = —sgn(a)Vyy (acos(o‘xl)eXp(W@)) 7

|a sin(ary) exp(|ales)

MV<0>Vzv<x>=—sgn<a>v1y< , lalsin’(az1) exp(lalry) )
a” sin(ax;) cos(azy) exp(|alzy) )’

div(M" (0)Vzy (z) = =30V ysin(az;) cos(az;) exp(|azs).
Hence, the function uyy = S”(0)(V, V) is the solution of

—Ap = —60°V,ysin(ax;) cos(ax; ) exp(|alzy) in R2
Vou = 2sgn(a)a’V,ysin(az;) cos(ax ) exp(|ajzy)  on dRZ.

We are led to the ansatz

pyy(z) = sin(ary) cos(axy) f(22),
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4. The symbol of the Hessian in potential flow pressure matching

where f: R — R is again some suitable function yet to be determined. Inserting this ansatz
into (4.3) we obtain this time an inhomogenuous initial value problem for f:

[ () = 40” f(zp) = 60°Viyexp(|ajzs) Vap <0, f(0) = sgn(a)20°Vyy.
The solutions of the homogenous equation
1(2) — 402 f(z) = 0
are given by f} o(z) = exp(£2ax). Now we look for a solution of the inhomogeneous problem

using the method of variation of parameters. Setting g(z) = 6a°V,y exp(|alz), the solution
has the form

f(x) = A(@) fi(x) + B(z) f2(x),

with A, B given by

W = fi(x)fa(x) — fi(z) fo().
We calculate

W=-2a-1-2a-1=—4«

1
Az) = o /exp(—2ax)6a3V1y exp(|a|zy) dz

1
B(z) = 1 /exp(2a:p)6a3V1y exp(|axy) d.

Hence, it holds for @ > 0

Alz) = 6Z1y /a3 exp(—az) dz = —%Vlya exp(—azx) + C4
a
1
B(z) = — 6301;/ /a3 exp(3ax) dz = —§v1ya exp(3ax) + Cy

= f(z) = (—gvlya exp(—ax) + C’1> exp(2aur)

1
+ <—2V1ya exp(3ax) + C’2> exp(—2ax)

= — 2V yaexp(azx) + C; exp(2azx) + Cy exp(—2ax),
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where C},Cy € R, and similarly for o < 0

6 1
A(z) = Z.ldy/ag exp(—3az) dr = —§V1ya exp(—3azx) + C

GZ% o’ exp(az) dz = —gvlyoz exp(azx) + Cy

= f(x) = (—;Vlya exp(—3azx) + C’1> exp(2aux)

B(z) =—

3
+ (—2V1ya exp(azx) + 02) exp(—2aux,y)
= — 2V yaexp(—ax) + Cy exp(2ax) + Cy exp(—2ax).
Requiring again f(z) — 0 for x — —oo we obtain

f(x) —2V yaexp(ax) + C exp(2ax) fora >0
xTr) =
—2V yaexp(—ax) + Cyexp(—2ax) for a < 0,

and taking the condition on f’(0) into account yields finally
f(z) = =2V yaexp(|alz).
To summarize we found

pyy () = —2Vyyasin(ary) cos(aw:) exp(|alzs).

4.3. Derivation of the symbol

After characterizing zy, = S’ (0)V and uyy = S”(0)(V, V), we can now derive the symbol of
the Hessian. Inserting the specific expressions from Section 3.2 into

(j”(O)v,v}Z/{*M = <j/(/2mf OV, V>@*,@ = (Jur(0,5(0)V, V>@ 0
(7, (0, 5(0))V, S'(0)V

*

>37 %
+{Jyu (0, S( NS O)V.V)e o (4.4)
+<Jyy( )) ( ) ( )V>y*y
+(J,(0,5(0)), S"(0)(V, V)~

we obtain

G (O0)0, vy 0 = / ( vy)’ - ;pf,) (" DV o)L DVe) da

+ /FB (2 (¢ Vy)2 + ;p§> (¢'DVIDV¢) do
—2 N (¢'Vy) (¢'V2y) (¢"DVe) da

+ . (tTVzV>2 dx

", ((£"Vy) = pa) (+"Vavy) dz.
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4. The symbol of the Hessian in potential flow pressure matching

For the specific choice of I'y = OR?, ¢ = (1,0)T, and V, we realize that ¢ DVt = 0 and
' DVT DVt = (v)?. Finally with

2y (r) = —sgn(a)Vyysin(ax) exp(|alzsy), and
pyy (x) = =2V yasin(azy) cos(azy) exp(|alzy),
it holds
" Lyrro N2 Lo\ 7 o1
(j (o)v,u>u*7u=/m2 (2 (t vy) +2pd> "DV DV ) d

OR”

+ . ((tTVy) —pd) (tTV,uVV) dx

_ I 2 1 9 N2
= Jow? (—2 (t Vy) + 2pd> (v')" dx
+/ , (= sgn(a)aVyycos(ax))? dz
ORZ
—i—/ ) ((t Vy) ) (—2V1ya2(6082(a:c1) —sinQ(axl))) dzx
1 2 /1
/ ( t Vy) + 2pd) v dz
+/ ) (t Vy) (—ov") da
T " I
+/61R2 (t Vy—pd) 2t Vy(vv +vv) dzx.
We have arrived at an expression which depends explicitly only on y, pg, and on v. Supposing

that y and p,; vary much slower than v it can be simplified further. Formally performing
integration by parts only with respect to v yields

GO s = [ (= (£79) + goh) '
b () o
b L (0 0) 2609 (40 @0
~[ . <_—; (tTVy)2 + ;p?z) v da
+ /a . (£'Vy)" o'/ da
[ (VY= pa) 267y (— ) da

il (( TVy)2 +p§> V' da.

I
S
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Hence the symbol of the Hessian is approximately

é ((tTVy)2 + pfz) a’,

corresponding to a differential operator of order two, and we obtain the following approximation
of the Hessian

(" (0)w ~/ ( t Vy +pfl> v'w' d. (KU)

4.4. Comparison to previous results

Let us put the presented approach and our result in context with the literature. To the best of
our knowledge, the analysis of the symbol of the shape Hessian was pioneered by Arian and
coworkers in [AT95, Ari95, AT96, AV99]. The applications range from potential and Euler
flow to a coupled aeroelastic problem. In order to determine the nature of the Hessian in a
local solution, they use a Taylor expansion approach and study the resulting small disturbance
problem. However, they derive the symbol of the Hessian in a quite pragmatic way, and often
numerical tests are missing.

Eppler et al. [ESSI09] studied the same model problem as we did in this chapter. They calculate
first and second shape derivatives for a star-shaped domain. Claiming certain properties for
the linearized state and linearized adjoint state they obtain the approximation

<j”( ~/ t Vy v'w' dz + /FB (tTVp) v'w dz + /FB (tTVy) (tTVp) vw dz,

(ESSI)
corresponding also to a differential operator of order two. Note however, that this expression
is not symmetric, reflecting the use of the second Eulerian semiderivative instead of the shape
Hessian from Definition 2.42. Moreover, it does not define a positive (semi-) definite bilinear
form on Y. Finally (ESSI) does not depend explicitly on the desired velocity profile pg, i.e.,
one can expect it to be not very sensitive with respect to different profiles p,.

In his dissertation [Sch10] Schmidt extensively uses the symbol of the Hessian to design
preconditioned gradient methods for shape optimization problems in aerodynamics. For
potential and Stokes flow he gives analytical formulas. For Navier-Stokes and Euler flow he
resorts to studying numerically the response of a finite difference approximation of the Hessian
for different periodic perturbations. Approximating the shape optimization problem with
potential flow by an optimal control problem he obtains also the symbol oz2, i.e., a differential
operator of order two. For the other applications he obtains the symbol ||, corresponding to
a pseudo-differential operator of order one. Finally, for the actual implementation, he always
uses a weighted H scalar product on the boundary to compute the search direction.

In our approach we consistently derive the symbol of the Hessian for the localized shape
optimization problem. The applied technique appears to be easily adapted for other shape
optimization problems. Note however, that additional complications occur if the objective is
not given as a boundary integral on the design boundary. In this case the identification of the
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4. The symbol of the Hessian in potential flow pressure matching

symbol from the formula (4.4) is challenging. An alternative might be to reformulate j}’;ref
with the help of a boundary integral on the design boundary. Due to Theorem 2.79, this is
usually possible.

Let us conclude this section with a numerical comparison of our approximation (KU) with
(ESSI) and the true Hessian. As test example we choose a setting which is close to the localized
shape optimization problem, but we consider also domains which are quite different from the
ideal half plane setting.

4.5. Numerical examples

In this section we first present a qualitatively comparison between the different approximations
of the Hessian and the true Hessian. We then proceed to exploit the approximations algorith-
mically. As we will see, it is worthwhile to go through the above analysis. The approximations
lead to a considerable speed up, both if used in a Newton-type setting or as preconditioner in
the CG method. However, depending on the application, some modifications may be necessary.
If the obtained approximations (KU) and (ESSI) are to be used to determine a Newton-type
descent direction they should be modified such that one obtains coercive bilinear forms. If one
applies these as a preconditioner in the CG method, one needs to ensure additionally their
symmetry.

Qualitative comparison of the approximations

We work with the setting presented in Section 3.4, and begin with a qualitative check of
the approximation quality of (KU), respectively (ESSI). For this we consider a periodic
perturbation

v(x) =1/10sin (107 (1 + z/3))

and compare j"(())v € U", i.e., the true Hessian applied to v, with the respective approximations
(KU), (ESSI). Furthermore, we plot the H'-Riesz map (v, ‘)Hl(FB) € U" of v. Note that we
study here only the second derivative of the tracking term, i.e., we set the regularization
parameter to 8 = 0.

We start our investigation with Example 3.1 from Section 3.4. Recall that the desired tangential
velocity profile increases linearly from % to %, and the initial domain is a 3-by-1 rectangle.
As one can see from Figure 4.1, all the outputs are very similar. A closer look reveals that
the approximation given by (KU) captures the slow increase from left to right of the true
Hessian output. On the other hand, the approximation (ESSI) can hardly be discerned from
the simple H !_scalar product output. This is not surprising if one recalls that the outside
potential induces a constant flow with velocity one through the rectangle, i.e., tTVy =1. In
particular, if py is close to one, the approximation (ESSI) is similar to the H !_scalar product.

In Example 3.2 we considered a velocity profile which deviates farther from one, i.e.

1
pa(x) =1+ 1 arctan(4x — 1 — 3).
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—+—Hessian

— & —Symbol (KU)
————— Symbol (ESSI)
—=—H"-scalar product
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Figure 4.1.: Plot of different output signals for Example 3.1

—+—Hessian

— & - Symbol (KU)
fffff Symbol (ESSI)
—=—H'-scalar product

Figure 4.2.: Plot of different output signals for Example 3.2
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Figure 4.2 shows that our approximation (KU) mimics the true Hessian again very closely. As
predicted, the approximation (ESSI) does not capture the changed velocity profile p;, and is
again almost indistinguishable from the H scalar product. However, it needs to be noted
that, during the derivation of (ESSI) in [ESSI09], it was assumed that t'Vy — p, is small, and
corresponding terms were neglected. Thus, the situation of example 2 does not quite fit into
their setting.

Example 4.1. We consider a different outside potential which induces a flow with velocity
two through the initial domain. The desired tangential velocity profile increases linearly from
% to % In particular, as in Example 3.1, this is a situation where tTVy — pg is relatively small.
However, Figure 4.3 reveals that the approximation (ESSI) is again not able to mimic the true

Hessian as good as (KU).

—+—Hessian

— & —Symbol (KU)

fffff Symbol (ESSI)

—=—H'-scalar product
T

Figure 4.3.: Plot of different output signals for Example 4.1

Since the domain considered so far is very close to the ideal half-plane setting, the question
arises whether the observed behavior also manifests itself on other domains. As an example we
plot in Figure 4.4 the different quantities for the same periodic perturbation on the final domain
of Example 3.2, cf. Figure 3.3. Again we observe a good match between the approximation
(KU) and the true Hessian.

Similar observations as above can be made if one varies the frequency «.

Let us now see how the different approximations influence the performance of our algorithms.
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il

—+—Hessian
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—=—H"-scalar product

Figure 4.4.: Plot of different output signals for Example 3.2, final domain

Application to Newton-type methods

We begin with the Newton-type method, i.e., we employ Algorithm 2.5 in combination
with Algorithm 2.7. Recall that this approach is also referred to as preconditioned gradient
method. In accordance with this, we use the term preconditioner for the Riesz isomorphism in
Algorithm 2.7. As already mentioned, the preconditioner should induce a coercive bilinear form.
Otherwise we are not guaranteed to obtain a descent direction. If the objective functional
consists only of the tracking term, the expressions (KU) would need to be modified before it
could be applied successfully as a preconditioner. However, as in Section 3.4, we include a
cost term in the objective, i.e., we consider j(u) = j(u) + g Hu||?4 Hence, the Hessian of the
combined objective is given by

(3" (0)v, W)yt = (7" (0)v, W)y + B (v, w) 4 -

In particular, the additional term should be considered in the preconditioner as well. Since our
approximation (KU) is already positive semidefinite, no further modifications are necessary to
obtain a coercive bilinear form

PU _ 1 T 2 2 /o7
UxU—-R, Pv,w)= 3 (t Vy) +pg | vw dz+ B (v,w) 4. (4.5)
B

Unfortunately, this is not the case if the approximation (ESSI) is used. Eppler et al. proposed
already in [ESSI09, Section 5] to add a small positive correction § > 0 to the first term yielding
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the preconditioner

P:UxU— R, P(v,w):/
FB

((tTVy)2 + 5) v v'w' dx + /FB (tTVp) v'w dz

[ () (oo p 0

However, P is still not a coercive bilinear form, and one is not guaranteed to obtain a descent
direction. In fact, in most of our tests this occurred in one the first iterations. Thus, we
decided to modify also the other two terms of (ESSI), and tested the preconditioner

1/2 1/2

2
o' dx + ((tTVp) + 5) v'w dz
FB

+ . ((tTVy)2 (tTVp>2 + 5) v vwdz + B (v,w) 4. (4.6)

. . T \2
PUXxU—R, P(v,w):/ ((t vy) +5>
FB

In our experiments we always chose § = 1071 We compare the performance of P and P with
the standard steepest descent method. Recall our different choices for A from Section 3.4

(v,u) 4 = (v,u)LQ(FB) + w(v’7u/)L2(FB), or

(’U, u)A ~ (’U, u)L2(FB) T w(vu’ uH)LZ(FB).

The approximation of the bi-Laplacian scalar product is described in Section 3.4. For complete-

ness we test once both scalar products with different weighting parameters w > 0. Afterwards
. )

we choose always w = 1. The cost parameter is set to g =10 “.

We start again with Example 3.1, and report the results of our experiment in Table 4.1.
The first column displays the particular choice for A and the second column the employed
preconditioner. The third column shows the value of the objective, the fourth the tracking
functional, the fifth the final norm of the gradient, and the last the number of iterations. Note
that we stopped the algorithms if 1000 iterations were exceeded. Evidently the Newton-type
search directions accelerate the convergence of the algorithm significantly.

Repeating the experiment with the other examples yields essentially the same result, cf.
Tables 4.2, 4.3 and 4.4. Again the Newton-type search directions accelerate the convergence
significantly. The best performance is obtained with the choice P, i.e., the approximation
proposed in this chapter.

Application as preconditioner in the CG method

Let us now discuss the application of the obtained approximations as preconditioners in the
CG method, i.e., Algorithm 2.5 in combination with Algorithm 2.6 and Algorithm 2.4. For
this task the preconditioner should not only be coercive, but also symmetric. In particular, the
asymmetric expression (ESSI) is not appropriate for such a purpose. Hence we concentrate
only on (KU).
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Table 4.1.: Comparison of different scalar products, Algorithm 2.7, Example 3.1

A-scalar product preconditioner Jluy) 7 (ug) Hj/(Uk)HA—l # iter
H w=10° A 422107 6.34-107°  9.98.1077 566
H' w=10° P 4.22107* 6.34-107°  9.03-107" 39
H' w=10° P 4.22107* 6.34-107°  9.451077 300
H' w=10" A 2.52:107*  6.14-107°  8.36-107° 1000
H' w=10"" P 2.51.10%  6.10-107°  9.60-10"" 95
H' w=10" P 2.51.10°%  6.10-107°  1.08-10°° 655
H' w=10"2 A 2.35:107* 6.18107°  2.88-107* 1000
H' w=10"2 P 2.34-107* 6.08107°  9.98-10" " 225
H' w=10"2 P 2.34-107*  6.08:107°  5.09-10°° 1000

biLap, w = 10° A 4.98107* 7.69-107°  9.99-10" 568
biLap, w = 10° P 4.98107* 7.69-107°  1.63-10"" 20
biLap, w = 10° P 4.98107* 7.69-107°  7.6810° 2908

biLap, w = 10" A 2.61-107* 6.16:107°  9.92:10 " 608

biLap, w = 10"" P 2.61-10™* 6.16:107°  1.95107 " 20

biLap, w = 10" P 2.61-107* 6.16:107°  2.67-10 " 274

biLap, w = 102 A 2.35-107*  6.09-107°  6.47-10°° 1000

biLap, w = 102 P 2.35107%  6.09-107°  2.13-107 20

biLap, w = 102 P 2.61-10* 6.16:107°  5.50-10" " 272

Table 4.2.: Comparison of different scalar products, Algorithm 2.7, Example 3.2

A-scalar product preconditioner Jlug) 7 (ug) ||j/(uk)||A_1 # iter
H' w=1 A 5.61-107% 5.29.107%  7.71.10° 1000
H' w=1 P 5611072 5.28107%2  9.62:10 " 158
HY w=1 P 5611072 5.28107%  3.18:10°° 1000

biLap, w =1 A 5711072 5.26:10°%  7.47-107° 1000
biLap, w =1 P 5.71-107% 5.25:107%  6.71-10" " 244
biLap, w = 1 P 5711072 5.25:107%  1.65-10° 1000

Table 4.3.: Comparison of different scalar products, Algorithm 2.7, Example 3.3

A-scalar product preconditioner Jlug) J(uy) Hj/(uk)HA” # iter
H'  w=1 A 3.53107% 4.11.107*  1.76.107° 1000
H' w=1 P 3.51.107% 4.22.107'° 5171077 17
H' w=1 P 3.54.107% 543107 2.95.107° 1000

biLap, w = 1 A 416:107% 2.39.107°  2.20-10°° 1000
biLap, w = 1 P 414107% 154107  4.95.10°7 17
biLap, w = 1 P 417107°% 1531077  2.1810°° 1000
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4. The symbol of the Hessian in potential flow pressure matching

Table 4.4.: Comparison of different scalar products, Algorithm 2.7, Example 4.1

A-scalar product preconditioner Jug) J(uy) ||j/(uk)||A_1 # iter
HY w=1 A 1.06:107* 1.55:10°  9.95.10" 953
H' w=1 P 1.06-10°* 1.55:107°  9.97:10"" 91
H' w=1 P 1.06:107*  1.55:107°  9.33-107 " 328

biLap, w = 1 A 127107 1.72.107°  9.99-10" 796
biLap, w = 1 P 1.27.107*  1.72.107° 2131077 20
biLap, w = 1 P 1.27.107%  1.72.107°  7.94.1077 316

We note again that if the objective functional consists only of the tracking term, then the
expression (KU) would need to be modified before one could employ it as a preconditioner.
However, for the objective under consideration j(u) = j(u) + g Hu||?4 this is not necessary since
the cost term should contribute to the preconditioner as well. Thus we can employ again the
preconditioner P from (4.5).

As alternative we simply approximate the Hessian of the tracking term with the H ! scalar
product, and test the preconditioner

Po:UxU—R, Pp(vu)= (U,U)HI(Q) + B (v,u) 4 - (4.7)

This choice corresponds also to a differential operator of order two. It is further motivated
by the observation in the tests above that the true Hessian of the tracking term can be
roughly approximated by this term. Note that P,1 performs already better than the simple
preconditioner 3 (v, u) 4 which is only based on the regularization term.

To be able to compare different preconditioners in a fair manner, we choose a stopping criterion
for the CG method which is preconditioner independent. 1t is based on an estimation of the
discrete energy error, cf. [DW12, Section 5.3.3]. In our experience, the termination tolerance
107° proved sufficient to obtain good Newton directions. Furthermore, we only consider
examples where the optimization algorithm generated the same iterates, i.e., where the only
difference is the number of CG iterations till a Newton direction is determined. This is not
guaranteed in the early stage of the optimization where the globalization strategy is active. For
this reason, we always start with a steepest descent method, and only switch to the Newton
method once the norm of the derivative drops below 1072, In our tests this ensures that the
different Newton algorithms start with the same initial point close to the optimum.

We test again both the H ! scalar product and the approximated bi-Laplacian scalar product
as choices for A. The results of the comparison are presented in Table 4.5. The first column
indicates which example was tested, the second shows the choice of the A-scalar product,
the third the final value of the objective, the fourth the final value of the tracking term, and
the fifth the norm of the derivative. In the sixth, and seventh column the total number of
iterations, and the number of globalized Newton iterations are depicted. Finally, we compare
the total number of CG iterations generated by the different preconditioners. As one can see,
our investigation of the symbol of the Hessian pays off. The total number of CG iterations
required by P was consistently below the one required by P, 1, often even less than half.

108



4.5. Numerical examples

Table 4.5.: Comparison of different preconditioners, Algorithm 2.6

ex. A-scalar J(uy) J(uy) Hj/(Uk)HA—l # iter  # iter  # CG iter total
product Newton P P
31 HYyw=1 42210* 6.34107°  2.70-107" 4 2 42 21
3.1 biLap, w=1 4.99-10"* 7.69-107°  9.72:10"° 5 2 16 10
32 HYLyw=1 561102 5291072  6.8110°" 7 4 60 23
3.2 bilap,w=1 5711072 5241072  8.12:107° 18 5 52 30
33 HYw=1 351.10°% 4.07107'° 2.0010°7 7 4 142 42
3.3 bilap,w=1 4.14-107°% 152107°  2.03-107" 9 5 38 28
41 HY Y w=1 1.0610"* 15510° 1.1310°° 2 75 48
41 biLlap,w=1 1.2710"* 1.72.107°  3.34.107° 11 2 24 10

Finally, let us briefly comment on the comparison Newton-type versus Newton’s method. No
general statement can be given here, since it depends on the concrete example which method
is faster. The Newton-type method iterations are significantly cheaper than full Newton
iterations. However, fast local convergence to the optimum is not guaranteed, and in the end
it may take the Newton-type method very long to drive the norm of the derivative below a
given tolerance. Usually, the best results will be obtained by combining the two strategies,
i.e., starting with the robust Newton-type method, and switching to full Newton close to the
solution.
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5. Moreau-Yosida path following

In this chapter we study a nonlinear optimal control problem with a specific class of control
constraints. We are motivated by a shape optimization problem with point-wise geometric
shape constraints. Nevertheless, since our results may be useful also in other applications,
we present them here in a more general framework. In Section 5.9 we demonstrate on a
concrete example that the following analysis is applicable for shape optimization problems.
Our notation reflects the origin of our work in shape optimization, and may in parts be slightly
non-standard for optimal control problems. In particular, we call the specific control constraint
under consideration a geometric constraint to distinguish it from the standard L*-control
constraints.

The results obtained in this chapter were published in [KU15] in the context of shape optimiza-
tion. As announced, we derive them here in a slightly more general setting, but the overall
arrangement is kept, and the presentation follows closely the one in [KU15].

We are motivated by geometric constraints of the form
T(FB) C C,

where C C R? is some set, I'y C 02 denotes the design part of the boundary 02 of a
reference domain {2, and 7 = id 4+ u is a transformation. Such design constraints appear
in many applications and have been considered in various publications. Usually, they are
either considered only with regard to some particular parametrization, e.g., constraints on
the control points of some Bézier curve, or discretization, see for example [ABV13, BLUU09,
BLUU11, Brall, Lin12, HLA08, NZP04], or they are tacitly assumed to be inactive in the
solution, see for example [Lau00, KV13]. To the best of our knowledge, so far our work in
[KU15] is the only algorithmic treatment of such point-wise geometric shape constraints in a
function space setting. The difficulty here is, that the Lagrange multiplier associated with
the constraint has a-priori only a low regularity. This is a similar setting as in the case of
state constraints in optimal control problems, where the multiplier associated with the state
constraint is in general only a measure. Basically three approaches have been proposed in
the literature on state constraints to deal with the associated difficulties. Inexact primal-dual
path following techniques based on Moreau—Yosida regularization were first investigated in
[IK03, HK06a, HK06b], Lavrentiev regularization methods and the related concept of virtual
control were proposed in [Tr605, MRT06, PTW08, KR09], and barrier methods were studied
in [Sch09, SG11, Krul4]. The Lavrentiev regularization concept relaxes the state constraints to
mixed control and state constraints which feature Lagrange multipliers with higher regularity.
However, in our setting the smoothness of the control causes the problems. Therefore, this
approach is not applicable here. The theory of barrier methods is only available for convex
optimal control problems. Since our optimization problem contains a highly nonlinear state
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equation, we decide to follow the approach taken in [HK06a]. We introduce a Moreau-Yosida
type penalty term, and study the properties of the solutions to the associated subproblems.
Facing a nonlinear problem we will assume some strong second order conditions to hold. Note,
that the study of second order necessary and sufficient conditions, especially in the context of
semismooth derivatives is even in finite dimensions a quite involved topic. It is out of the scope
of this thesis to investigate this aspect in more detail. We will show local Lipschitz continuity
of the regularized solutions, and prove convergence rates estimates similar to [HSW14]. The
subproblems can be solved efficiently by a semismooth Newton method, cf., e.g., [Ulb11].

This chapter is organized as follows. In Section 5.1 we introduce the setting under consideration,
and briefly discuss existence of a solution as well as differentiability of the reduced objective. We
derive the regularized problems employing a Moreau-Yosida type penalty term in Section 5.2,
and discuss the convergence of regularized solutions towards a solution of the original problem
in Section 5.3. We state strong second order conditions in Section 5.4, and show superlinear
convergence of a semismooth Newton method for the regularized problems. We exploit the
second order condition in Section 5.5 to show local Lipschitz continuity of the regularized
solutions. The value function, which maps the regularization parameter to the optimal objective
value of the associated problem, is studied in Section 5.6, and a model function in the spirit of
[HKO06a] is proposed. In Section 5.7 we use the optimality conditions to show convergence of
the approximate Lagrange multipliers to the Lagrange multiplier associated with the geometric
constraint. Convergence rate estimates are derived in Section 5.8. In Section 5.9 we specify
conditions which make the results applicable for a shape optimization problem. Finally we
present some numerical tests.

If not stated otherwise, we will denote in this chapter with ¢ > 0 some generic constant which
may change its value in the computations.

5.1. A nonlinear optimal control problem with point-wise
geometric constraints

Let us specify the setting of this chapter. We study the optimal control problem

min _ J(T(u),y) + 2

2
1. E(1 = 1
weld ey 5 lully st E(T(u).y) =0, u € Uaa, (5.1)

where U is a Hilbert space with U,; C U, furthermore V, ), Z are Banach spaces, and T: U — V,
E:VxY — Z J:VxY — R. Depending on the application the term g HUHZ with 5 > 0 may
be viewed as a control cost or Tikhonov regularization term. This term guarantees boundedness
of minimizing sequences, which we need to ensure the existence of a minimizer. Furthermore,
it generates a coercive contribution to the Hessian. Thus, it is reasonable to assume second
order conditions, which are indispensable for the analysis of nonlinear optimization problems.
The operator T is slightly non-standard in optimal control. We will refer to 1" as the extension
operator, and have in mind, that T" maps a boundary displacement u to a domain displacement
U. In other applications, it might only be the compact embedding of some stronger space U
into L”, or some more involved mapping as it is often found in inverse problems. We refer to
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[BU15] for an application in seismic tomography. As usual, we assume the existence of the
design-to-state mapping

S:V—=Y, EUSU)=0 YUeTU,y),
and introduce the reduced objective functionals

V=R, j(V):=J(V,S(V)),

. . . p
U= R, ) =T () + 5 el -
Most of the time, we will work with the reduced problem
minj(u) s.t. u € Uy, (P)

uel
which is equivalent to (5.1).

Let us briefly discuss the existence of minimizers. It is a standard result that (P) admits a
solution if

(i) U is a reflexive Banach space, and ) # U,q; C U is a closed and convex set,
(ii) j is coercive (in the sense that j(u) — oo if |lull,, = 00), and weakly lower semicontinuous.

We specify a setting which is appropriate for the shape optimization context, but can also be
motivated from an optimal control perspective. In many cases it is unreasonable to assume
weak continuity of the operator S. Instead, we place stronger assumptions on 7. We require
complete continuity of T, i.e.,

u,, — u implies T'(u,,) — T'(u).

This can, for example, be ensured if T is linear, continuous, and maps to a space V which
is compactly embedded into V. We refer to Theorem 2.87 for an example of a completely
continuous extension operator in shape optimization.

Assumption 5.1. It holds
1. U is a reflexive Banach space, V,Y, Z are Banach spaces.
2. The extension operator T': U — V is completely continuous.
3. There exists a design-to-state operator S: )V — Y that is continuous.
4. The objective J is bounded from below and is continuous.

5. U,q CU is nonempty, closed, and convex.
These conditions ensure that j is coercive and weakly lower semicontinuous. Indeed, the
coercivity of j follows from J being bounded from below and the coercivity of the norm.

Furthermore, u — J(T'(u), S(T(u))) is weakly continuous because 1" is completely continuous,
and S, J are continuous. Finally, u ||uHZ is weakly lower semicontinuous, since it is a convex
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and continuous functional. Hence we obtain the existence of a solution if Assumption 5.1 is
satisfied.

A sufficient condition for the twice continuous differentiability of the reduced objective functional
j is given by the following assumption.

Assumption 5.2. It holds

1. T:-U >V, E:Vx)Y — Zand J:V x)Y — R are twice continuously Fréchet
differentiable.

2. For any bounded set A C T(U), there exists a neighborhood AcCVY of ACV such that,
for every V € A, there exists a unique solution y € Y of the state equation. Hence, the
design-to-state operator S: A — Y is well-defined.

3. E,(V,S(V)) € LY, Z) is continuously invertible for all V € A, with A from (ii).

The implicit function theorem yields that S: T'(U) — ) is twice continuously Fréchet differ-
entiable. Hence the same holds for the reduced objective j due to the chain rule. Finally,
we recall necessary optimality conditions for the reduced problem (P) and the full problem
(5.1).

Lemma 5.1. Let U be a Hilbert space with a closed, convex subset U,q # 0, and let uw € U
be a local solution of (P) in which j is Gateaux-differentiable. Then the following optimality
conditions hold and are equivalent:

u e Uad7 <j,(ﬁ)7 O ﬂ>u*7u >0 Yue Z/{ad (52)
U= Py (@—cVj)). (5.3)

Here By ,: U — U denotes the projection onto Uyq, ¢ > 0 is arbitrary but fized and Viji(u) el
denotes the Riesz-representation of j'(u) € U*.

Proof. Compare [HPUU09, Corollary 1.2]. O

An alternative formulation of the necessary optimality conditions uses the tangent cone of U, ;.
If U,, is closed and convex, the tangent cone in w € U, is given by

T Uy, w) :=cl{w el | w= p(v—"1a), where pp >0, v € Uy} .

If j is continuously Fréchet differentiable, and @ is a local solution, then (cf. [HPUUO9,
Theorem 1.52])

u €U,y and <j,(ﬂ)7w>u*,u >0 Yw e T Uy, u).

We also use the tangent cone for characterizing a minimizer of (5.1). We abbreviate again
Z'pi=(p,2)z 5, for z€ Zandp € Z".

There holds the following standard necessary optimality condition.
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5.1. A nonlinear optimal control problem with point-wise geometric constraints

Theorem 5.2. [KU15, Theorem 8] Let Assumption 5.1 and Assumption 5.2 hold, and let
(W, y) €U x Y be a local solution of (5.1). Then there exists a unique adjoint state p € Z°*,
and a Lagrange multiplier X\ € U*, such that the following optimality conditions hold

Ju(T @), 9)T' (@) + Bu + (By(T(@), )T (@) p+A= 0l
J,(T(w),y) + E,(T(w),y)p= 0in )",
E(T(w),7) = 0 in Z, (5.4)
U € Uy,
e T(Z/[ad,ﬂ)o,

where T (Uyq,1)° is the polar cone of T (Uyg, ).

Proof. Assumption 5.2 implies surjectivity of E,(T(u),S(T(u))) for all u € U,q. Hence
Robinson’s constraint qualification holds, cf. [HPUU09, Lemma 1.14], and the system can be
derived in a standard way, compare for example [HPUUQ9, Section 1.7]. The uniqueness of p
follows from Assumption 5.2 as well. O

If one can choose U as an LP-space, and if the projection By, can be written as a superposition
operator, the problem is very well understood. In particular, there exist efficient semismooth
Newton-type algorithms. The situation changes if U is required to be a stronger space, e.g.,
H”. In this case the semismoothness of the projection in U is an open question, and the
Lagrange multiplier A € U™ has a-priori only a low regularity. One possibility to overcome this
difficulty is to study a sequence of regularized problems. But first let us specify U and the
admissible set U, in more detail.

Assumption 5.3. 'z C RY s a Cl—mam'fold. U is a Hilbert space of functions u: I'g — Rd,
with compact embedding U — L2(FB,IRd). Furthermore, C' C R is a nonempty, closed,
convex set. Finally, the admissible set is given by

Uyg:={vel|z+u(z)eC forae xe€lp}.
We will often use the abbreviation T :=id + u, hence U,y ={u e U | 7(I'g) C C}.
Remark 5.3. (i) Clearly U,  is closed and convex. The same holds for its L% relaxation

Uk, = {u e L*(I'g,RY | 7(z) C C for ae. z € I'p}.

(ii) We require a compact embedding U <, L? (I'g, ]Rd). On the one hand this is obviously
a restriction. On the other hand in many applications i/ is either an LP-space where
standard semismooth Newton methods are applicable, or some Sobolev space wkr ,
k > 1, which is compactly embedded into L*.

(iii) We specified here u: I'g — R¢ and 7 = id + w. However, we suspect that it is possible
to extend the following analysis to other settings. In particular, one might exchange I’
with some other (sub)set of {2, or consider functions u: I'y — R™, m # d.
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5. Moreau-Yosida path following

5.2. The regularized problem

As we pointed out in the last section, it is difficult to treat the optimal control problem (P)
with the constraint u € U,,, which can be written equivalently as

min j(u) + 1y, (u). (5.5)

Recall the notion of the indicator function of some set A

(v) 0 ifveA,
LA(V) =
A o ifué A

The indicator function of a closed, convex, nonempty set is proper, lower semicontinuous, and
convex. Instead of the hard constraint u € U,,4, one can try to satisfy this constraint only
approximately, and then drive the constraint violation to zero in an iterative scheme. Such
infeasible methods usually rely on some functional which measures the constraint violation,
and which is used in the role of ¢, (u). It is well known that the Moreau envelope (cf., e.g.,
[BC11, CWO05]) of ¢ ,(-): U — [0,00] in U is given by %(duwl)2 where dy : U — R denotes
the distance functional to U,q w.r.t. [|-[l,;- The prozimity operator of 1, (-) corresponds to
the projection B, , in U onto U,y. In particular, it holds

dy,,(w) = [lu = Py, (w)]les-

Recall the L*-relaxation L[fd of U,g. Since u € U N Z/{aLd implies v € U, 4, we propose to use the
Moreau envelope of ¢, 1 () in L2(F B, Rd) as regularization term. Note, that the projection in
ad

L*(I'g,RY) onto {v € L*(I'g,RY) | v(I'5) C C} is given by the superposition operator
Py Po (v) (x) := Po(v(x)),

where P : R? - R? is the projection onto C' C RY. We approximate (5.5) by the regularized
problem

.. Y . . 2
min j(u) + 1 [lid +w — Pe (id + )|z, (MY)

e Ig.RY)
and abbreviate
d(u) :==id 4+ u — Pp (id + u),
e (1) = % lid + u — P (id + u)

Jy(u) = j(u) + ey (u).

2
Iz ey

) . . 2 2 .
As we will see now the term 7 [lid + u — P (id + u)HLg(FBde) =3 |r—-Fc (T)HL2(FB7R¢1) is

the Moreau envelope of LuLd(') in L?(I'g, RY) with regularization parameter .

Lemma 5.4. [KU15, Lemma 10] The projection in LQ(FB,Rd) onto the closed, convex set
L{aLd C L2(FB,IRd) is given by the mapping

u u = Po (id + u) — id.
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5.2. The regularized problem

Proof. Recall 7 = id + u. By construction we have u® = P (1) —1id € UL, Tt remains to
check whether

C C L
(u —u v —u )LQ(FB R) < 0 holds for all v € Uy.

)

Let v € LIaLd and z € I'g. Since Py is the projection onto C' in R and v(z) + x € C we have

() ~ Pe(r(@)) (vle) + 2~ Po(r(z)) <.

Thus, it holds

(u=uf 0 —0)
U—U ,U— U

/ (u— uC)T(v - uC) dz
r

2 d
L(FBvR) B

/F (t— Po (1) (v+id — P (7)) dz < 0.

B

O

Corollary 5.5. For all v > 0 the Moreau envelope e, (-): L*(I'g,RY) = R is conver and
Fréchet differentiable. Its derivative is given by

¢\(u) = y(r = P (1)) € L*(I'g, RY) ~ L*(I'5, R")",

and is Lipschitz continuous.

Proof. These are general properties of Moreau envelopes, cf. [BC11, Propositions 12.15 and
12.29]. O

Remark 5.6. Noting that |z — Po(z)|* = d&(z) where dg is the distance function of the set
C' the result can also be obtained by a more geometric argumentation. In particular, [DZ11,
Theorem 6.8.1] states that d¢ is convex if and only if C is convex and in this case it holds

dé € Clldg(]Rd)‘
If j is differentiable, the chain rule and Corollary 5.5 yield for all v € U

(5 (), 0)yr g4 = (5 (), )y g+ (7 = P (7) YU 12y RY -

b

Finally, we suppose that the constraint v € U,4 is not trivially satisfied, and that the reference
configuration is admissible.

Assumption 5.4. It holds
1. If uw solves (P) it is not a solution of the unconstrained problem min, <y j(u).

2. UZOEZ/{ad.

We collect our working assumptions for ease of reference.
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5. Moreau-Yosida path following

Assumption 5.5. Assumption 5.1.1.-4., Assumption 5.2, Assumption 5.8, and Assumption 5./
are satisfied.

Remark 5.7. It is clear from the above analysis, that (P) admits a global solution if Assump-
tion 5.5 is satisfied. The same holds for the regularized problem (MY) for any v > 0.

Let us furthermore list some notational conventions used in the following.
e We write 7 for id 4+ @ and similarly 7%, 7, 7,, for u*, 4, u,,.
o We write (MY)s for the problem (MY) with v =% and similarly (MY) -, (MY),, (MY),, .

e We denote by & € U4 a local solution of (MY)-, u, is a local solution of (MY), , etc.

5.3. Properties of the regularized solutions

In this section we show that any strict local solution of (P) is a strong accumulation point of
a sequence of local solutions of (MY) - for v — oo. This convergence result and its proof are
inspired by the ideas presented in [NTO08] and go back to [CT02]. The same ideas are used
in [MY09] to obtain similar results. The result is easily extended to show that any weakly
convergent sequence of global solutions of (MY)7 converges strongly towards a global solution
of (P). Furthermore, we show that any accumulation point of a sequence of local solutions
(uy), with v — 4, is a local solution of (MY)s.

We begin by observing that ||6(u — 0 for v — oo if j is locally Lipschitz continu-

ous.

7)’|L2(FBde)

Lemma 5.8. [KU15, Lemma 3] Let j be locally Lipschitz continuous. For allw ¢ U,, there
exists a g > 0, such that w is not a local solution of (MY),Y for all v > ~q.

Proof. Consider an arbitrary u ¢ U,,; and an 0 < ¢ < 1. By assumption there exists a local
Lipschitz constant L > 0 of j on the ball BY(w, ). Let v = Py, (@) and consider the convex

combination u = (1 — §)u + Sv. Then u € BY(w, ), and by convexity (see Corollary 5.5)
2 € .\ 112 € 2 . € .\ 112
1812 g ety < 0= ) 182, ety + 5 13N gy = (1= o) 18I, gy

since v € U,q. Now we choose v > 7q := 4L [|6(u) and calculate

—2
22 me
. .o . o vy 2 —\ 12

jw(u) - .]'y(u> = j(U) —](U) + 5 (H(S(U)HLQ(FB,Rd) - H(s(u>HL2(FB7Rd))

_ 9 € —\12
<L llu—ly + 2L [6@)3 . o (—2 Hé<u>HL2<rB,Rd>)

< Le—Le=0.

Hence for any @ ¢ U,y we find a v, such that for all v > 7, @ is not a local minimum of
(MY) " O
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5.3. Properties of the regularized solutions

Remark 5.9. In particular, for a sequence of local solutions (u,) of (MY, this implies that

Hé-(u,},)HLQ(FB’Rd) — 0 for v — o0, if j is locally Lipschitz continuous.

We proceed with the derivation of the announced result regarding local solutions. Adopting an
idea from [CT02, NT08] we consider the following auxiliary problem. For a w € U,; and r > 0
consider

o U,
ZHEIZI/}].Y(U) s.t. w € B”(u,r). (5.6)

Since BY (w,r) is convex, closed, bounded, and non-empty there exists at least one (global)
solution uz € U of (5.6). We begin by studying the properties of “Q for v — oc.

Lemma 5.10. [KU15, Lemma 4] Let Assumption 5.5 hold and (y,) C R+q tend to infinity.
Furthermore, let w € U,y be a local solution of (P) on Bu(ﬁ7 9). Consider a sequence of global
solutions (uy,) of (5.6) with v =1, and r = §/2. Then there exists a weak accumulation point
of uy,. Moreover, any weakly convergent subsequence uj, — u* € U converges strongly, and
u* € Uyy is a local solution of (P).

Proof. (i) The sequence (ul,) C BY(w,r) is bounded, hence there exists a weakly convergent
subsequence.

(ii) Now consider an arbitrary weakly convergent subsequence uj, — u* € BY (u,r). We first
argue that u* € Uyy. If ||0(uy,) RY # 0, then we find arbitrarily large ~y;, with uj, & U,,.

Note that

”L2(F87

€ 5 .
u:=(1- i)u}; + §Puad(u2) € BM(H, r)

since w € U,y and U,y is convex. Copying the argument of Lemma 5.8 we conclude
Ty, (1) < jﬂlk(u};) for ~y;, large enough which contradicts the optimality of uj,. Hence it holds
H(S(UE)HLQ(FBJR(;) — 0. Since U <, L2(FB,IRd) we conclude [|§(u = 0 and thus
’LL* € uad'

*)HL2(FB,IRd)

(iii) We now show that u* is a local minimum of (P). Obviously @ € U, is feasible for (5.6).
From uy, — «" in U and j: U — R being weakly lower semicontinuous we conclude

ju®) < ligioréfj(u@ < “,?lfﬁ.}fjw (ug) < limsup j, (uy) <limsup j,, (@) = j(@). (5.7)

k—o0 k—o0

We used the optimality of uj, in the last inequality. By u* € Bu(ﬂ, %) NU,; we also have

j(@) < j(u") which implies j(%) = j(u"). By assumption it holds
i(u) > j(@) = j(u"), Yu € Upg N B (3, ),
and by construction u* € B (u, g) c B*(u,6). We conclude that u* is a local minimum of

(P).
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5. Moreau-Yosida path following

(iv) Finally, we address the strong convergence of (uy). Due to the optimality of uj, it
holds j(uy) < j(w) = j(u") for all k. Combined with the lower semicontinuity of j, i.e.,
liminf;,_, j(uy) > j(u") we obtain

2 )

lim j(ug) = j(u”) = J(T("), ST ) + 5 [l

On the other hand, T is completely continuous, S,.J are continuous, hence uj, — u* implies
J(T(up), S(T(up))) — J(T(u), S(T(u"))).

We conclude |Jug||,, — H“*Hu Weak convergence plus convergence in the norm imply the
strong convergence uj, — u”* in U. O

The above result is not quite satisfactory in two aspects. For once, it might be that the global
solutions wuj, are situated on the boundary of the auxiliary admissible set. In this case we can
not infer whether they are also local solutions of (MY) - Secondly, we would like to obtain
convergence to @, and not to some other nearby local solution. As the next theorem shows it
suffices to require that w is a strict local solution to address both points. Of course, we could
require some sufficient second order condition in u to guarantee this.

Theorem 5.11. [KU15, Theorem 1] Let Assumption 5.5 hold and u € U,y be a strict local
solution of (P) on Bu(ﬂ, d). Then for every v, — o0, every sequence of global solutions
(up) CU of (5.6) with v =y, and r < §, converges strongly in U to u. Furthermore, there
exists a 1 > 0, such that for all n > 7 the u,, are local solutions of (MY)%

Proof. In Lemma 5.10 we showed that for every sequence (u,,) there exists a weakly convergent
subsequence, and that every such subsequence converges to a local solution u* of (P). In
particular, we proved j(u") = j(u). Since u is a strict local minimum this implies u* = .
Hence, @ is the only weak accumulation point of the bounded sequence (u,,), which implies that
the whole sequence converges weakly u,, — % in Y. Lemma 5.10 implies that the convergence is
strong. Finally, since u), — %, there exists 7 > 0 such that for all n > 7 it holds u}, € BY(w,r).
Hence, the u,, are local solutions of (MY), . O

Let us briefly consider global solutions u?,u? of (P), and ( ) . Due to the coercivity of j

we can find an r large enough such that u € BM( w’,r), in particular u
Hence Lemma 5.10 implies

5 =ud, for all v > 0.

Corollary 5.12. [KU15, Corollary 2] Let Assumption 5.5 hold and (v,) C Ry tend to
infinity. Then there exists a weakly convergent subsequence of (ul). Furthermore, any weakly
convergent subsequence uj — u* € U converges strongly, and u” is a global solution of (P).

We show now that any accumulation point of a sequence of local solutions (u,y), with v — 4,
is a local solution of (MY)&. Consider the auxiliary problem

131615{1 (), s.t. ue A, (5.8)

for some fixed, closed, convex, and nonempty set A C U.
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5.3. Properties of the regularized solutions

Theorem 5.13. [KU15, Theorem 2] Let Assumption 5.5 hold, 4 > 0, and consider for -y, — 4
a sequence of global solutions (u,) of (5.8) with v =+y,. Then there exists a weakly convergent
subsequence (uy). Furthermore, any weakly convergent subsequence uy, — u* € U converges
strongly, and u” solves (5.8) with v = 4.

Proof. (i) Since j is coercive the sequence (u,) is bounded. Hence there exists a weakly
convergent subsequence.

(ii) Now let (uy) be a weakly convergent subsequence u;, — u” for some u* € U. Since A is

weakly closed it holds u* € A. We start by showing that u" solves (5.8),?. Denote by @ := uy

a global solution of (5.8),. Since wj, — u” in U we have by compact embedding u; — u" in

L? (I'p, ]Rd). Hence, continuity of the Moreau envelope and lower semicontinuity of j imply
j(u*) <liminf j(ug) and e, (ug) = es(u”).
k—o0 k
Furthermore, for all k£ it holds

Thus we see that
. * . * * . . . . . . A A . A
o) = (") + e (') < T inf o) + e, () < N inf j(8) + e, (8) = jy (),
which implies that u” solves (5.8)5.

(iii) The strong convergence u;, — u* follows as in the proof of Lemma 5.10 part (iv). O

Remark 5.14. Obviously A = U is possible and yields the result for global solutions of (MY).

As in the case 7 — oo the result from Theorem 5.13 alone does not provide enough information
about the behavior of local solutions of (MY). Again this is remedied by considering a strict
local solution us, of (MY) 4 which might be guaranteed by a sufficient second order condition.

Corollary 5.15. [KU15, Corollary 3] For 4 > 0 let Assumption 5.5 be satisfied. Denote by 4
a strict local solution of (MY), on BY(u,5). Set 0 <r <& and A= B“(a,r). Then, for any

T

Yo = 4, any sequence of global solutions (u,) of (5.8) with v =1y, converges strongly in U to
@ and, for ~, close enough to #, the w,, are local solutions of (MY)7 .

Proof. Using Theorem 5.13 we obtain a subsequence () with uj, — u* in U, where u* solves
(5.8) with v = 4. Furthermore, any weakly convergent subsequence converges towards such a
solution. Since 4 is a strict local solution of (MY), and r < § it follows, that @ is the unique
solution of (5.8) with v = 4, which implies u* = 4. Hence, 4 is the only weak accumulation
point of the bounded sequence u,,, therefore the whole sequence converges weakly: wu, — 1.
Theorem 5.13 shows that the convergence is strong. Finally for ~,, close enough to 4 we have
ul € B¥(a,r), since ul, — 4. Hence the u!, are local solutions of (MY) , O
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5. Moreau-Yosida path following

We established two important properties of the family of regularized problems (MY): We can
approximate any strict local solution of (P) with a sequence of local solutions u., of (MY),Y
for v — oco. Furthermore, we have a continuity property of u. in the sense, that a strict local
solution of (MY)& for fixed 4 > 0 can be approximated by a sequence of local solutions u., of
(MY)7 with v — 4.

5.4. Solving the regularized problem

In Section 5.3 we showed that a strict local solution of (P) can be found by solving a sequence
of relaxed problems of the form (MY) ,, With regularization parameter v, tending to infinity.
Of course, this is only a practical strategy if the regularized problems can be solved efficiently.
We will apply a semismooth Newton method to solve the first order optimality condition:

gy (u,) =0 inlU" (5.9)

Remember (5, (u), V) = (5" (u), V) 7 (0(u), v)Lz(F&Rd), with §(u) =7 — Po (7). The
superposition operator Pg is not differentiable but semismooth. For a thorough introduction
to semismoothness in Banach spaces we refer to the monograph [Ulbll]. In particular
semismoothness of superposition operators is discussed, see also [Sch08], or [HPUU09, Chapter
2] for a compact overview.

We start by defining the generalized differential of P : U — LY(I'g, ]Rd), q > 1. We need

Assumption 5.6. The projection Pg: R — R? is P -semismooth, where OP denotes
Clarke’s generalized Jacobian [Cla83].

Remark 5.16. This is a condition on the set C ¢ R%. In general, the projection P is not even
directionally differentiable. See [Shal3] for conditions guaranteeing directional differentiability.
If the set C' is of the form €' = {z € R* | g(z) < 0}, where g: R » R™, ¢; € C*(R%,R) is
convex for all i, and the constant rank constraint qualification is satisfied, then [FP03, Theorem
4.5.2] states that the projection is piecewise smooth, in particular semismooth. An alternative,
very general approach to finite-dimensional semismoothness is the concept of tameness, cf.
[BDL09].

Definition 5.17. For q > 1 we introduce the set-valued mapping OPq: U = L(U, LY (g, Rd)),

o q Mouv(z) = K(z)v(x) Vo € I'g, with
OPq(w) = {M eL(U,L (FBJRd)) K e LOO(FB,RdXd), K(z) g apc(w(m)) Vo € Iy }

Theorem 5.18. [KU15, Theorem 3] Let Assumption 5.6 hold, and U — LP(I's,R%) for
p>q>1. Then OP¢ is well defined. Furthermore, Po: U — LY(I'g, ]Rd), is 0Pg-semismooth.

Proof. The first statement is immediate. Regarding the claimed semismoothness, it suffices
to study the components ]E’év: R¢ — R and the associated superposition operator Pév, cf.
[Ulbl1, Proposition 3.6]. The result [HPUUO09, Theorem 2.13] states sufficient conditions
for semismoothness of superposition operators. Let us check the conditions. The Lipschitz
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5.4. Solving the regularized problem

continuity of the projection Po: RY — Rd for C C R” closed and convex, is well known.
Semismoothness of P5 follows from Assumptlon 5.6. Furthermore, since ¢ — Lp (I'g, Rd) the
mapping U > u — id + u € LP(I'g, R ) is continuously Fréchet-differentiable and Lipschitz
continuous. Hence, we are able to employ [HPUU09, Theorem 2.13] and the claim follows. [

Thus, if we want to solve (5.9) with a Newton-type method, we need to employ semismooth
calculus. The chain rule implies that j/7 is 8j,/y—semism00th, where 8ij: U= LU, U") and

HY € 9 (u) < IM" € OPc(id + u):
1
(Hyv, )y g = (5" (w)v,w)yr g+ (v = M“v,w)Lz(FBVRd) , Yo,w € U.
We are now equipped to solve (5.9). Consider Algorithm 5.1.

Algorithm 5.1: Semismooth Newton’s method

Require: let Assumptions 5.5 and 5.6 be satisfied, and u’ € U be given
1: set the iteration index to k =0
2: repeat

3:  choose a H;‘k € 8j/7(uk)

4:  solve the semismooth Newton equation Hf;kv =— j; (u*) in U*
5 set ukJrl = uk + v,
6:  increment k
7

. until o =F

For the well-posedness and superlinear convergence of the semismooth Newton method one
may require a uniform regularity condition like 3 ¢, > 0 such that

H(ny‘)_lH <c VHY €9j,(u), VYue Bu(u,y,r). (5.10)

LUUT)
The following strong assumption assures this regularity condition in a point u € U:

Assumption 5.7. For v > 0 and u € U there exist &,r > 0:
(Hyv,v)y = @ ol Vv el, VHY € 95 (w), Vw e B (u,r).

Remark 5.19. In fact, already (5.10) is a stronger assumption than necessary. It would
suffice if, in every iteration, there exists a solution of the semismooth Newton equation for the
k

choice Hy , and if

k

() () = i) = B (0 = )

However, guaranteeing these conditions without a strong assumption like Assumption 5.7 is
challenging.
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5. Moreau-Yosida path following

Theorem 5.20. [KU15, Theorem 4] Let Assumptions 5.5 and 5.6 hold, and let Assumption 5.7
be satisfied for v > 0 and a local solution u., of (MY)V. Then there exists an r > 0 such that
for all initial points

W’ eU with H“O_UWH <r,
u

the semismooth Newton method (Algorithm 5.1) converges q-superlinearly to ..

Proof. The superlinear convergence result can, for instance, be found in [HPUUQ9, Theorem
2.12]. The non-standard termination criterion is discussed in [Ulbl1, Section 3.2.3], where
semismooth Newton methods are studied in more detail. O

Usually, the following coercivity assumption suffices.

Assumption 5.8. Let u € U and suppose there exists an o > 0 such that
(" (v, vy > e l0lly; Yo eU.

Theorem 5.21. Let Assumptions 5.5 and 5.6 hold, furthermore suppose that Assumption 5.8
is satisfied for some uw € U. Finally let §": U — LU, U") be locally Lipschitz continuous in u,
i.e., for some 6 > 0 there exists an L > 0, such that for all w € Bu(u, ) we have

5"y = 3" @] . < Ll =wlly ol -

Then, for all w € Bu(u, r) with r <6, it holds
(" (W), V) gy > (o= Lr) ol Yo €U

In particular, Assumption 5.7 holds in u for r < min(d, /L), & = a— Lr > 0, and any ~ > 0.

Proof. The first claim follows directly from the Lipschitz continuity of j” and Assumption 5.8.
The second assertion follows as in [KU15, Theorem 5|. Let v > 0 be arbitrary. The norm of
Clarke’s generalized Jacobian is bounded by the Lipschitz constant of the respective function.
In our case, the projection Py has Lipschitz constant one. Hence, recalling Definition 5.17 we
have for all w € Y and v € U:

w . w
VM" € 0Pg(w): | M UHLQ(FB,]Rd) < ”UHLZ(FB,]Rd) . (5.11)
Thus, for all w € BY(u,r), and any HY € 8j/7(w):
(Hyw, Vi = (4" (w, Vit (0= M%v, U)LQ(FB,]Rd)
2 2 2 <2
> & olly + v (o022 gy = o2 o) =& ol -
This shows the claim. O
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Of course, Assumption 5.8 is still a quite restrictive condition. If we consider it in the context
of (P) it would be more natural to require the coercivity only with respect to a critical cone.
Instead, we require coercivity for any v € Y. Furthermore, the coercivity is required in the
strong norm ||-||,,. However, since our objective is given as j(u) = j(T'(u)) + g ||u||§,, this is
satisfied if the Hessian of the functional u — j(7'(u)) is ‘not too negative definite’ This depends
very much on the concrete application, we refer for instance to [HKO01] for an analysis of this
issue for optimal control of Navier- Stokes flow. Finally, in the case of a Tikhonov-regularized
objective the coercivity assumption is equivalent to a positivity assumption of j” under certain
conditions (compare [CT12, KV13]). Let us briefly discuss this in our setting. We require that
the mappings v — T"(u)v and v — (T”(u)v)v are completely continuous. For linear extension
operators this follows immediately from our requirements on 7.

Assumption 5.9. Let u € U and suppose that
(j”(u)v,v)u*ﬂ >0 VveUu\{0}.

Lemma 5.22. [KU15, Lemma 5] Let Assumption 5.5 hold. Furthermore suppose Assump-
tion 5.9 is satisfied, and T'(u) € LU, V) as well as v — (T" (u)v)v are completely continuous.
Then there exists o > 0 such that

(G (v, v)ye g > a ol Yo eU.

Proof. By [CT12, Remark 2.7] the assertion is true if j”(u) is a Legendre form. For this it
needs to satisfy the following two conditions.

(i) if v, — v as k — oo, then (5" (u)v, V) gy < lim inf,, (5" (w)v,, Un)ut u

(ii) if additionally ( j//(u)vk,v@u*’u — <j"(u)v,v>u*’u, then |lv — v, — 0.

Recall j(u) =j(T(u)) + g ||u||z, The chain rule yields

G (v, 0)ye g = (7 (T (@)T (o, T (o) + (' (T (W), (T (@)v)o)ys 5, + 6 ol -

Using the complete continuity of 7" and T” for the first two terms, and the weak lower
semicontinuity of the squared Hilbert space norm HHZ condition (i) follows. Furthermore,
(3" (W)vg, vy 1 — (" (W), v)yy 4 for vy — v implies [Jvgll,, — ||v]l,- Weak convergence plus

convergence of the norm yields |[v — vy, — 0, hence (ii) is satisfied as well. O

5.5. Some implications from second order conditions

In this section we study the second order conditions of Assumptions 5.7 and 5.8 more thoroughly.
In a standard manner we obtain a quadratic growth condition from Assumption 5.7, i.e., it may
serve as a sufficient second order condition. Exploiting Assumption 5.8 we show that there
exist neighborhoods of 4 and wus, such that the map ~y — w,, restricted to those neighborhoods,
is locally Lipschitz continuous.
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5. Moreau-Yosida path following

Remark 5.23. As already mentioned, we require here a quite strong second order condition.
We suspect that many results which depend on the quadratic growth condition remain true
under weaker assumptions. The current status of the theory of second order conditions for
optimal control problems is very nicely summarized in the recent survey [CT15]. It would also
be very interesting to derive necessary second order optimality conditions for a local solution
u,, of (MY) - Note that, even in finite dimensional optimization, the statement of necessary
second order optimality conditions for problems with semismooth derivatives is a quite involved
topic. It is out of the scope of this thesis to investigate this aspect.

We have the following quadratic growth property if Assumption 5.7 is satisfied:
Lemma 5.24. [KU15, Lemma 6] For v > 0 let Assumption 5.7 hold in a stationary point Uy
of (MY)W and let Assumptions 5.5 and 5.6 be satisfied. Then there exist @, 7 > 0 such that

. e} . _
Iy (ty) + 5 |lu— u7|fz{ < jy(u) forallu e Bu(u,y, T). (5.12)

In particular u., is a strict local solution.

~

Proof. Consider a u € Bu(uw, r) with » > 0 as in Assumption 5.7, and the convex combination
ut7 = (1 —t)uy + tu.

Since j, is continuously Fréchet differentiable it holds

1 1
() = 4y u) = [+t =)= ) de = [ )= ug)

Using the semismoothness of jﬁ,, we find

1
gt
/0 <Jiy(“vv“ — Uy, dt>u*,u

. u 2
= 0 <]'/y(u'y>7 C u’y>u*7u + <tH7 (ufy)(u - u’y)v U= “ry>u*,u + to( Hu - u’y”z,{) dt

1
. 2 U
= <.]'/y(u'y)a u — u7>M*7U —+ O(HU — u"/HZ/{) + /0 t<I{,y (ufy)(u — uv),u — u’Y>Z/{*,Z/{ dt.

Due to stationarity the first term drops out. By Assumption 5.7 we finally obtain

: : v : a
Gy () = Gy () + o [Ju — “v“i{) +/0 té [lu — UWHZ dt > j, (uy) + b) lu — “7”517

for some suitable 0 < @ < & and ||u — small enough. The last claim is clear. OJ

U’YHZ/{

We now want to use Assumption 5.8 to show local Lipschitz continuity of the map v + u,.
First we state the following auxiliary lemma. Recall the notation 6(u) = id + u — Po(id + u).

> 0.

Lemma 5.25. [KU15, Lemma 7] For any u,v € U it holds (§(u) — d(v),u — U)Lz(FB RY 2
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5.5. Some implications from second order conditions

Proof. The projection Py is non-expansive, i.e., | P (zq) = Po(z9)| < |21 — 25| for all 2, 24 € I'p.
Transferring this to the superposition operator Py we obtain

(0(u) = 6(v),u —v)

L*(I'p,R%)
= (id+u — Po(id +u) —id — v + Po(id + v),u — U)L2(FB7]Rd)
> |lu— UHiZ(FB’Rd) — [|Po(id 4+ u) — Po(id + v)\|L2(FB7Rd) ||lu — UHLZ(FB,]Rd)
> |lu— vHQLQ(FB,Rd) — flid +u—id = vl 2 gy llu—vll 2 pa)=0.

O]

Theorem 5.26. [KU15, Theorem 6] For a 4 > 0 let the conditions of Theorem 5.21 hold in a
local solution 4 of (MY)&. Then there exist neighborhoods G C R of 4 and N C U of i such
that, for all v € G, there exists a unique strict local solution u. of (MY)7 in N'. The map

Goy—u, eN

18 Lipschitz continuous on G.

Proof. By Corollary 5.15 we know that for v close enough to 4 there exists a local solution u,
of (MY) -, which lies close to @. From Theorem 5.21 we know that there exists a R > 0 such

that Assumption 5.7 is satisfied in @ with » = R. Hence, for all u € BY (4, R/2) Assumption 5.7

is satisfied as well with » = R/2. In particular, Lemma 5.24 tells us that any local solution w.,

of (MY) , in Bu(ﬁ, R/2) is also strict, and, due to the quadratic growth property, we obtain a
unique local solution. This shows the first claim. The first order optimality conditions yield
j5(@) =0 and j’(u,)=0.

Testing with u., — @ and subtracting those two equations yields
w7 (0(uy), uy — 'ﬁ,)L2(FB7Rd) — 4 (6(a), uy — ﬁ)Lz(FBde)

(11 7'11,,7 — 1 uru + Y ((5('11,7) - 5(17’)7”"1 - ﬂ)L2(FB,Rd)

By Lemma 5.25 the second term can be bounded from below by zero. We will now use
Assumption 5.8 to estimate the first term. Since j' is continuously Fréchet differentiable it
holds

(' () = 3(0), 1wy = @y g = (5" (@) (wy = @),y = @)y 4+ o[y — @f7,)
112 112
> o [luy = ally, + o([uy, — alfy,)-
In the last step we used Assumption 5.8. Hence we have
oy =l + o, = 8l5) < (5= ) (6(8),uy = ) 2 e

< by = AHNO@N 2y gy 1y = 8l 2, gy -
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5. Moreau-Yosida path following

Since u., — 4 for v — 4 we can choose a r(3) > 0 such that for all v > 0 with |y —4| < r(8):
_ ~112 2 o i
a fluy = ally < Iy =AN6@ 2, gy oy =8l 2, ge

for some @ > 0. Boundedness of @ implies boundedness of (). Finally, using the embedding
U — L*(I'g, R we arrive at

[y = ally, < Cly =41,

for some constant C' > 0. ]

5.6. The value function and its model

Usually the value function is defined as V : R — R, v — mizr} j(u). In [HKO6a] it is shown
ue

that the value function is differentiable in the linear-quadratic setting. Its derivative is given
as % HugH (I RY) where u?/ denotes the unique global solution. In the nonlinear setting this
is not necessariiy true if the global solutions of the regularized problems are not unique. Hence,
we have to differ between local and global solutions, and restrict ourselves to a local analysis

for the differentiability.
Lemma 5.27. [KU15, Lemma 8] Let Assumption 5.5 hold. Denote a global solutions of
(MY)7 with w. The map v — V() := j.(ul) is globally Lipschitz continuous for all v > 0.

Proof. Due to optimality it holds for any v;,v, > 0

2

. g . g : g : g _ o7 g

]’YQ(U%) I (u’h) < I, (u“/l) I (u’h) - 22 . 5(u71) LQ(FB,]Rd) ’ (5 13)
C (g cog cog C(uf ) = 2o || s 2 ’
]VQ(UWQ) —In (u%) = Js (U’Y2) —In (u%) - 2 (u%) LZ(FB,]Rd) :

This implies

. : 72 —
e () = i, ()| < 22 maxc (18(u )32, ety 18, 52y ) -

g
~

u € Uyg. Then we have for all v > 0 the estimate 5 HugHZ < jy(ud) < jy(u) < j(u).
Since U — L*(I'y, RY) the term ||5(u%)|liz(FB gy 18 also uniformly bounded, and the claim

follows. O

The solutions uZ, are uniformly bounded in U for all v > 0. To see this consider an admissible

Remark 5.28. Interestingly, we can show the next result concerning the differentiability
of a local value function without employing explicitly the differentiability of j,. However,
the required conditions will usually only be satisfied if a suitable second order condition
holds. In particular, this would necessitate twice differentiability. Theorem 5.26 shows that
Assumption 5.8 is sufficient to ensure the conditions of Theorem 5.29.
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5.6. The value function and its model

Theorem 5.29. [KU15, Theorem 7] Let Assumption 5.5 hold. Let 4 > 0 be arbitrary and 4 be
a strict local solution of (MY),Ay. Assume that there exists a neighborhood U of G such that for
any sequence v — 4 a sequence of local solution u., of (MY),Y lies (for ~ close enough to %)

inU, and the u,, are unique local solutions in U. Then the local value function V:  — Jry(y)
1s differentiable at 4 with

. Lo
V() = 5 18@) e, gt

Proof. Due to the local uniqueness assumption we can repeat the estimation (5.13) for u., and
@ if v is close enough to 4. This implies

. i () — Gy (1)
S I8(@) 22, oy < 20— <

A H(S(U'Y)HiQ(FB,]Rd) )

N | =

if 4 > v and the reverse inequality if 4 < 7. Using Corollary 5.15 we see that u., — @ as
A 2 N 2

T 7)’|L2(FB7Rd) - H(S(U)HLQ(FBde)
/A 1 N 12 . ..

Vi(A) =3 H(S(U)HLQ(F&R(;) in the limit. 0

, in particular H(5 (u . Thus, we obtain the claimed result

Corollary 5.30. Let the conditions of Theorem 5.29 be satisfied. The local value function V
is monotonically increasing. If the local solutions satisfy u. ¢ Uyq it is strictly monotonically
increasing. The map vy — V/(’y) is strictly monotonically decreasing.

Proof. Tt holds V'(vy) > 0. V'(y) = 0 would imply 6(u,) = 0 which is only the case if u., € Uyq.
Thus we conclude that the value function V' is (strictly) monotonically increasing. Furthermore,

2
L* (g, R?

2
L*(I'g,RY)

Y27 = Hé(uvz) ;

< 66us,)

hence the mapping v — V’(v) is monotonically decreasing. O

In [HKO06a] it was proposed to use the value function V' in an algorithmic setting to steer the
~v-update and the termination criterion. Since the function is not available explicitly, one has
to approximate it with a model function. Following [HK06a] one may define the model

Cy
m(vy) =C; — ——,

for some real constants Cy, Cy, D, r, with Cy, D, > 0. Note that m’ > 0, m” < 0 corresponding
to the properties of V stated in Corollary 5.30.

Remark 5.31. In [HKO06b] the same class of model functions was used in inexact Moreau-
Yosida path following for the obstacle problem. The authors reported good results with their
(partially heuristic) strategy. However, in our experience, the performance of such a scheme is
very much dependent on the choice of the various parameters and the concrete example.
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5. Moreau-Yosida path following

5.7. Optimality conditions and properties of the Lagrange
multipliers

In this section we study the optimality conditions of the full problem (5.1) and its regularization.
In particular, we extend the results of Lemma 5.10 and Theorem 5.26 to the state, the adjoint
state, and the Lagrange multiplier associated with the geometric constraint. We do not
explicitly use the second order condition in this section. However, it could be used to check
some of the prerequisites of the following results. The findings in this section were partly
inspired by the ideas presented in [HK06a] and [Ulb11].

The optimality conditions of (5.1) were already derived in Theorem 5.2. We repeat them here
for the convenience of the reader:

Jo(T(@),9)T' @) + fu+ (Bo(T@),9)T' @) p+X= 0t
J,(T(@),y) + E,(T(w),y)p= 0in )",
E(T(w),y) = 0in Z, (5.14)
u e L{ad,
X € T(Uad’ﬁ)o'
The regularized problem is given by
min _J(T(u),y) + b Jully + ey (u) st B(T(u),y) =0in Z. (5.15)

u€U,yey 2

Under Assumption 5.5 we obtain for every v > 0 and a local solution (u.,y,) € U x ) the
existence of a unique adjoint state p, € Z* such that

Ju(T(u,),y,) + Bu, + (Ey(T(uy),y)T () Dy + A, =0 inld",
Jy(T(uy),yy) + Ey(T(uy),y,) " py = in Y,
E<T(u’y)7y'y) =0 in Z,

(1, —Po(r)) =X, inL*(I5RY.

(5.16)

Lemma 5.32. [KU15, Lemma 9] Let Assumption 5.5 hold and suppose additionally that the
extension operator T' is linear. If a sequence of local solutions u., is uniformly bounded in U

with respect to vy, then the associated sequence (y,,p,\y), as determined by (5.16), is also
bounded in Y x Z x U*.

Proof. (i) If u, is uniformly bounded we can find a bounded, closed set U C U with (uy) C u
for all 4. Due to complete continuity of 7' the image T'(U) is relatively compact and
T'(u.,) is contained in the compact set V:=cTWU). Since S is continuous S (V) is also
compact. In particular we obtain that (y.,) = (S(T'(u,))) C S(V) is uniformly bounded.

(ii) Since J is continuously differentiable J,(T'(u,),y,) C Jy(fJ,S (V)) is also uniformly
bounded. The same holds for £, (T'(u),y,) and its inverse is likewise bounded. Hence
using the adjoint equation in (5.16) we can bound p, uniformly

el = HEy(T(uv)’yv)ile:(z,y) 1y (T (), )|y < €
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5.7. Optimality conditions and properties of the Lagrange multipliers

(iii) Analogously to (ii) we obtain from the first equation of (5.16) and the boundedness of
(Unys Yoy D)1

1A

o < 10T ), 9) + By + | B (@), 5)T (o), ) Il < C

O]

Remark 5.33. By assumption & (and thus also U*) are reflerive Banach spaces. Usually this
applies also to Y and Z. In that case the above result provides us with weakly convergent
subsequences. The linearity condition on 7" may be replaced by suitable conditions on its
derivatives. However, for simplicity we will always require it in this section.

We will now show that A, € U* approximates A from (5.14) for v — co. First, recall from
Lemma 5.4 that

ur u® = Po (1) —id
describes the L?(I'z, R%)-projection onto

UL, = {u e L*(I'y,RY | 7(z) c C for a. e. z € I'g}.

For the convenience of the reader we summarize [Ulbl1l, Lemma 8.2 and Lemma 8.20] in the
following auxiliary result.

Lemma 5.34. (i) If M € L(Z,X) is a surjective operator between Banach spaces, then

z’ . <c HM*:C/ 7 for all 2’ € X*, where M*

there exists a constant ¢ > 0 such that ‘
denotes the adjoint operator of M.

(i) The linear operator

FrUxY—-UxZ, F <Z> (EU(T(u),y)T/(U)U + Ey(T(U),y)Z>

is surjective if and only if E,(T(u),y) € L(Y, Z) is surjective. Its dual is given by

s e e e (A) (A (By(T(w),y)T (w)
F'U'xZ"=>U" x )", F<p>_< EUZ,,(T(u),gZ)*p p)_

Recall that Assumption 5.2 implies the surjectivity of E,(T'(u),S(T(u))) for all u € Uyq.
We are now ready to prove the announced convergence result. For v, > 0 we denote by
(Upys Yy Prs App) EU x YV x Z¥ x U™ a solution of the optimality system (5.16).

Theorem 5.35. [KU15, Theorem 9] Let Assumption 5.5 hold and =, — oco. Furthermore,
suppose that the extension operator T is linear. Then any weakly convergent subsequence
(ks Yies P> Nie) — (W, 7,0, A) inU x Y x Z° x U" converges strongly, and (U,7,p, \) solves the
optimality system (5.14).
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5. Moreau-Yosida path following

Proof. Consider a weakly convergent subsequence (uy, Yy, P, Ax) With limit (@, 7,5, A). The
plan of the proof is the following. In (i) we show y, — 7 = S(T'(u)). We can associate with
(T, 7) a unique pair (p,A) € Z* x U* such that the first two _equations of (5.14) are satisfied for
(u, v, p, 5\) We proceed to show in (ii) that (pg, ) — (P, )\). Uniqueness of the limit implies
then (p,\) = (P, A). As next step we prove uy, — @ in (iii). Finally we check that @ € U,4 and
A €T (Uyg,u)° in (iv) and (v).

(i)

(i)
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The strong convergence y, = S(T'(uy)) — S(T'(w)) follows from the complete continuity
of T and the continuity of the design-to-state operator S (compare Assumption 5.1).
Hence § = S(T'(u)) solves the state equation of (5.14).

As announced we associate now with (@, ) a unique pair (p, ;\) € Z x U* such that the
first two equations of (5.14) are satisfied for (@,7, p, ). We claim that (py, Ay) — (B, \).
Setting Fi to be the operator defined in Lemma 5.34 with v = @ and similarly F}, with
u = uy, we can write the first two equations in (5.4) and (5.16) with the help of the dual
operators as

(A To(T@, T @+ 57)
F<p> ( J,(T(7),7) ) d
F*<Ak>:_<JU<< k) )T (uy )+6uk>
oy Jo(T (), i) |

Using Lemma 5.34 we see that

IR
P—Pk )y w2z P =Dk )y xy
<eles (3) - (%) i) ()
p Pk L{*Xy* Dk Z/{*Xy*
(5.18)

Let us deal with those two terms separately. Using y,, — ¥ and the complete continuity
of T' we see that

(5.19)

g
S

Jy(T(uk)v yk) — Jy(T(

Since T is linear it holds 7"(u;) = T' (@) for all k. Finally, by the definition of wealk
convergence we obtain

uk—\ﬂin Uéuk%ﬂlnu*

Hence, we have

gy () -
p Pk U xY*

| (JU<T<uk>, )T () + B — Jo (1) T () ~ ﬁu)
Ty (T (ug) ) = (1@ 7)

— 0.
U xy”
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Addressing the second term we note that also

Ey(T(u), yr) —  Ey(T(u),7),

AN 5.20
B, (T(w).u) » E,(T(w).7), (5:20)
and hence
1Fy = Fall cuxyuxzy = 0-
Using the properties of the dual operator and boundedness of (A, p;,) we obtain
A A
H( k u) <pk> Uxy* = H k u”ﬁ(u XZT U XY") i ) gt oy
Ak
= 1Fx — Fall cuxyuxz) H <pk> -
. M) A=A
Since is uniformly bounded we conclude from (5.17) that ||| *, — 0.
Pk P—=Dk )y xz*

Uniqueness of the limit now provides us with

)\k—>:\:Xin U* and

(iii) Testing the first equation in (5.14) and (5.16) with @ — uy, and subtracting the two
equations we see that

B 117 — i llfy = (o (T ), i) T () = Ty (@), )T (@), = i)y
+ (B (T (), y) T (w)) pi — (Bu(T(@),9)T'(@)) 5,7 — w4

+ <)‘k — X,ﬂ — uk>u*7u.

Combing now wuj, — U, p, — D, \), — A, (5.19), and (5.20) shows that the right hand
side tends to zero and hence u;, — u.

(iv) From A\, — X we know that \; in &* is bounded. Thus

Y (7 — Pe (1) ,v)Lz(FBBd) < Cvly forall vel.

Since 7y, — oo we conclude that 7, — Py (73,) — 0 in LZ(FB, Rd). Furthermore u;, — @
in U implies uy — u in L*(I'g, ]Rd). Combining these findings yields 7 — Po (7) = 0 in
LQ(FB,Rd), i.e., u e Uad.

(v) Let us now check if A € T (U,g, w)°. Recall u” = P (7) — id. Note that

ay < llug —al| 2

[~
k L*(rg,RY)
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by the projection property, and u;, — @ in LQ(FB,IRd), hence ukc — W in LQ(FBJRd).
Now let u(v —u) € T (Uyg,w) for some p > 0 and v € U,;. We have
<X7 M(U - ﬂ)>u*7u = khm <)‘k7 :U'(U - ﬂ)>Z/{*7Z/{
—00

= k’linolo (’Yk(Tk - PC (Tk))a M(U - H))L2(F37Rd)

_ 1 _ e

= dim (we(me = Po () wlvo = ) 2 g
T _.c - C
= Hm yp (Uk ug , v uk)Lz(FBJRd) <0
In the last inequality we used again the projection property. Hence for

K:={wel|w=pu(v—1u) for some p>0andve Uy}

it holds A € K°. Since T (Uyq, 1) = cl K, and the polar cone of a cone is the same as the
polar cone of its closure, we conclude that A € T (Uy,q, u)°.

O

We can immediately carry Theorem 5.35 over to the case v,, = 4 > 0:

Corollary 5.36. [KU15, Corollary 4] Let Assumption 5.5 hold, 4 > 0, and ~y,, — 4. Further-
more, suppose that the extension operator T is linear. Then any weakly convergent subsequence
(g, Vs P> \ie) — (U™, 9", 0™, \*) converges strongly, and the limit (u”,y",p", \") solves (5.16)@.

Proof. \* solves the last equation of (5.16), since uy, — w in U implies uj, — U in L*(I'g, IRd).
Replacing (u,%,p, A) by (u*,y", p*, \*) in the steps (i)-(iii) of the proof of Theorem 5.35, we see
that (u*,y",p", \") solves also the other equations of (5.16) and the convergence is strong. [

Finally, we extend the results of Theorem 5.26.

Theorem 5.37. [KU15, Theorem 10] Let Assumption 5.5 hold, ¥ > 0 and (u.,y,,py, Ay) be
a solution of (5‘16)7‘ Furthermore, suppose that the extension operator T is linear. If the map
Y = ., is locally Lipschitz continuous for vy close enough to 4, then the maps v = Y, v = P,
and v — A, are also locally Lipschitz continuous.

Proof. By assumption the solution operator .S is twice continuously differentiable, in particular
locally Lipschitz continuous. Hence, the mapping v ~— y, = S(T(u,)) is locally Lipschitz
continuous if v + w,, is locally Lipschitz. Using again the operators F., F; as defined in
Lemma 5.34 with u = u,, respectively u = us; and copying the calculations in the proof of
Theorem 5.35(ii) we arrive at

[

< CHFE" <)‘“7 - )‘7>
wixzt T \Py =Dy ) ey

<o (AT 4 s~ L) )T )~ )

B Jy(T(Uﬁ)’ y‘/) - Jy(T(uw)’ y'y)

- ()

Dy

U xy*

+c

U xy*
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Since J is twice continuously differentiable its first derivatives are Lipschitz continuous. Recall
that T is linear, hence T"(us) = T"(u,). Thus, the first term can be bounded for  close to 4
by e(|Jus —uy ||, + |vs — y7||y), and analogously it holds

||Fv - Fﬁ“g(qu,uxz) < c(||u@ - uv”u + ||y'y - yv“y)a

for ~ close to 4. Copying the calculations from the proof of Theorem 5.35(ii), we see that

A A
Fy—F) (™ < ||E, - F; i
H( 2l ’y) <p7> = H Y "/HL(Mxy,qu) H <p7>’

A
< s =l + s = 0] ()

U xy”* U x2Z"

*

U xz

*

Recall that ()., p,) is (uniformly) bounded. Summarizing, we found

I(:=)

We conclude, that the local Lipschitz continuity of v — w, and v + y,, implies the local
Lipschitz continuity of the mappings v+ p, and v — A,. O

< c(”u;{ B u7||u + Hyﬁ - y’YH)})'

Uxz"

5.8. Convergence rate estimates

In this section we present some estimates on the rate of convergence towards feasibility, as
well as on the distance between a solution of (P) and a solution of (MY),. This section has
been adopted from [KU15, Section 3.7] with minor changes.

Recall the notation §(u)(z) = = + u(x) — P (x + u(z)) for € I'z, and the properties of the
oriented distance function

bo = do — dpe,

of the convex set C' C ]Rd, cf. Section 2.11.3 and [DZ11, Chapter 7]. In particular, for all
Z ¢ C we have

& — Po(%)

Ve = R

and |Vbo(Z)| = 1.

Introducing the set of feasible boundary points
Z(u) == {w € Iy | 8(u)(x) = 0},
we note that

Vbo(z + u(z)) = Ou)(@) for all x € I'g\Z(u).

We now strengthen our assumptions on C' and ¢. We need to be able to smoothen out jumps
of Vb originating from corners of C while staying close to the original vector field.
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5. Moreau-Yosida path following

Assumption 5.10. We have the embedding U — Cl’al(FB, IRd) for some ay > 0. Furthermore,
there exists c1,co > 0 and a vector field Vi : RY = R? such that

(i) Vol(a) ' Vbo(z) > ¢ and [Veo(x)| < | Vbe(z)| for all z € RN\C

(it) Voo (id+u) €U, for allu e U.
Remark 5.38. The first condition implies that V> cannot differ to far from Vb, in particular

the angle between those vectors is always smaller than 7. The second condition requires a
certain smoothness of V.

We are now ready to estimate the quantity d(u,) in the Ll(F B, Rd)—norm. Compare [HSW14]
in the state-constrained setting.

Lemma 5.39. [KU15, Lemma 12] Let Assumptions 5.5 and 5.10 hold. If a family of local
solutions (u) of (MY), is uniformly bounded, then there exists a constant ¢ > 0 such that

1

|6 (u <ey .

’Y)HLl(pB,Rd)

Proof. Let v > 0. A local solution u, satisfies the optimality condition j; (uy) = 0. Testing
with v, := Vo (id 4 u,,) € U we obtain

0= <j;(u*/)’ Uv>u*,u = <j/(u7), %)u*,u + (5(1‘7)’ UV)LQ(FB,]Rd) )

Boundedness of u., implies boundedness of j/(uv) and by Assumption 5.10 also of v,. Hence,
Je > 0 such that

0% (6(u7),vw)L2(erR4) < j/(uv)’ vy, < e forally >0.

*

u

Furthermore, for all i = 1,...,d it holds H((S(U,Y))Z'HLl(F Rl < Jr,16(uy)(@)| dz. Thus, using
B>
the properties of b and V- we find

~ ‘]5(u7)||L1(FB7Rd) < ’yd/FB\(S(uW)(x)] dz

= 7d |0(u,)(z)| dz
s \z(w,)

<
1 Jrp\z(u,)

_d /F » )UW(@T(;(%)(QU) da

1
vy ()" 6(uy)(z) da

Vo(@ + uy () Voe (2 + uy (2))]6(us ) ()| da

_d
Cq Iy
d dc

= afy (vv,é(uy))Lz(F&Rd) < o

This shows [|§(u < ¢y for some ¢ > 0. O

Dl m)
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5.8. Convergence rate estimates

Now we want to have an estimate on the point-wise constraint violation, which we measure
with |6 (u,)|| Lo (0 R The idea is to use the following result from [HSW14]. For convenience
B>

we abbreviate C¥T*(A) := C**(A) for k € N and a € (0,1].

Proposition 5.40. [HSW1/, Proposition 2.4] Consider a bounded, open set A C R", and
ze CP(A)NLYA), with 0 < B <2, and z > 0. Moreover, assume that z =0 on OA. Then

—0 0
el < ezt I (521)

with @ = B/(B+n). The constant ¢ > 0 is indepentdent of A.

Theorem 5.41. [KU15, Theorem 11] Suppose Assumptions 5.5 and 5.10 hold, and consider
a bounded family of local solutions (u.) C Cl’al(FB, Rd) of (MY)7 for v > 0. Choose for all
v >0 a point x, € I'g such that

H(S(U’Y)HLO"(FB’RCI) = |5<u'y)(x'y)’

If there exists 4 such that ¥y > 4 there exists such a point x., ¢ OI'g, then 3c > 0:

_1
(i) H(;(u'y)||L°°(pB7Rd) <cy .

(ii) If additionally there exist ay, a3 > 0 such that I'g is a clee -manifold, and C is of class

C13 | satisfying OC N Sk(AC) = 0, then there holds

a+1

<oy otd Yy >4,

H(S(u'y) HL"O(FBJRd)

where o = min(ay, ag, a3).

Proof. (i) Recall the notation 7., = id+wu., and that I'z is a C'-manifold, cf. Assumption 5.3.
Hence, there exists a neighborhood N, C RY of zy, 7> 0 and a Cl’o—diﬁ'eomorphism
d—1
h.: R 5 BR (0,7) = N, N I'g. The idea of the proof is to employ Proposition 5.40
for the composed function

d—1

fy: BY (0,r) = R, f,(y) = (b o7y 0hy)(y).

Note that bs is at least Lipschitz continuous. Furthermore, U — C’l’a(f’ B,Rd) by

Assumption 5.10, hence 7, € Cl’a(F B,Rd). Thus, we obtain for the composition

£, € C*H(BY (0 i
. ,7)). For any = € I'g it holds

[6(uy)(@)] = |7 (2) = Po(r,y(2)] = (be o 7)) (2),

in particular, this implies f, > 0. Note that we do not have to satisfy f, = 0 on

d—1
A = dB® (0, r) since by assumption the maximizer lies already in the interior, cf.
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5. Moreau-Yosida path following

138

[HSW14, Remark 2.5]. Thus, we can employ Proposition 5.40, and noting that in this
case 0 = 1/(14 (d—1)) = 1/d, we obtain

1—1 1
1=y < € I gy 1501 (522)
By the choice of z it holds

16y

(B (0,

HL (I'g,R ’5( ‘ = ||fWHL Bo,r)
Furthermore, we find constants cl(hv), cz(h.) depending only on h., such that

Il srom = a8l avmey < alty) 8l gy

waHcOvl(B]R(O’T)) < ¢a(hs) H(s(UW)HCO’I(FBﬂN,Rd) < ¢a(hy) ||5(u“/)HC°’1(FB,Rd)'

Combining these estimates with (5.22) we arrive at

1-3 1
1660 eyt < €2 eaC) 56 [ o 152
Since h, depends only on z, € I'y and I'p is a fixed C'-manifold we find an upper
bound for ¢ > max(c;(h.), ca(h,)) for all 7. Furthermore, the boundedness of ., in

U — C"*1(I'g, R?) implies boundedness of ||6(u and we conclude

7) Hco’l(rB,]Rd)’

<c|é(u

16Cu) o< 1y gty D (R

Finally, we invoke Lemma 5.39 to obtain

_1
d.

16,) 1 1y ety < €3

We argue as in the first part of the proof. However, we can now exploit the higher
regularity of I'g and C to obtain a Cl’a2—diﬁeom0rphism h., and due to Theorem 2.91

we know that (at least locally) b € C'*s due to Theorem 2.91. Thus, we obtain for the
composition

£, e Ch(BR(0,1)),

with @ = min(aq, ay, a3) > 0. Using again Proposition 5.40 this leads us to

a4l
Hf’YHLOO(B]R‘ C Hf'YH 0‘+d 077.)) Hf'YHzr(dBR(O’T)) .

Analogously to the above we arrive via

1-

16 oo 1y ety < €1(hy)eahy) [[6(uy)] li*;i gy 10w H“”
and Lemma 5.39 at
a+1

H(S(u’y)||Loo(FB7Rd) < ¢y etd,



5.8. Convergence rate estimates

Remark 5.42. (i) We expect that in many cases the worst case estimate of Theorem 5.41
is not sharp. See the discussion in [HSW14] on convergence rates in Moreau-Yosida
path following, and their dependence on the structure of the Lagrange multiplier in the
optimum.

(ii) The assumption that the maximum is attained in the interior of I'g, i.e., z., ¢ 0I'p is
of technical nature to expedite the proof. In our numerical tests we did not experience
difficulties if it was not satisfied, and we suspect that it can be weakened or even dropped.
It is violated in the examples presented at the end of this chapter.

Finally, we show an estimate on the distance between a solution @ of (P), and a solution u., of
the regularized problem.

Theorem 5.43. [KU15, Theorem 12] Let Assumptions 5.5, 5.6 and 5.10 hold, and u € U,,
be a local solution of (P) in which the second order condition Assumption 5.8 is satisfied with
a,e > 0. Further suppose that there exists a family of local solutions (u,) of (MY),Y with
uy, = uinlU, and

l|6(u < cy ® for some s >0 and vy — oo. (5.23)

(1

Finally, denote V' : v+ j,(u,). Then there exists 4 > 0 such that for all v > 4 we have
0<j@—-V(y)<er™.

Furthermore, it holds

= sy < v,

Proof. We obtain from Theorems 5.21 and 5.29 that
! 1 2 . _
Vi(y) = 3 H(S(u,y)HLz(F&W) for all v with || — u,||,, <e.

Using Lemma 5.39 and (5.23) we obtain

—1—s

V() < <cy

1
2 1€ oo 1y ety 10C 11y ety <

Now let 5 > 71 be large enough. Since V (-) is differentiable for such v we obtain

T2y V2 —1-—s —5 -5
Vi) =V = [ V< [Pt g ),
5! !

with ¢ independent of v. Hence, passing to the limit v — 0o, it holds (recall (5.7))
J@ = Vn) = lim s, (uy,) = Vin) = lim V() =Vin) <en

Y20

This shows the first claim.

139



5. Moreau-Yosida path following

By Theorem 5.21, Assumption 5.7 is satisfied in @ for any v > 0. Choose 0 < 75 < §. For all
~v > 0 such that Huv — HHU < rp it holds

(Hyv, vy > a0llfy, Yo €U, VHY € 95l (u), Vu € BY(u,, 7).
As we showed in Lemma 5.24 this implies
() 2 i () + 5 [lug = ully + ol = s ), Vu € B (7o),
In particular, it holds
o 2 —12 - . s —s
5 17 = usllyy + oy = lly) < 4y (@) = jy (wy) = § (@ = V(y) < ey

Thus, for v big enough, i.e., [[u—u small enough, there exists a ¢ > 0 such that

1l

[ =yl < v

5.9. Application to shape optimization with point-wise geometric
constraints

Let us now show how the above analysis can be applied to a shape optimization problem with
geometric constraints. We demonstrate this for the concrete model problem of Chapter 3.
However, the setting can be extended to quite general shape optimization problems. For
simplicity we restrict ourselves to a situation where the sought-for optimal solution is close to
our initial geometry, such that we can work with a fixed reference domain §2,.¢.

Recall the pressure tracking shape optimization problem of Chapter 3. To be more precise,
we consider the situation in Figure 3.1(b), i.e., the initial domain (2 is a rectangle, and we
are allowed to modify the upper boundary denoted by I'z. Furthermore, the height of the
boundaries on the left and right side can also vary. In this setting it seems reasonable to
parametrize the domains via the vertical displacement of the upper boundary. As in Section 3.4,
we work with a fixed reference domain (2,.; = {2y, and concentrate on displacements of the
boundary as our control, cf. Section 2.11 and 2.12. We choose the Hilbert space

U= H(I'p).
and extended the boundary displacements via linear elasticity to domain displacements
U=Tue C (2,5, R*) =V,

cf. Theorem 2.87. In particular, the extension operator T: U4 — V is linear and completely
continuous. Working with a fixed reference domain we are only interested in displacements
Tu e BY (0,1). This can be enforced by restricting the boundary displacements to a suitable
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5.10. Numerical examples

set Upeqs C U, cf. Section 2.12. We consider geometric constraints in the form of a minimum
and maximum diameter of the channel, i.e., 0 < a < b and define

Upg = {u € Upeqs | a < g +u(xq) <bforae zelp}
As in Section 3.1, we set Y = Hb(()re i), 2= V", and consider the state equation operator

E:BY(0,1) x Y = 2, (E(U.y),9)y 5 = (AU)V(y+ ) Vo) 2o

and the objective

1
J:BY(0,)xY =R, JUy) == (
2 Jry

T 2
t" V(y + )
—_— D ds.
(D] pa| D7yt
Due to Corollaries 3.2 and 3.3, we know that E and J are twice continuously differentiable
on BY(0,1) x V. Lemma 3.4 states that E,(U,y) € L(Y, 2) is continuously invertible on

BV(O, 1) x Y. Summarizing, the Assumptions 5.1, 5.2 and 5.3 are satisfied on Uy, respectively
T(Ufeqs)- In particular, the reduced objective

§ Upens = B, j(u) = J(T (), ST)) + 2 ful

is twice continuously differentiable. As in Section 3.4, we introduce here a control cost/Tikhonov
regularization term g HuHZ Although we supposed in this chapter that 3 is fixed, in practice
it can often be iteratively decreased during the course of the penalty method. We present
a related numerical experiment in the next section. Note however, that we used 8 > 0, i.e.,
the presence of the term g Hu||z,, in many essential arguments. Hence, most of the obtained

results can, in general, not be expected to hold if 5 — 0.

The conditions of Assumption 5.4 can be checked during the setup of a concrete shape
optimization problem. For the considered example the projection Py can be represented by the
maximum and minimum operator. These are known to be semismooth, hence Assumption 5.6
is satisfied as well. The second order sufficient condition Assumption 5.8 can not be guaranteed
a-priori. Finally, Assumption 5.10 is trivially satisfied for C' = {z € R | a < z < b}.

Thus, the pressure tracking shape optimization problem fits into the setting considered in this
chapter. We conclude with some numerical experiments in the next section.

5.10. Numerical examples

We implemented the proposed Moreau-Yosida penalty method in MATLAB [TM15]. For this
we choose a sequence 7y, — oco. The subproblems (MY)% are solved with the globalized
(semismooth) Newton method described in Section 2.12. The solution of subproblem (MY), is
used as initial iterate of the next subproblem. As it is usually done in path following strategies,
we do not solve each subproblem exactly. Instead, we iteratively decrease the termination

tolerance of the globalized Newton method by setting TOL, = 7, L
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5. Moreau-Yosida path following

In the examples presented below, we employ a fixed factor to increase ;. An alternative
would be to use the model function proposed in Section 5.6 to steer the «-update and the
termination tolerance TOLy, cf. [HK06a, HK06b]. However, the efficiency of such a strategy is
highly dependent on the concrete problem and various parameters. In our experiments, we did
not identify a parameter set which performed consistently better than the fixed y-update.

Example 5.1. Recall Example 3.1, where the desired tangential velocity profile p; increases

linearly from % to %. We again choose the bi-Laplacian scalar product with weight w =1 for

ey gty < 107°.
The optimal domain without geometric constraints is depicted in Figure 3.2. As discussed
in the last section, we add now constraints regarding the diameter of the channel to the
optimization problem, and set a = 0.9,b = 1.2. The progression of the penalty method applied
to this problem is presented in Table 5.1. The first column shows the iteration count of the
penalty method, the second column the final objective value of each subproblem (MY),, the
third the associated value of the tracking term, and the fourth column the associated norm
of the derivative. The sixth column shows the number of iterations the globalized Newton
method required to solve (MY)% up to TOL,,. Finally, the last two columns show the value of
the penalty parameter ,, and the infeasibility of the current iterate of the penalty method. It
is interesting to note that the infeasibility ||d(uy,) decreases approximately with the

A, and set 8 = 1072, The penalty method is terminated as soon as ||6(uy)

I e
rate y; 1, see also Figure 5.1. Furthermore, we would like to emphasize the small number of
iterations the globalized Newton method needed for each subproblem. In particular, in the
last iterations one Newton step suffices already.

Table 5.1.: History of the penalty method, Example 5.1

k ](uk) 5(7‘1"6) ||j/(uk) H_A_l # iter descent Vi ”(S(uk)HLOO(FB,]Rd)
1 521.107% 7.24107° 4911073 4 0 9.27-10 2
2 6.24100* 153107 3.35.107° 3 10" 6.86:10°
3 6.68107" 245107*% 2.38107° 2 102 1.74-1073
4 6.83107*% 2.78107*  6.32.107* 3 10° 3.54-107*
5 6.86-107* 2.8510°% 1.88.107° 2 10* 6.89-10°
6 6.87-10°* 287107  4.54.107° 2 10° 1.15:107°
7 687100 2.87107* 6.8510° " 1 10° 1.15:107°
8 6.87-107* 287107%  1.21.107*2 1 107 1.15-10°7

Example 5.2. Our next example is based on Example 3.2, i.e., the desired velocity profile is
given by

1
pa(z1) =1+ 1 arctan (4z; — 3) .

We impose the diameter constraints a = 0.9,b = 1.1. This renders the final domain without
geometric constraints completely infeasible. The final domains are compared in Figure 5.2.
The progression of the penalty method applied to this problem is presented in Table 5.2.
The first column shows again the iteration count of the penalty method, the second column
the final objective value of each subproblem (MY),, the third the associated value of the
tracking term, and the fourth column the associated norm of the derivative. The sixth column

142
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shows the number of iterations the globalized Newton method required to solve (MY), up
to TOL. Finally, the last two columns show the value of the penalty parameter ~,, and the
infeasibility of the current iterate of the penalty method. We again observe an approximately
linear convergence rate of the infeasibility measure, and very few iterations of the globalized
Newton method.

Table 5.2.: History of the penalty method, Example 5.2

k J(uk) j(uk) ||j/(uk)HA*1 # iter descent Yk ||5(uk)HL°°(['B,]Rd)
1 5771072 4701072  4.43.107° 5 0 7.61.107"
2 7.04107% 6.69-107% 8551077 3 10* 3.51-1072
3 7331072 7.1910°% 7.89-10°° 2 10? 6.04-1073
4 7381072 7281072  3.46-107% 3 10° 7.17-107*
5 7.39107% 7.20107%  2.13-10°° 3 10* 1.03-107*
6 7.39107% 7.29107%  1.29-107° 2 10° 1.49-.107°
7 7391077 7.29107%  3.61-107'° 1 10° 2.08-107¢
8 7.39107% 7291072 3.53.10° 1 107 2.34-1077

Example 5.3. Finally, we present an example where we iteratively decrease the Tikhonov
parameter 5. We consider the setting of Example 5.1, but decrease § in each iteration of
the penalty method by the factor 10. The progression of the penalty method applied to this
problem is presented in Table 5.3. As one can see, the behavior of the algorithm is essentially

the same as for the fixed 5 value. We again observe that the infeasibility ||d(uy)]| Ly RY

decreases approximately with the rate v, 1, see also Figure 5.1. The number of iterations of the
globalized Newton method is still very low, in particular we still observe fast local convergence
of Newton’s method. Of course, the number of overall CG iterations increases compared to
Example 5.1 It is also interesting to note that the value of the tracking term is quite close to
the one in Example 5.1.

Table 5.3.: History of the penalty method, Example 5.3

k ](uk) E(uk) Hjl(uk)HA*1 # iter descent Yk ||6<uk)HL°°(FB’1Rd) B

1 1721072 9.67-107°  4.83107° 1 0 0.00-107° 1

2 3.94107° 826107 1.39-107° 3 10! 6.83-10° 107!
3 6.70-107% 239107 6.04-107° 3 102 1.86-1073 1072
4 320107 2.76107%  4.10-1078 3 10° 3.63-10°% 1073
5 2.88107% 2.83107*%  3.5810°° 2 10* 5.34-107° 1074
6 2.84107*% 2.84.107*  2.06-107° 1 10° 5.80-10° 107°
7 284107 284107  6.63-107° 5 10° 5.84-107" 107
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Figure 5.2.: Comparison final domains Example 3.2 and Example 5.2
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6. Drag minimization in Stokes flow

In this chapter we consider the shape optimization problem of minimizing the drag of a body
B in a viscous incompressible fluid. To be more precise, we suppose that the fluid is described
by the stationary Stokes equations. We focus here on this simple flow problem to demonstrate
our method. However, our technique can be easily extended to the instationary Navier-Stokes
equations.

We denote the velocity of the flow by v, the pressure by p and the kinematic viscosity by v > 0.
The Stokes equations on a bounded domain {2 in absence of body forces are given by

~vAD+Vp =0 in 02,

V.o =0 in {2, (6.1)

coupled with suitable boundary conditions. For small Reynolds numbers, i.e., relatively large
viscosity, the functional

d
ﬂﬁjy:géE:vaaﬁ
i=1

coincides with the usual hydrodynamical drag of a body B immersed in the fluid, ct., e.g.,
[BFCLS97, Section 2]. Under suitable conditions there exists a unique solution (7, p) = S(£2)
of (6.1), and one can define the shape functional

itO—=R, i(2)=J(2,5)

for an appropriate set of domains O C P(Rd). The associated shape optimization problem
reads

Ene%](g) st. 2€ Oy, (6.2)

where O, is the set of admissible domains and may present additional constraints, e.g., a
volume or center of mass constraint.

We discuss in the next section a general setting in which the drag functional j is well defined
and shape differentiable. As usual, we employ the function space parametrization approach,
and exploit the formula (2.42)

i(rr(2)) =je(U) = J(U,SU)),

where J, .S are the transformed objective, respectively the transformed design-to-state operator,
cf. Section 2.14. We then proceed in Section 6.2 by discussing the constraint 2 € O,,. Finally,
we present a concrete numerical experiment in Section 6.3.
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6. Drag minimization in Stokes flow

Shape differentiability of the drag for the Stokes and Navier-Stokes equations has been discussed
by various authors. Formal computations were, for example, carried out in [Pir73]. Simon
rigorously obtained shape differentiability of the drag for Stokes flow in a W domain in
[Sim91]. Later, together with his coauthors, he studied stationary Navier-Stokes flows, and
obtained shape differentiability of the drag in a Lipschitz domain with respect to Lipschitz
displacements in [BFCLS97]. Shape differentiability of instationary flows is quite intricate, we
mention [Lin12], where shape differentiability of the instationary, incompressible Navier-Stokes
equations is discussed.

6.1. The Stokes equations and function space parametrization

Let us describe the problem setting in detail. We consider a nonempty, bounded Lipschitz
domain 2y C R and all its images under c! transformations, i.e.

O = 0p(2,) where ® = C'(RLRY). (6.3)

Recall the notations Og(2)) = {2 ¢ R? | 2 = 7(2y),7 € F(©)} from (2.5) and F(©) sce
(2.3). In particular, all domains in O are Lipschitz domains. Note that we could also work
with small enough Lipschitz deformations as in [BFCLS97].

We refrained so far from stating boundary conditions for the Stokes equations. The reason for
this is that, while this choice influences the spaces in which the variational Stokes equations are
posed, it has no direct impact on the considerations we will lay out in this section. Thus, we
decided to work in an abstract setting, and assume that the associated equation is well-posed
and uniquely solvable. For 2 € O, we consider two Hilbert spaces X ({2), M({2), and set
V(£2) = X(£2) x M(£2). Let us introduce the operators £: Y(£2) — Y(£2)* defined as

d
<EQ(7~/71~7)7 (957 @Z»y(n)*,y((z) = VZ (v;’ia v@i)LZ(Q) - (f’v diV(@))LQ(Q) + (div(%), ¢>L2(Q) .
=1

This corresponds to the variational velocity-pressure formulation of the Stokes equations.

Assumption 6.1. Let O be given by (6.3). For every 2 € O the operator EY: V(02) = V()
is well defined, and for every f € Y(2)* there exists a unique solution (v,p) € Y(£2) of

E%5,p) =f in V(@)
which satisfies H(?},?)Hy(m <c Hf||y(9)* for some constant ¢ > 0 independent of f.

Remark 6.1. It is a classical result that this assumption is satisfied in the case of Dirichlet
conditions on the whole boundary 852 where X (£2) = Hy(£2,R?), M(2) = L3(£2), see for
example [GR87, Section 1.5, or [Tem77, Galll]. If one is interested in a situation where (2 is
only a part of a much larger (or even infinite) domain, e.g., a channel, than it is more natural
not to describe Dirichlet data on the outflow boundary. Instead, a very popular choice are
free outflow boundary conditions, often referred to as ‘do-nothing’ conditions, see for example
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[HRT96]. For this the boundary is decomposed into 02 = I'p U I, i.e., a Dirichlet part and
an outflow boundary. On I, one requires

pn—v0,v=0. (6.4)
The corresponding spaces are X (£2) = Hp(£2), M(£2) = L*(£2), where H},(£2) denotes the
space of vector fields in H' with zero trace on I’ 'p. Although the free outflow boundary
conditions work very well in practice, only few theoretical results concerning them are available.
We refer to the recent publication [BM14] where solvability of the stationary Navier-Stokes

equations with a ‘directional do-nothing’ boundary condition is discussed. For the case of an
outflow boundary this condition coincides with the classical ‘do-nothing’ condition.

Hence, supposing some given (partial) Dirichlet datum is smoothly extended to P eXx (2)
we can formulate the state equation on 2 € O
find (7,7) € V() satisfying E%(,7) = —E“ (", 0). (6.5)

As announced in the introduction, the objective functional is given by

J:A{(2,9) | R€0,2€ X(2)} =R, J(2,7)= gz V5, Vi) 2 -
=1

Assumption 6.1 allows us to employ the standard machinery of Section 2.14. There exists a
design-to-state operator

S: 0302 5(02) € V() with E2(S) = —E“(5P,0) for all 2€ 0.
Thus the shape functional
ji:O =R, j(02)=J(2,52)
is well defined. Recall for {2 € O the localized functional
io: BY(0.1) » R, in(U) =i(ru(12))

and the relationship between the derivatives of these two functionals, see Theorems 2.31
and 2.39. As usual, we now want to use the characterization (2.42) to compute the derivatives
of j, and thus of j. For this we suppose further that for all 2 € O it holds

Y(2) ={(2,p)o7|(2,p) € V(7(£2))}
for all 7 € F(®), and that the mapping
V(7(£2)) 3 (9,p) = (v, p) == (9,p) o7 € Y(£2)
is a homeomorphism. Note that Lemma 2.9 asserts this property for the spaces L”, wtp , I/VO1 P,

Consider now a domain {2 € O for which we would like to evaluate the shape derivatives of j,
and abbreviate Y (f2) = ). We obtain the transformed state equation operator as

E: B@(O7 1) xY =Y, EUuvp) = ETU(Q)(z}o whporp ) oyt
and the transformed objective as
J: B%(0,1) x X(2) = R, J(U,v) :=J(ry(2), voryh).

For completeness and the convenience of the reader we spell out the detailed formulas of E, J,
and their partial derivatives in the next subsection.
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6. Drag minimization in Stokes flow

6.1.1. Partial derivatives

Recall the rules for computing derivatives from Lemma 2.84, as well as the map (3.2)
U~ A(U) := Dr; D7yt det(Dryy),
and its derivative in a direction V' € © given by (3.3)
M"(U) := Drg* (=DVDr;"' = Dy "DV + Tta(Dr ' DV)) D" det(Dry),

where Z denotes the identity matrix in R

Partial derivatives of F

We begin with the partial derivatives of the state equation operator E: BQ(O7 ) xY—=Y*
given by

d
(E(U,,p), (¢, Z U)Vo, Vi) 2
~ (tr(D

75 'V) det(Dry), ) .

+ (t(Dry " Vo) det(Dry), w)LQ(Q) .

For clarity of presentation we employ again the short notation

(907 ¢)*E(U7 U,p) = <E(U7 U,p), (907 1/})))}* y

It holds

d
(0. 0) Eop) (U, v, p)(w, q) = VZ: (U)Vwi, Vi) 12

tr(D7” V) det(Dyr), q)L

+ (te(Dr " Vaw) det(Dry), zp)L

d
(0, 0) Eu (U0, p)V = vy ( MY (U)Vo, Vi)

1=

te(Dr;; " DV D" V) det(Dryy), p)

L*(2)

—_

* L*(92)

~ (te(D7; "V ) tr(Dr ' DV) det(Dryy), ) .
— (tr(D7y " DVT D7 V0) det(Dry), ¢)L2(Q)
+ (te(D7 " Vo) ta(Dry ' DV) det(Dry), w)L e
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6.1. The Stokes equations and function space parametrization

Evaluated at U = 0 the expressions simplify to

d
(0, 0)" E(y (0,2, p)(w, q) IJZ Vw, Vi), 2 12(2) (div(cp),q)La(Q) + (div(w),w)Lz(Q),

1
d
(¢, 0) Ep(0,9)V = 1/2_:1( (Zdiv(V) =DV = DV')V4, Vi)
+ (tr(DVTV ), ) . (div(y) div(V),p)Lz(Q)

tr(DV Vo), )L2(9)+(div(7}) div(V), 1) 2 g -

The second partial derivatives are given by

(0, 0) E(y.p) (0,p) (U, 7, p) = 0,
(0, 0) B p),0 (U, ) ((w, 9), V) = (0,0) Ey, (0, (U, ) (V, (w, 0))
d
y;( VwZ,Vgoz) L2,

tr(Dry L DV D1 V) det(Dryy), q)L o

tr(Dry L V) tr(Dry "DV det(Dryy), g)L o)
ref

Lz(Qref)

(
-
~ (t(D7y" DV" D7y "V w) det(Dryy), v)
(tr Dy IV w) tr(DTU DV) det(D1y), w>

9

L (Qref)

which simplifies to

(@7 w)*E(v,p),U(()’ v, p)((w, 4)7 V) = (@7 w)*EU,(v,p) (07 v, P)(V7 ('a/, g))

=vy ((@div(v) - DV — DV")Va, V%)LQ(Q)

s
Il
R

— (div(y) div(V), q)Lz(Q)

tr(DVI V), ¢)LQ(Q) + (div(w) div(V), ) 2 -
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6. Drag minimization in Stokes flow

The second derivative with respect to U is a bit lengthy. It holds

(¢, V) Eyy (U, y)(V, W) =

d
_ VZ D 'DWMY (U)Vy;, Vw)

( L*(92)
d V
V;(M U)DWT DTy, Wi)f(m
d
v
+y;(M ) (D7 DW)Ve, Vi) o
d
+y; (D' DV D7y DWA(U)Vvi,V%)LQ "
d
T -T T
—|—I/;(A W DT DV DTU V%yv%) (_Q)
d
;( ) tr(Dr DW Dy DV)V, Vi)

tr(D

/\

Dri" DW" D7 DV D'V p) det(Dryy), p) 2@

tr(Dr; L DV Dr; T DWT D7 'V ) det(Dry ), p)

2

~

2

tr(Dry L DV D TV ) tr(Drg " DW) det (D), p)L

_|_
+ (tr(Dr; T DWT D7 TV ) tr(D7; L DV) det (D7), p)
+ (tr(Drp TV ) tr(Drg ' DW Dr ' DV) det(Dryy ), )L "

tr(Dr; ' DWT DT DV D7V o) det(Dryy), w)L “

te(Dr; " DV D" DW' D7V o) det(Dry), )

+ o+

L*(0)
tr(Dry L DV D TV o) tr(Drg ' DW) det (D), ¢)L "
tr(Dr;; L DWT D7y Vo) tr(Dr; ' DV) det (D), z/;)L @

te(D7; Vo) tr(Dry | DW Dry ' DV) det(Dry), )

-
-
(
(1x(
(
— (t(D7y V) tr(D7 ' DV) ta(Driy DW) det( D), )L ”
(1x(
(tx(
= (ux
— (ux(
E 1(92)

+ (tr(D7; 'V o) tr(Dr; ' DV) tr(Dr; ' DW) det(Dryy ), ¢)L e
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6.1. The Stokes equations and function space parametrization

Evaluated at U = 0 the expression simplifies to

d
@ﬂf&m&wwwm:—szDW@&WW—DmeﬁW%V%)

L*(%2)

. Z ( (Zdiv(V) — DV — DV DW 'V, Wi)ﬁ(g

iy Z ( (Zdiv(V) — DV — DVT) div(W)Vy, V(pi)LQ(Q)
d
+v) (DVDWV 9, V) 2
=1
d
+v> (bW DV Ve, Vi)

d
Z/Z (tr(DW DV )V, V,)

L*(02)

L*(2)
T T
tr(DWT DV V), )L "

te(DVI DW'Vg), p) "

-
= [t
(tr DV V) div(W), p)LQ(Q)
(1x(

tr(DWTV) div(V), )LQ(Q)

+
+
+ (div ) tr(DWDV), p) , 2 12(0)
~ (div ) div(V) div(W). ) 2
tr(DWT DV o), ¢ .
tr(DVT DWTV o), b o)

+ (o ).
e )12
~ (t(DV"' Vo) div(W), v) @)
(tr DWTV) div(V), ¢) L2(2)
div(v) tr(DWDV),9) 2

—(
+ (div(z) div(V') div(W), ¢)L2(9) .

Partial derivatives of J

The partial derivatives of the functional

d
J(U,v) = %> (A(U)V2, V),
=1
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6. Drag minimization in Stokes flow

are given by

where we abbreviated X = X (£2). Evaluated at U = 0 the expressions simplify to

d
(J,(0,2),0) x* x = Vz; (Voi, Vi) 12 g

Il
VN
=

-
Il
-

(Ju(0,2),V)er g ((Zdiv(v) - DV = DV") V5, Vy)

@)

The second partial derivatives are given by
d
<JZ"U(U7 7/)90’ w>X*,X =V (A(U)VSDZ’ vwz)
i=1

(Jor (U, v)e, V>®*7® = (Ju,(U, )V, 90>X*,X

d
= uz (MV(U)Vvi, VgoZ)

i=1

L*(£2)

L2(0)’

and

=
=
=
&
=
o
©

I

|
[N

N

|
[N
[]=

s
Il
—

+
(SN
-M&

@
I
-

L*(%2)

+
SN
-M&

s
Il
—

-1 -1
D7 DV Dy ' DWA(U) V9, V) .

+
NN
.M&

@
Il
—

T T T -T
AW DW! D" DV D V9. V9)

|
[SIN
[]=

@
I
—

(
(
(MY (U) tr(Dr DW) V9, V)
(
(
(

—1 -1
A(U) tr(Dr; ' DW D1 ' DV) Vo, vyi)LQ(Q) .
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6.1. The Stokes equations and function space parametrization

Evaluated at U = 0 the expressions simplify to

d
<Jw/(0a TI)QD, w)X*7X = y; VQDZ,VW L? (£2)°

<JvU(07 U)(Pv V)@*,G) = <JU11<07 U)V, @)X*7X
d
- VZ (Zdiv(v) - DV - DV")Vy, Vi)

)

L*(02)

( Juu(0,2)V,W)g g = 5> (MV (Idw(W) - 2DWT) Vi, vyi)Lz(Q)
i=1

d
+5> ((2DVDW —te(DWDV)) Vv, V,) 2
=1

6.1.2. Shape differentiability of the drag

Let us briefly discuss how shape derivatives of j can be obtained. We begin by observing
that, due to Assumption 6.1, the operator E(y’},)(O, v,p) = E? s continuously invertible. In
particular, all the conditions of Assumption 2.13 are satisfied. Thus, Corollary 2.108 yields
continuous Fréchet differentiability of the transformed design-to-state operator

S: B°(0,1) =¥, S(U) = S(m(2)) o 70,
in B®(O7 ¢) for some € > 0. Hence the localized functional
io(U) = J(U,S(U))

is also continuously Fréchet differentiable on BQ(O, ¢). In particular, due to Theorem 2.31,
the shape functional j is shape differentiable at {2 € O. Usually, e.g., in the case of full
Dirichlet boundary conditions, one can easily extend the above argument to obtain continuous
Fréchet differentiability of S and j; on BG)(O7 1). The first and second derivatives of j, can
be conveniently computed via the adjoint approach, see Section A.1. The necessary partial
derivatives of E and J are stated in the previous subsection. For example, if (v, p) € ) solve
the state equations (6.5), and (w, q) € Y solve the adjoint equations (A.1l), then the shape
derivative of j at {2 in a direction V € © is given by

(§'(92), V)er o = (i0(0).V)gr @ = Ju(0, 0, )V + (w, 9) " Ey (v, p)V

d
v T
— ;::1 ( (Zdiv(V) — DV — DVT)Vy, vyi)LQ(m

+1/Z( (T div(V DV—DVT)VUZ-,VWZ)LQ(Q)

+ (tr(DV Vw), p>L2 — (div(w) div(V), p)

() L*(£2)

_ (tr(DVTVy), q) L) + (div(») div(V), q) 12(0)
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6. Drag minimization in Stokes flow

6.2. The set of admissible domains and optimization aspects

In this section we present our choices for the set of admissible domains O,,;. Moreover, we
discuss a possible strategy to handle these constraints in an algorithmic setting. Let us begin
by describing the geometric layout of the considered problem in more detail. We consider a
bounded open holdall domain D C R which is Lipschitz. Here d = 2 or 3, and D describes a
section of a channel. The fluid domain (2, is given as {2y = D\ By, where By C D is a body
immersed in the fluid. We suppose that By and hence (2, are Lipschitz. The task is now to
change the shape of the body By such that the associated drag is minimized. Of course the
holdall D should not be modified. A trivial solution would be to shrink By to a single point,
hence usually a constraint involving the volume of the immersed body is incorporated in the
set of admissible domains. Furthermore, the drag can be reduced by placing the body in a part
of the channel where the velocity of the flow is low, e.g., close to a no-slip boundary. To avoid
such undesired behavior one can additionally fix the center of mass M of the body. Finally
it might be, that additional geometric constraints require the body to lie inside some closed
convex set C' C D. Thus, we consider the following family of admissible domains

Opa = {2 = 7(y) | 7 € F(8), 7(8D) = 8D, Vol(r(By)) = Vol(By),
M (r(By)) = M(By), T(By) C C}.

Note that most of the constraints concern only 7(By). Furthermore, usually the initial shape
By will already be a good guess. Hence, it is often justified to assume that the solution of the
shape optimization problem will be close to By. Thus, it is convenient to work again with
shapes characterized via the transformation of the design boundary I'y = 0B, see Section
2.11, 2.12 and 3.4. Recall that in this setting a displacement u € U of the design boundary
I'p is extended to a displacement U = T'u of {2, and hence to a transformed domain 77;({2y).
In particular, one can easily satisfy the requirement 7(0D) = 9D by imposing zero Dirichlet
boundary conditions on 9D for the extension operator T. For our two dimensional numerical
example we will use an extension via linear elasticity as described in Section 2.11.2. In this
setting we can choose again Y = H 2(F B, Rz) as space for the boundary displacements for a
smooth I'p. As discussed in more detail in Section 2.12, we restrict ourselves to a set Uy, C U
such that [[Tullg < 1 for all u € Uye,s, and assume that there exists a solution £2° of (6.2)
which satisfies

2" = TT(u*)(QO) for some u" € int Uy,

The volume of the body 7(Bj) is given by

wmwmzlwﬂﬁzBdmmuwm

and the center of mass ¢ (7(By)) by

M —71 T; 5271 z;det(D7(x)) dx, 7 =
M) = G Ly = Vol B J, AP =12
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6.2. The set of admissible domains and optimization aspects

In particular, derivatives with respect to domain displacements U € © can easily be obtained
and related to a boundary displacement via the adjoint extension operator 7. An alternative
is to rewrite the volume integrals as boundary integrals over 7(I'g). After discretization, I'p
and the transformed boundaries 7(I'g) are polygons, and there are explicit formulas describing
the volume and the center of mass in terms of the coordinates of the boundary nodes. In
particular, one can calculate exact discrete derivatives of these functions with respect to
displacements of the boundary nodes, cf. [Linl2, Section 5.2]. Summarizing, the volume
and center of mass constraints are nonlinear smooth equality constraints depending on the
boundary displacement u € U. As such they could be treated as explicit constraints, for
instance, in a Lagrange-Newton/SQP method. Instead, we employ the Augmented Lagrangian
method, cf., e.g., [CGT00, Chapter 14] or [NW06, Chapter 17| for a thorough treatment of
this strategy. The idea is to incorporate the constraints in the objective. More precisely, the
Lagrangian

i 2, (Tw) 4+ Ay (Vol (77, (By)) — Vol(By)) + A3 (™ (pu(Bo)) — ¢ (By)),

where A\; € R, \y € R? are the Lagrange multipliers, is augmented with quadratic penalty
terms. By iteratively updating the Lagrange multipliers and the penalty parameters the
constraint violation can be driven to zero and an admissible solution may be found. In contrast
to pure penalty methods, the Augmented Lagrangian method will not necessarily drive the
penalty parameters to oco.

Finally, the condition 7(By) C C' is equivalent to 7(I'g) C C, which is a constraint exactly
of the form treated in Chapter 5. In particular, we may repeat the arguments of Section 5.9,
and realize that the shape optimization problem in terms of the boundary displacement fits
into the setting considered in Chapter 5. Thus, we propose to study a series of regularized
objective functionals of the form

fy(u, A) =i, (Tu) + Ay (Vol(rru(By)) — Vol(By)) + A5 (M (rru(By)) — M (By))
+ 2 (Vol(ry(Bo)) = Vol(By))” + 2| (rru(By)) — ¢ (Bo)

RERTY : 2
+ o llid +u — Po (ld‘i‘U)”LQ(FB,Rd) )

The functional f,(-,A\): U — R is a continuously Fréchet differentiable functional on Uy.qs. If
~v3 = 0 then it is also twice differentiable, otherwise f;(, A) is only semismooth, cf. Section 5.4.
We do not elaborate further on the concrete optimization algorithm, instead we refer to
[CGTO00, Section 14.4] for a detailed discussion of the Augmented Lagrangian method. In the
presence of geometric constraints we additionally increase the penalty parameter v53 during
the progression of the Augmented Lagrangian method. We choose a trust-region globalized
(possibly semismooth) Newton method to solve the subproblems of the Augmented Lagrangian
method. We refer to the comprehensive monograph [CGT00] for a thorough treatment of
theoretical and practical aspects of trust region methods. For the step computation we employ
the truncated conjugate gradients method, cf., e.g., [Ste83] or [CGT00, Section 7.5]. To
encourage fast local convergence of Newton’s method we incorporate an additional control
cost/Tikhonov regularization term 2 H“HZ in the objective, see the discussion in Remark 2.95.

2
This term favors smooth solutions close to the current reference domain.
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6. Drag minimization in Stokes flow

6.3. Numerical examples

Our implementation is based on the C++ software package FlowOpt [Linl2], developed by
Florian Lindemann at the chair of mathematical optimization at the TU Miinchen. It provides
an object oriented framework for solving shape optimization problems where the PDE constraint
is given by some variant of the Navier-Stokes equations. In particular, it separates the design
object representation, the PDE solvers, and the optimization algorithm in independent blocks.
The PDE solver block uses the finite element library Sundance [LBvBW12], which is part of
the Trilinos project [HWHO03]. We refer to [Lin12] for a detailed description of FlowOpt and
its capabilities.

We extended FlowOpt in several directions.

(i) We incorporated a new design object class which makes it possible to characterize domains
via the displacement v € U of the reference design boundary. In our concrete implemen-
tation, we choose a nonconforming discretization and approximate U = H 2 (I'p, ]R2) by
continuous piecewise linear finite elements. We allow for a free displacement of each
boundary node, and choose again the following scalar product A:

" "
(V) 4 (V2 0) g2y + WO 0T 2y,
where w > 0 is a weighting parameter, and the bi-Laplacian scalar product (v”, ") 12(ry)

is approximated by KM “'K. Here K denotes the stiffness matrix, and M the lumped
mass matrix on ['g.

(ii) So far FlowOpt provided only first order derivatives. We implemented the necessary
methods to obtain also second order derivatives of the drag in stationary Stokes flow.
The discretization of the Stokes flow uses Taylor-Hood finite elements, i.e., continuous,
piecewise quadratic elements for the velocity and continuous, piecewise linear elements
for the pressure. The extension operator T is based on the linearized elasticity equation,
which is discretized with continuous, piecewise linear finite elements.

(iii) Finally, we implemented the optimization algorithm which we briefly sketched in Sec-
tion 6.2.

The setting of our numerical tests is based on a DFG benchmark for two dimensional Navier-
Stokes flow in a channel [STD"96]. The channel is a 2.2m by 0.41m rectangle. The initial
body is a ball with radius 0.05m and center ¢ (By) = (0.2m,0.2m), where the origin is in
the lower left corner of the channel. In the following we omit the unit m. On the surface of
the body, as well as on the top and bottom of the rectangle, no-slip boundary conditions are
imposed. The left hand boundary is an inflow boundary with prescribed Dirichlet data

500, 2,) = (6:):2(0.41 —OxZ) /(0.41)2> '

On the right hand side of the rectangle we impose the outflow condition (6.4). The computations
were carried out on a Linux cluster that was partially funded by the grant DFG INST 95/919-1
FUGG.
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Let us specify some of our concrete choices for the parameters of the algorithm. If the
Augmented Lagrangian method decides to increase the penalty parameter, we increase y; by a
factor of 10. We always set v, = 7;/10. In the presence of geometric constraints we choose
always 73 = ;. As in Section 5.10, we solve the arising subproblems only inexactly, and
decrease the termination tolerance as « increases. To speed up the convergence, we start with
a large regularization parameter 5 which is also iteratively decreased. Furthermore, if the
number of iterations which are necessary to solve a subproblem increases too much, we change
the reference domain to the current domain, and reset 5. Note that the contribution of the
regularization term to the overall objective is very small in the end, for Example 6.1 it is seven
orders of magnitude smaller than the drag of the final object.

The reference ball By with radius 0.05 and center of mass (0.2,0.2) defines the constraints, the
corresponding drag is 1.10189958918. The discretization of I'y features 200 boundary nodes,
the mesh of the whole domain consists of 16006 nodes. The flow around the ball, as well as
the underlying mesh are depicted in Figure 6.1. Note that the mesh is particularly fine in the
vicinity of the submerged object. In our experiments it proved often to be beneficial for the
performance of the algorithm to choose an infeasible initial configuration, namely a slightly
larger ball with radius 0.06.

Figure 6.1.: The reference configuration, a ball with radius 0.05

We abbreviate the various constraint violation indicators by

8% == Vol(rp,, (By)) — Vol(By)

6511\/1 = c{VI(TTu,c (Bo)) — et (Bo)
52\/1 = CS/I(TTuk (Bo)) - CéM(BO)

k
Opy = “Tu,c - PC(Tuk)HLOO(FB’]Rd)‘
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6. Drag minimization in Stokes flow

Example 6.1. We consider first a situation without geometric constraints. The progression
of the Augmented Lagrangian method for Example 6.1 is presented in Table 6.1. The first
column counts the iterations of the Augmented Lagrangian method, the second shows the
corresponding value of the penalty parameter ~;, and the third the current regularization
parameter. The norm of the derivative of the overall objective f,(u) (for brevity we suppress
the dependency on ) is presented in the fourth column. The columns five to seven show the
values of the different constraint violation indicators 6‘]3, 551\4, 6fM, and the last column gives

the number of iterations required to solve the subproblem to the specified tolerance. Note
that in most iterations only one or two Hessian evaluations are performed by the truncated
conjugate gradients method, i.e., the computational effort per iteration is moderate. After
the third iteration we updated our reference domain. The optimized body exhibits a drag
of 1.03726859748. As already mentioned, the value of the regularization term for the final
iterate is seven orders of magnitude smaller. It is well known that the optimal shape of a body
submerged in a Stokes flow is a prolate pointed spheroid, cf. [Pir73]. Indeed, our final object
has this shape, it is depicted on the left hand side of Figure 6.2.

Table 6.1.: History of the Augmented Lagrangian method, Example 6.1

M Br ||f»ly (Uk)HAfl Bl 52\/1 5fM # iter

2

10* 10t 177107t 283107 1.87.100%  -1.59-107¢ 4

10* 107?  880-107* 2.90-107°  1.66:107* -3.53-107° 87
10° 107° 9.64-107* 414-107%  1.67-107° -3.37:10°° 315
10 10t 751107 -3.68107%  -1.50-107°  3.03-10°° 13
10° 107 9.6810°° 283107 6.62107'° -1.72.107° 124

TR W N~ |

(a) Example 6.1 (b) Example 6.2

Figure 6.2.: Flow around the final objects

Example 6.2. We consider now the setting of Example 6.1 in combination with geometric
constraints. To be more precise, we impose an upper bound for the deformation of the body
in outflow direction, i.e., the back end of the body has to lie in front of the threshold 0.265.
We incorporate the geometric constraint via the Moreau-Yosida regularization technique into
our overall objective. The progression of the combined Augmented Lagrangian Moreau-Yosida
penalty method for Example 6.2 is presented in Table 6.2. The maximum point-wise violation
of the geometric constraint is shown in the eighth column. The decrease of the quantity 5]X4y is
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not as fast as it was in Section 5.10. This might be explained by the fact that the optimization
algorithm has to cope now with several competing constraints. The optimized body exhibits a
drag of 1.04512679653. The final domain is depicted on the right hand side of Figure 6.2. To
accommodate the geometric constraint, as well as the volume and center of mass constraints,
the final object is wider and shorter than the result of Example 6.1. The differences can be
nicely observed in Figure 6.3, where the objects are overlaid.

Table 6.2.: History of the Augmented Lagrangian method, Example 6.2

M Br Hf',y(uk) HAfl 5y 5fM (5524 &Ky # iter

1

ol

10" 10° 2.85107°  -1.74107%  2.13107%  -1.82.107* 0.00 7
10* 107t 813107* -1.23.107%  -2.32.100*  553-10°°  1.61-107° 5
10° 1072  9.05:107° 2155107 -8.41.107°  -1.40-10°% 5.33.107* 25
10° 107* 890107 6211077  -3.06:107° -2.86:1077 3.46:107* 172
10° 9.15-107° 2121077 1.6510°° 2541077 7.75-107° 4
10° 107" 9.54.107°¢ 1.80-1077  6.951077  6.21-107'° 7.67-107° 8
10° 107? 7.7810°°¢ 2.08:107%  7.63-107° 7.37.107'" 1.46-107° 71
0%  10° 7.40-1077  -1.88107%  -6.91.107° -6.92.107*! 3.48.107° 5
10° 107" 4.25107° 1.02107" 375107  2.06-107'* 3.4310°° 96
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Figure 6.3.: Comparison of the final objects of Example 6.1 (blue grid) and Exam-
ple 6.2 (grey surface)

As one can see, the tips of the final objects are still slightly rounded. This effect is very
much influenced by our choice of the scalar product A. The gradient with respect to such
a smooth A does not develop a sharp kink, which would be necessary to obtain a pointed
tip from our smooth initial domain. The presence of the regularization term If we choose
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6. Drag minimization in Stokes flow

for one intermediate iteration of the Augmented Lagrangian method the H scalar product a
tip is formed and preserved by subsequent runs with a smoother scalar product. The final
domains obtained with such a strategy is very similar to the ones of Examples 6.1 and 6.2,
see Figure 6.4 for a comparison. The relative difference of the drag of the two objects is in
the order of 10™°. Let us note that a body with a sharp tip is more sensitive with respect to
variations of the parameters of the system, in particular, with regard to changes in the attack
angle, i.e., the inclination of the object with respect to the flow direction. In that sense the
rounded tip is more robust with respect to uncertainties.

TS,

FEOK DTSk
i

N

Figure 6.4.: Comparison with pointed object

Let us conclude this chapter by remarking that the proposed algorithm still needs fine tuning to
be efficient. This is evident in the drastic increase of the required iterations per subproblem as
we increase v and decrease 3. A careful balancing of the various parameters might significantly
improve the overall performance. In particular it might be beneficial to revisit the heuristic
updating scheme of [HK06a, HK06b] based on the value function, cf. Section 5.6. However,
the question arises how one can incorporate a variable regularization term into this strategy.
Furthermore, as already mentioned, the behavior of this updating scheme is again highly
dependent on the choice of various parameters. Alternatively, one might consider more
advanced strategies of handling the volume and center of mass constraints, e.g., SQP or interior
point methods.
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7. Shape optimization of a breakwater

This chapter is devoted to a shape optimization model problem which is motivated by a coastal
engineering application. The objective is to reduce the resonance of a harbor due to long range
ocean waves. Let us briefly describe this phenomenon. Harbors are designed to protect ships
from incoming waves. More specifically one tries to place breakwaters in such a way that they
absorb incoming waves, and shelter the harbor basin. Breakwaters are effective in absorbing
waves with short wave periods (16 seconds or less according to [Xin09]), which covers the
vast majority of ocean waves. However, this is no longer true for longer wave periods, whose
periods may range from tens of seconds to several hours. These can be generated, for instance,
by earthquakes or landslides, another example are tidal waves. ‘In fact, it is possible that for
certain semi-enclosed harbors the combined effect of wave diffraction [around the breakwaters],
wave refraction [due to changing water depth] and multiple reflections from the boundaries can
cause significant increase in the wave amplitude compared with the incident wave amplitude.
This is commonly referred to as harbor resonance.! [Xin09, page 2]. We refer to [Rab09] and
the references cited therein for a more detailed discussion of this topic. In practice, many
publications employ the mild slope equation to model wave effects in coastal areas and harbor
basins, cf., e.g., [FASF04, LLL0O1, MH97, Xin09, XLR11]. It was first derived by Berkhoff in
[Ber72], and can be written as

V- C0C,Vp+k*CCyp =0, (7.1)

where ¢ is the horizontal variation in velocity potential, k is the wave number, w is the wave

frequency, C' = w/k is the wave celerity, C, = % (1 + sir?lfgkh) is the group velocity, and h

is the water depth. Usually the mild slope equation is enriched with additional effects such
as partial absorption boundaries, bottom friction, entrance loss, etc. In the references above
several comparison studies with actual measured data were conducted, thus justifying the
frequency domain approach.

Although we are motivated by the described application, a realistic treatment of harbor
resonance is out of scope of this thesis, and we will significantly simplify the model in this
chapter. We assume that the water depth is constant throughout the region of interest. Thus,
the mild slope equation reduces to the well-known Helmholtz equation

Ap + ko = 0. (7.2)

There are various publications dealing with shape or topology optimization problems in
combination with the Helmholtz equation, cf., e.g., [CK13, DJS07, SAMO03| and the references
therein. However, they are usually motivated by applications in acoustics. A lot of work is
dedicated to inverse acoustic scattering problems, where the shape of some scatterer is to be
determined from measurements of the far field. Other applications are, for example, finding the
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7. Shape optimization of a breakwater

optimal distribution of reflecting and nonreflecting materials in the walls of a room, or optimal
design of sound barriers and wave guides. Although the resulting optimization problems are
similar to the one considered here, none of those we found quite fits our setting. To the best
of our knowledge a shape optimization problem involving the resonance of a harbor was, so
far, only briefly considered in the thesis [BLI8|. The author used the real-valued Helmholtz
equation as state equation, an explicit discrete geometry description via the finite element
mesh, and calculated the discrete shape derivative by differentiating with respect to nodal
coordinates.

Some of the results presented in this chapter were already published in [KK15]. In parts, our
presentation here follows the paper closely.

Assuming that the water depth is constant, we consider the complex valued Helmholtz equation
as our model state equation. The objective is to minimize the average wave height in the
harbor basin. We suppose that we are allowed to modify the shape of the breakwater which
surrounds the harbor basin. The model problem naturally involves geometric constraints in the
form of forbidden and contained regions. The harbor basin and the harbor approach should be
part of the ocean, on the other hand the mainland should not be flooded. We strictly enforce
these constraints by employing the projected descent method proposed in Section 2.13. The
geometry will be described by the level set method, cf. Section 2.11.3, i.e., the domain (2 is
given as the sub-zero level set of a function @: D — R, where D C R? is the holdall domain.

This chapter is organized as follows. We derive our model state equation on a bounded
domain in Section 7.1. The shape optimization problem under consideration is described in
Section 7.2. We sketch how the derivative of the reduced shape functional can be computed via
the adjoint approach. Note that, in contrast to many publications, we use the level set method
in combination with the volume expression of the shape derivative. It requires less regular
finite element functions, and, in our experience, the volume expression is numerically more
stable than the Hadamard form. This assessment is shared in the recent papers [HPS15, LS13].
In [LS13] the volume expression of the shape derivative and the level set method are also
used. We present our optimization algorithm in Section 7.3, and discuss discretization and
implementation aspects. Finally, we present the results of some numerical experiments in
Section 7.4.

Let us fix some conventions and notation for this chapter. We define the usual bilinear

L*-scalar product for real-valued functions on some set 2 C R? as ()2 (@) and the corre-

sponding sesquilinear form as (f,g),2 =(f,9),2 for some complex valued functions f, g.
Furthermore, we introduce the real—valued scalar product

(f, g)L%(Q) = Re(f?.g)L%(_Q)'

The norm ||| 12(2) induced by this scalar product coincides with the norm induced by the
sesquilinear form. Hence the elements of the space

L3(Q) = {f: B C| [|fll2 g < o0}

coincide with the elements of {f: 2 +— C | HfHL @) < oo}, but since we use the (-,),2 2(0)
scalar product we have a different Hilbert space structure Other Hilbert spaces will be treated
analogously (e.g., Hi(£2)).
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7.1. Description of the physical model

7.1. Description of the physical model

We consider the situation sketched in Figure 7.1. There is an isle bounded by the contour I7,
some breakwaters given by I'g and a surrounding ocean denoted by 27, We are interested in
the scattered wave u, induced by an incoming planar monochromatic wave z(z) = exp(ikw” z)
with incident direction w € R? and wave number k > 0. The total surface perturbation is then
given by y = u + 2z, and satisfies

Ay+k:2y = 0 in07"

7.3
ay+0,y = 0 only:=I1IgUIT. (7.3)

Here a: R? — C describes the absorption coefficient at the boundary. The boundaries I}, and
I'p are assumed to be at least Lipschitz. Let us discuss appropriate boundary conditions for
the far field. It is a standard assumption that the scattered wave satisfies the Sommerfeld
radiation condition

iku — O,u = o(r_%), for r — oo.

Figure 7.1.: The domain {2

If one wants to study this problem in weak form on the unbounded domain 21 one needs to
introduce different weighted Sobolev spaces for the test and ansatz functions and include the
Sommerfeld radiation condition in the ansatz space. See [Lei86, chapter 4] and [Thl98, section
2.3] for more details. However, this approach leads to various difficulties in the numerical
realization if a finite element discretization is employed. While it would be possible to handle
the Helmholtz equation on an exterior domain with the boundary element method, cf., e.g.,
[Har08] and the references therein, an extension to the more realistic mild slope equation
would be quite challenging. For this reason we focus on the finite element approach which can
easily cope with such an extension of the model.

Alternatively one may decompose the domain 27 disjointly into a bounded domain 2 and an
unbounded domain §2, by introducing an artificial smooth boundary I', such that

ot=pur,un,.
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7. Shape optimization of a breakwater

The problem (7.3) is then equivalent to the following coupled problem (cf. [JN80])

Ay +ky. =0 in 2
ay_+0,y_ = 0 on Iy
y- = yg on I,
Oy = 8ny+ on I, (74)
Ay, + /chJr =0 in 2,
1
ikuy, —Ouy = o(r 2), forr— oo.

For a given u_ on I, recall u =y — z, one can solve the unbounded Dirichlet problem

Uy = u_ on I,
1
iku, —Ouy = o(r 2), forr— oo,

compare [Lei86]. Once the solution u . is available one can easily compute 0,u, = d,u_ on I.
1 1

We denote the mapping u_ — d,u_ by G, and observe that G, € L(HZ(I,), Hg *(I,)). This
operator is usually referred to as the Dirichlet-to-Neumann (DtN) operator. There exists an
integral and a series representation of the non-local operator G, the integral variant is also
called the Steklov-Poincaré operator. The Neumann condition d,y_ = 0,y, on I, can now be
reformulated as

0,y_ =0,u_+0,2=Gu_~+0,2=G.y_ —G.z+0,z.

Evaluating the exact solutlon operator G, is expensive. For this reason it is replaced by some

yet unspecified G € L(HE 2( W) H&i(F )), which might be some approximation of G.. Hence
we arrive at the bounded problem

Ay + k2y =0 in 2
ay+0,y = 0 on I (7.5)
0,y = Gy—Gz+0,z onl,,

which is equivalent to (7.3) for the choice G = G.. We simplify the problem by choosing G
as the Oth-order approximation of G, cf. [Ihl98, section 3.]. Furthermore, we suppose that
the the breakwater and isle have perfectly reflecting boundaries. This is summarized in the
following assumption.

1 1
Assumption 7.1. The operator G € L(HRZ(I,), Hg*(I7,)) is given by

(Gy, 90>H];%(ra),Hé " (iky: )12 1)

Furthermore, the absorption coefficient is set to a = 0.

Remark 7.1. (i) The choice of G is a rather crude simplification, but our focus in this work
is on methodology, and not so much on realistic modeling. The low-order approximation
of GG, introduces artificial reflections at I,. Since this makes the shape optimization
problem presumably harder to solve, we accept that for the moment. For more evolved
methods of treating the artificial boundary I', and the operator G, we refer to [Ihl98,
chapter 3].
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7.1. Description of the physical model

(ii) Setting the absorption coefficient to zero implies that there is no damping effect by
absorption of energy at the reflecting boundary. We note again that this presumably
makes the optimization problem harder, since small design changes might have large
non-local effects due to wave interference. Furthermore, as already mentioned at the
beginning of this chapter, long range ocean waves are, in fact, mostly reflected by
breakwaters. Harbor oscillations and resonance due to long waves has been widely
studied in the coastal engineering literature, see for example [Rab09] and the references
therein.

The weak formulation of (7.5), with G and a chosen to satisfy Assumption 7.1, is given by

{Find y € Hy(02): (7.6)
by, p) = f(¢), Ve € Hr(%),
where we define

by, 9) = (Vy, V) 2 ) = K (1:9) 12 ) = (F9:9) 12 1, .7

f(p) = (0,2 —ikz, QO)L]?{(FG)'

Results concerning the existence of a unique solution of (7.6) and its regularity are well
known:

Theorem 7.2. [KK15, Theorem 2.3] Let §2 be a Lipschitz domain. Then there exists a
unique solution y € Hp(2) of (7.6) for any right-hand side f € Hx(2)*, and it holds
HyHH]%{(Q) <c HfHH]%{(Q)* for some ¢ > 0.

Proof. We have the Gelfand-triple Hy(£2) < L§(£2) — Hg(£2)*. Further, there exists a
C > 0 such that b(-,-) + C (-, ')L@ZR(Q) is Hp (£2)-coercive. Hence the Fredholm alternative holds:

Either there exists a unique solution of (7.6) for any f € Hﬁ{(ﬂ), or there exists a nontrivial
solution yy # 0 of the homogenous problem

by, ) =0, Yo e Hy(R2).

For our choice of the operator G the solution of the homogenous problem is unique, see [Thl98,
Theorem 3.2]. O

Theorem 7.3. [KK15, Theorem 2.4] Let 2 be a C*-domain. Then the solution y € Hy(£2)
of (7.6) has the additional reqularity y € Hg (£2).

Proof. This follows from standard regularity results for elliptic equations, see for example
[Hac92, Theorem 9.1.20]. O
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7. Shape optimization of a breakwater

7.2. Shape optimization problem

After deriving the model state equation (7.6) we are now ready to formulate the shape
optimization problem under consideration in detail. As announced in the introduction, our
objective is to minimize the average wave height in the harbor basin @ (compare Figure 7.1).
Given a domain {2 and an associated solution y of (7.6) we define the cost functional as

_ e
J(y) = ) ”yHL?R(Q) .

Due to Theorem 7.2 there exists a design-to-state operator S for Lipschitz domains 2 C IRQ,
and hence we consider as usual the shape functional

i(92) = J(5(2)).

Formulating the set of admissible domains requires some care. Enclosing the whole harbor
basin by a breakwater is obviously not a feasible solution, so we introduce a harbor approach
A and demand that Q U A is always part of the ocean. Furthermore, we do not want to remove
parts of the island (the inhabitants might complain). Finally, we do not want to change our
model by modifying the artificial outer boundary I',. Hence, given an initial layout (2, and a
suitable Banach space ©, we define the admissible family of domains by

Opa:={02=71(82) | T€ FO), 7([,) =1, (QUA)C 2, 2NL =70}
Here 2 € O,  represents the ocean. We are looking for a solution of

glég)((}) s.t. £2€ Oy (7.8)
This problem fits exactly into the setting of Section 2.13, and we will apply the projected
descent method proposed there. Note that we do not concern ourselves with the question
whether a solution of the above shape optimization problem exists, we simply suppose that
this is the case. In the next paragraph we briefly state the shape derivative of j, which we
obtain by the function space parametrization approach described in Section 2.14. In Chapter 3
we presented the necessary procedure for a closely related state equation in detail.

Shape derivative

Suppose that {2 is a Lipschitz domain whose boundary decomposes into
8(20:FaUFLUFB,

where I, is the artificial boundary introduced in Section 7.1, I}, is the boundary of the island
L and I'g is the boundary of the initial breakwater. Furthermore, we suppose that 2, € O,,.
We consider the space © = Cl(IRd, ]Rd), which ensures that every 2 € O,  is again a Lipschitz
domain. As in Section 2.13 we introduce the sets

Vieas =1V €OV =00n AUQULUI,}, and V.5 =H N Vieys,
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7.2. Shape optimization problem

for some suitable Hilbert space H satisfying Assumption 2.11. Due to Proposition 2.99 it
suffices to characterize (j'(£2), V)g* g for all V € V4. Hence, let 2 € Oy, and recall

A(U) = D' Dry; T det(D7yy)
from (3.2). For all U € V,, the transformed state equation operator is given by

(0, EU,Y)) z+ z = (AU)VY, V) 2 ) = K (det( D7)y, P2 )
- (Zkya (’D)L]?{(Fa) - (8)‘12 - Z]fZ, SO)L]?{(Fa) s

and the transformed objective by

-
J(U,y) = 9 Hy||L]2R(Q) .
We utilize now the adjoint approach, cf. Section A.1. Given a solution y € HIIR(_Q) of the state
equation (7.6), and a solution p € Hp(£2) of the adjoint equation

b($,p) = = (4, 9)2(g VW € HR(R2), (7.9)
the shape derivative of j in a direction V' € V,; is determined by

§'(2),V)gr o = ((Idiv(V) — DV - DVT)vy, vp) — P (div(V)y, 9) 2 ) (T10)

L3 ()

where Z denotes the identity matrix in R>.

Optimization strategy

As mentioned above, we employ the projected descent method proposed in Section 2.13. In
our numerical experiments it performs quite well. Additionally, we experimented with some
ideas which are not covered by our theory. We briefly mention two of them here, and describe
the details of our implementation in Section 7.3.

A simple modification is inspired by the method of nonlinear conjugate gradients [NWO06,
Section 5.2], which applies a simple correction term to the search direction. In our experience
this led to an improved performance of the descent method. The second idea is motivated by
the standard projected gradient method. As mentioned in Section 2.13, projecting a domain
2 onto the admissible set of domains with respect to the metric dx is challenging. However,
under suitable assumptions, the projection with respect to the metric induced by the measure
of the symmetric set difference or the Hausdorff metric is possible [Kral5b]. In fact, the
projection amounts to removing forbidden regions from (2 and adding regions which should be
contained in {2. Unfortunately, this approach does not fit together with our shape sensitivity
analysis. Hence, one is not guaranteed to achieve descent. However, since it is a quite obvious
strategy which is easy to implement, we test it for comparison.

We describe the domains {2 € O,y via the level set framework, see Section 2.11.3. In this
context it is convenient to work with transformations obtained as flow maps of the vector fields
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7. Shape optimization of a breakwater

V € V,4 In particular, given a descent direction V € V,4, we employ the level set transport
equation (2.37)

d,W + VW'V = 0 with initial condition ¥(0,z) = by (z),
to obtain a level set representation ¥ (t) of the transformed domain T3, (¢)(£2).

Remark 7.4. Note that, while in theory, the solution of the transport equation satisfies
W(t, ) =bo o Ty (1) (x),

this is no longer true for the discrete approximate solution of the transport equation (2.37)
obtained with a time stepping scheme. In particular, approximating the transport of the level
set equation may lead to topology changes. However, for the shape optimization problem
under consideration, this is actually a desired feature of the employed optimization strategy.
Indeed, it is a priori not at all clear what topology a good breakwater should have. So while
our optimization method in theory tries to find a solution of (7.8), we deliberately allow for
‘accidental’ topology changes of the domain.

We summarize the employed optimization strategy on the discrete level in Algorithm 7.1.

7.3. Optimization and discretization aspects

Let us briefly sketch Algorithm 7.1 before describing the necessary steps in detail.

Starting with a level set function @ given on a regular grid, we extract a discretization of
the domain {2 and the interface I'T = I'g U I';,. We solve the state and adjoint equations
on the discretized domain using piecewise linear finite elements. Now we can compute the
shape derivative of the reduced objective, and obtain a projected gradient representation
from (2.40). Finally, the level set function is evolved according to (2.37) along the negative
projected gradient for some time span At which we determine with a backtracking strategy.
Since V| r, =0 for all V€ V,; we restrict our considerations to the bounded holdall domain

D C R? with 8D = I,.

Let us now describe the details of our algorithm. We approximate the interface I}, given
by the zero level set of &, with one or multiple polygonal curves. Between each pair of
neighbouring points on the regular grid at which the level set function has different signs, there
is an intersection point of the zero level set with the edges of the grid. We approximate this
intersection point using an affine model for @ along the edge. Connecting all these intersection
points, we obtain the polygonal approximation I to I'7, and thus the current domain §2;,.

In the next step, the domains (2, and D are discretized with triangular meshes which resolve
the polygonal boundary I7j. Furthermore, the mesh representing (2, consists of a subset
of the triangles of the mesh for D. Cells of the rectangular grid for which all four vertices
have the same sign of @ are split along their diagonal into two triangles. Cells which are
intersected by I'7j, are split depending on how they are intersected. To avoid triangles that are
too degenerate and cause numerical difficulties, we enforce a certain minimum ratio between
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7.3. Optimization and discretization aspects

Algorithm 7.1: Projected descent method using the level set approach

Require: an initial level set function @° on a fixed grid and a scalar product (-, -)
1: set the iteration index to kK =0
2: repeat
3:  approximate the zero level set of " by polygonal curves
4 construct a mesh of D and 2% which resolves the polygonal boundary
5. solve the state equation (7.6) on £2* to obtain y"
6

evaluate ](Qk) =1 Hyk‘

a

2

L*(Q)
solve the adjoint equation (7.9) on 2" to obtain pk

. compute the derivative j'(£2") by (7.10)

9:  compute the negative projected gradient U, = P,(—V},) by (2.40)

10:  determine the new level set function "' via (7.12) such that the Armijo
condition (7.13) is satisfied

11: until converged

edges of all mesh triangles. This strategy proved sufficient for our experiments. For a more
advanced technique of transporting and resolving the zero level set we refer to [ADF14]. The
mesh on 2, is used to solve the state and adjoint equations, and the mesh on D is used to
solve (2.40) for the projected gradient. Furthermore, our mesh construction ensures that each
point of the original regular grid is also a vertex of the triangle mesh, so that we can extract
P,(—V},) on each grid point to solve (2.37).

Let us briefly comment on the discretization of the state and adjoint equation. We employ the
usual machinery of continuous, piecewise linear finite elements to discretize the scalar products
(f,g)Lz(Qh), (Vf, Vg)Lz(Qh), and (f’g)LQ(F ) for some real valued functions f,g. Recall the

notation from section Section 7.1. Splitting every complex valued function f into f = f; +ifs,
with f; : £2;, = R, we find

(f, g)L]QR(Qh) = Re(f1 +ify, 91+ ng)Lé(Qh) = (f1791)L2(Qh) + (f2792)L2(_Qh)‘
Analogously it holds that
(Vfa Vg)Lﬁ{(_Qh) = (vfla vyl)L2(Qh) + (vf2a Vg2)L2(Qh)’
and
(if, g)L]i(Fa) = (flagQ)LQ(pa) - (f2’gl)L2(Fa)' (711)

Note that z(z) = exp(ikw’ #) which implies 9,z — ikz = ik(w” n — 1)z. Hence we only need to
implement the boundary expression (7.11). Combining these formulas with the usual mass
and stiffness matrices, we can easily assemble the system matrix and right-hand side of the
state equation (7.6), and adjoint equation (7.9).

Note that, in order to guarantee the minimum regularity of © for the velocity field, we would
need to compute the gradient in H S(D,IRZ) with s > 2. In our numerical experiments we
neglect to do so. We only use piecewise linear continuous finite elements to discretize the
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7. Shape optimization of a breakwater

ansatz and test spaces of (2.40). In the examples presented below the H Lscalar product is
used to determine the gradient and the projected gradient. We also experimented with different
choices of the scalar product, cf. [KK15].

Once we have computed the projected gradient, we need to update our geometry. For this we
solve

QW()+ ULV (t) =0 Vite (0,At), w(0)=a, (7.12)

with Uy, = P,(—V},), and use ¥(At) as the new level set function in the next iteration. The
time span At is determined by the Armijo rule, i.e.

i(Ty, (At 2)) < () + Aty ([ (2), Ur)or o- (7.13)

As already mentioned, the discrete approximate solution of (7.12) may lead to topology changes.
Since these are not allowed for in the shape derivative, this often causes an increase of the
objective functional. Thus, enforcing monotonicity in the objective values may result in a
stalling of the algorithm. Since such changes in the topology often lead to much better designs
in the long run, we introduce a lower bound for At. If no better design is found by the Armijo
rule we accept an increase in the objective functional and evolve the level set function for
the minimum time span. Let us mention that, with proper care, nonmonotone linesearch
methods have proven to be quite effective, and often outperform monotone linesearch methods.
We refer to [GLL86, GLL&9, Toi96, ZH04| for an introduction to nonmonotone optimization
methods.

As was suggested in [LS13], we employ the local Lax-Friedrichs flux (cf. [OS91]), and an
explicit Euler time stepping scheme to evolve ¥. In our setting this leads to the level set
function updates

vt =wl - st (7.14)

Here L_Dilj is the value of the level set function in the node (x;,y;) of the regular grid at the [-th
time step, and the local Lax-Friedrichs flux is given by

- + -4 + 1 _ 1 _
gtr P TP U1+q 1y (" -p )]U1|—§(q+—q )|Ua],

2 2 72
where

I ! I !

- V-V v Vi Y
p - A:L‘ 9 p - Aw 9

I ! I !

= Vi —V¥ij1 i = P j+1 — ¥
Ay ’ Ay ’

The time step size dt is chosen to satisfy the Courant-Friedrichs-Lewy condition which guaran-
tees the stability of the explicit time stepping scheme. It is common to reinitialize the level set
function every few steps for numerical stability if many time steps are necessary . We use the
signed distance function of the current domain (as defined by Wl), which we obtain via a fast
marching algorithm [Set96]. In our numerical experiments the reinitialization was only rarely
necessary.
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Finally, we briefly describe the two heuristic extensions of our basic algorithm which were
mentioned in Section 7.2. Our adaptation of the Fletcher- Reeves nonlinear conjugate gradients
method (cf., e.g., [NWO06, Section 5.2]) inserts the following vector field into (7.12)

LAQATN.
1P (Vi

lq

Uk = Pa(*Vk) +

However, this modification of our original search direction is not necessarily a descent direction.
As is often done, we restart the procedure every few steps by setting U,_; = 0 and taking
a step along the negative projected gradient. This ensures that the search direction is not
dominated by old gradients. The other strategy mentioned above was to project the domain
instead of the descent direction. In this case we first obtain a new level set function dil;jwl
by solving (7.12) for some time At and U, = —V,. We then modify "L to be positive in
forbidden regions and negative in regions which should be contained in (2, ;. Finally, we
obtain the oriented distance function kaH associated with the corresponding domain by
k+1 _ bQ

invoking the fast marching algorithm, and set @ k1.

7.4. Numerical examples

We implemented the proposed projected gradient method in GNU Octave [EBH09]. The
routines for generating the geometry from the level set function, and assembling the finite
element mesh are using the Octave package level set [Krald] developed by Daniel Kraft. It
also provides a method to compute the signed distance function using a fast marching algorithm.
Note that optimization and discretization do not commute in our approach. Furthermore, we
are only using a first-order method, hence convergence towards a critical point of the discrete
problem is usually not to be expected in a reasonable number of steps. For this reason we
simply terminate after 300 iterations.

The computations were carried out on a Linux cluster that was partially funded by the grant

DFG INST 95/919-1 FUGG.

Example 7.1. In our first experiment the harbor basin ) corresponds to the rectangle
|| < 0.4, and —0.3 < y < 0. The harbor approach is given by |z| < 0.1, y > 0, and the
isle by |z| < 0.55, —0.6 < y < —0.4. The computational effort is reduced by imposing that
everything outside the box —1 < z,y <1 is ocean. We study an incoming wave with wave
number k = 7 and direction w = (1/1/2, —\/W)T, i.e., the wave front is advancing south-east
from the upper left corner of the rectangle. The regular grid supporting the level set function
consists of 501 x 501 nodes. The initial layout of the breakwater is depicted in Figure 7.2. The
lower rectangle of the structure surrounding the harbor basin is the isle. Observe the wave
resonance in the harbor basin.

We report the progress of the projected descent method in Figure 7.3. The value of the
objective functional dropped in 300 iterations from 3.5:10 " to 1.7-10%. The H'-norm of the
projected gradient is 6.3-107*. Note that the objective functional is bounded from below by
zero, hence the final domain seems to be close to optimal. Considering the various independent
sources of discretization errors in our numerical scheme it seems plausible to say that we found
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an approximation of the solution within the order of the discretization error. The final domain
and the corresponding wave pattern are shown on the right side of Figure 7.2.

(a) Initial domain (b) Final domain

Figure 7.2.: Wave pattern for the initial and final domain of Example 7.1

- - -objective
——norm of gradient

Figure 7.3.: History for Example 7.1

Example 7.2. We start with the same configuration as in Example 7.1, but employ the
modification inspired by the nonlinear conjugate gradients method. The final domain is
depicted on the left side of Figure 7.4. The difference to the final domain of Example 7.1 is
quite small and essentially the same wave pattern can be observed. We report the progress of
the algorithm in Figure 7.5. The final value of the objective 1.5-10_6, and the respective H L
norm of the projected gradient 5.6:10"7 are quite similar to Example 7.1. However, comparing

the history of the two methods shows that the modified algorithm took significantly fewer
iterations till leveling out.
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(a) Example 7.2 (b) Example 7.3

Figure 7.4.: Wave pattern for the final domains of Example 7.2 and Example 7.3
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Figure 7.5.: History for Example 7.2
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Example 7.3. We start with the same configuration as in Example 7.1, but this time we
project the domains, respectively the level set functions, instead of the gradient. The final
domain is depicted on the right side of Figure 7.4. There are notable difference to the other two
examples. However, qualitatively the shape is similar, and also the wave pattern is resembles
the other ones, albeit it exhibits a lower amplitude. We report the progress of the algorithm in
Figure 7.6. The method seems to stall. The objective value after 300 iterations was 2.1.107*
and the norm of the gradient was 6.510 2,

- - -objective
——norm of gradient

0 50 100 150 200 250 300

Figure 7.6.: History for Example 7.3

For the first setup of our experiment we can nicely observe resonance inside the harbor basin
for an intuitive initial choice of the breakwater. A good configuration can be found by smoothly
deforming the breakwater. In particular, no topology changes occur. However, the size of the
isle compared to the harbor is very small. Furthermore, the deformed breakwater leads to
significant wave interferences outside the harbor, which clearly dominate the incoming wave.
In the next experiment we choose a much larger isle, and start with a setup which leads to
significant wave interferences throughout the computational domain. They are caused by
a large jetty on the right hand side of the harbor basin which we require to stay fixed. In
particular, we want to demonstrate now the ability of the algorithm to handle topology changes.
For this reason we seed the surrounding of the harbor basin with several small breakwaters.

Example 7.4. The holdall domain D is given by the square —4 < z,y < 4. The initial layout
of the breakwater is depicted in Figure 7.2, where the long rectangle at the bottom is the isle.
The harbor basin @ corresponds to the rectangle |z| < 0.4, and —3.8 < y < —3.5. The harbor
approach is given by |z| < 0.1, y > —3.5, the isle by |z|] < 3, —3.95 <y < —3.85, and the
fixed jetty by 0.45 < x < 0.55, —3.85 < y < —3.3. The computational effort is reduced by
imposing that everything outside the box |z| < 1,—4 <y < —2.5 is ocean. We study again
the incoming wave with wave number k = 7 and direction w = (v/1/2, —/1/2)". The regular
grid supporting the level set function consists of 601 x 601 points.

We report the progress of the projected descent method in Figure 7.8. The value of the
objective functional dropped in 300 iterations from 9.3 to 3.3:107%. The H'-norm of the
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projected gradient is 2.5:107%. Tt seems that we found again an approximation of the solution
within numerical accuracy. The final domain and the corresponding wave pattern are shown on
the right side of Figure 7.7. As one can see the separate small breakwaters have merged into
two large ones. Furthermore, one can see the benefit of our nonmonotone linesearch method.
During some of those topology changes the objective increased steeply. However, in the long
run, this helped find a much better configuration. Note that for this example, in the end, the
wave pattern from the incident wave seems to dominate in a large part of the domain.

(a) Initial domain (b) Final domain

Figure 7.7.: Wave pattern for the initial and final domain of Example 7.4

10°

- - -objective
——norm of gradient

0 50 100 150 200 250 300

Figure 7.8.: History for Example 7.4

Example 7.5. We start with the same configuration as in Example 7.4, but employ the
modification inspired by the nonlinear conjugate gradients method. The final domain is
depicted on the left side of Figure 7.9. It differs markedly from the final domain of Example 7.1.
Again the wave pattern from the incident wave seems to dominate in a large part of the domain.

175



7. Shape optimization of a breakwater

We report the progress of the algorithm in Figure 7.10. The final value of the objective
functional is 9-10_8, and the respective H !_norm of the projected gradient is 8107%. Note
again the fast decrease of both quantities. However, considering our discretization scheme,
these values seem to be artificially small.

5 a4 5
4 a4
3 3
2 : 2
1 1
o o 1]
1 1
-2 -2
3 N 3
-4 -4
s 4 2 ) 2 a
(a) Example 7.5 (b) Example 7.6

Figure 7.9.: Wave pattern for the final domains of Example 7.5 and Example 7.6

- - -objective
——norm of gradient

Figure 7.10.: History for Example 7.5

Example 7.6. We start with the same configuration as in Example 7.4, but this time we
project the domains, respectively the level set functions, instead of the gradient. The final
domain is depicted on the right side of Figure 7.9. There are notable difference to the other
two examples. While these mostly keep some distance to the harbor basin and approach, the
projected domain method generates a breakwater which touches those two regions to a much
greater extend. Furthermore, a closer look at the outline of the breakwater (not depicted
here) shows that it is rougher than the counterparts from Example 7.4 and Example 7.5.
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The same observation can be made for the first experiment. A reason for this could be
the reinitialization of the level set function in each iteration. We report the progress of the
algorithm in Figure 7.11. It shows the danger of our quite basic linesearch strategy. Only after
over a 100 ascent iterations the algorithm manages to connect two breakwaters and afterwards
rapidly finds a good configuration. The objective function value after 300 iterations is 41078
and the norm of the gradient is 2.4-10%.

- - -objective
——norm of gradient

104 =

1 1 1 1
0 50 100 150 200 250 300

Figure 7.11.: History for Example 7.6

Although our comparison is far from being exhaustive, the modified projected descent method
seems to be the most promising of the three presented alternatives. Moreover, in our examples
it appears that the projected descent method is able to find approximately global solutions of
the shape optimization problem. Of course, there are many other possible strategies which
could be explored. In particular, it would be very interesting to see how projected (quasi-)
Newton methods perform in our example. Furthermore, other strategies for handling the
geometric constraints might be investigated.
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8. Conclusion and further perspectives

In this thesis, we considered shape optimization problems with a special focus on constraints
described by partial differential equations, as well as point-wise geometric constraints. We
developed several suitable optimization algorithms, and analyzed their convergence properties
in function space. In particular, we addressed Newton-type methods, which offer the potential
of fast local convergence. The developed methods were applied to several model problems and
substantiated by numerical tests.

Shape optimization bears a close resemblance to optimization on manifolds. We provided a
new perspective on the connection between these different fields of optimization, in particular
regarding the concepts of second order derivatives and retractions. Based on these insights
we discussed several related algorithms for shape optimization. A well established approach
supposes that the initial domain is already close to a solution of the shape optimization problem.
In that case, the shape optimization problem can be reformulated on a fixed reference domain,
and a nonlinear optimization problem in a Banach space setting is obtained. In particular,
standard results and techniques can be applied, and second-order methods are readily available.
In most of this thesis we considered this setting, more precisely we described the admissible
family of domains via perturbations of a reference boundary. We derived an approximation of
the Hessian via its operator symbol for a class of elliptic model problems motivated by potential
flow pressure matching. The approximation can be used either instead of the Hessian in a
Newton-type strategy, or as a preconditioner for the true Hessian. Our numerical experiments
indicate that it has great potential in both roles. Inspired by the analogies to optimization on
manifolds we recently developed optimization methods which explore the whole admissible
family of domains. While the application of at least first order methods of this type is quite
common in shape optimization, the available literature regarding the convergence analysis of
these algorithms is very scarce. Inspired by linesearch methods along retractions, we developed
a framework for a globally convergent linesearch descent method. To the best of our knowledge
such a rigorous and general analysis has not been presented before. We further extended the
available theory by discussing generalized Newton methods in this framework. Note however,
that this approach is subject of current research, and has so far not been compared to more
established methods in shape optimization.

Besides the analysis of second order methods, the second focus of this thesis are point-wise
geometric constraints. These restrict the admissible shapes to be located inside or outside some
given regions. We considered two quite different approaches to handle such situations. In the
special case where the free part of the boundary is required to be located inside some convex set,
the situation resembles an optimal control problem with control constraints. However, due to
the smoothness of the transformations, similar problems as in state constrained optimal control
arise. We extended the theory of Moreau-Yosida path following in the field of optimal control
and show its applicability to shape optimization. Note, that our results are also applicable in
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a wider context. For instance, they fit into the setting of [BU15], where full-waveform seismic
inversion with additional constraints on the parameters is discussed. We successfully applied
the developed method to shape optimization problems in fluid dynamics, and considered
potential flow as well as Stokes flow. We would like to point out that second order methods
are, so far, only rarely applied in shape optimization, especially in combination with point-wise
geometric constraints. More general geometric constraints in the form of some regions which
should be contained, or which should not be contained in the optimal domain, were also
considered. We strictly enforced these constraints by projecting the search directions onto a
suitable admissible set. This strategy was applied to the problem of minimizing the resonance
of a harbor basin by modifying the shape of the breakwaters. Usage of the level set method
allows for topological changes during the optimization. Note that such a shape optimization
problem has, so far, not been studied in the literature.

Throughout this thesis we pointed out possible extensions and open questions. Let us summarize
some of these. Our analysis is based on the group of transformations F(©) from (2.3) and the
associated group of images Og({2)) of a set 2. However, several different transformations may
result in the same set 2 € Og({2). An isomorphism between transformations and associated
sets can be obtained by studying the quotient group F(©)/G(£2;), cf. Section 2.2.1. It would
be very interesting to properly study the tangent space of this quotient group and extend our
analysis of Chapter 2 to this setting. In particular this might facilitate the analysis of Newton’s
method, cf. Section 2.9. This section poses several open questions for the presented approach
which are all related to the fact that the shape Hessian with respect to F(©) has necessarily a
nontrivial kernel. In this context an extension of the developed algorithms to Quasi-Newton
methods seems particularly promising. An alternative might be to employ approximations of
the Hessian via its operator symbol. Our results for the potential flow pressure matching are
very promising, and motivate the application of our strategy for the derivation of the symbol
to other applications. Another issue which has to be addressed are suitable globalization
strategies and transition to fast local convergence. A combination of our globally convergent
descent method with second order methods would be the most obvious choice, but trust-region
or filter based globalization methods are also attractive candidates.

Regarding the topic of point-wise geometric constraints, it would be interesting to study
the convergence properties of (inexact) Moreau-Yosida path following in more detail. In
particular, the topic of second order necessary and sufficient conditions deserves further
attention. Another possible direction of research would be the integration of second order
information into the inner product used in our projected descent method in the spirit of
variable metric methods. Furthermore, a closer inspection of the idea of projecting domains
with respect to a suitable metric is warranted. Of course, also other methods for handling
geometric constraints can be conceived. In particular, it would be interesting to see wether one
could carry the ideas of sequential quadratic programming or interior point methods over to the
setting of shape optimization. Similarly, an extension to efficient Lagrange-Newton strategies
for PDE-constrained shape optimization would be beneficial. In this thesis we only considered
state equations in which the state enters linearly. We believe that the reduced approach
offers more advantages for such equations. However, in the case of nonlinear state equations,
the effort of evaluating the reduced objective increases dramatically, and a Lagrange-Newton
method might be better suited. The connection to optimization problems on manifolds, or
rather to optimization over vector bundles, may point the way to suitable algorithms.
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A. Appendix

A.1. The adjoint approach

In this section we show how to efficiently compute the derivatives of the reduced objective
i:V—=R, jU)=JU,SW)).

This can be achieved by the adjoint approach, which is for example described in [HPUU09,
section 1.6]. We only state the necessary equations for the convenience of the reader.

Let us briefly fix the setting. V,), Z are Banach spaces, the objective is given by
J:VxY—=R,
the state equation by
E(U,y) =0, where E:V x Y — Z*,

and the design-to state-operator S : V — Y satisfies E(U, S(U)) = 0 for all U € V. We assume
that J, E, and S are smooth enough such that all required derivatives exist. Recall the short
notation

P E(U,y) = (E(U,y),p) z" z-

For a given U we consider the solution y = S(U) € Y of the state equation
E(U,y)=0 in Z7,
and the solution p = p(U) € Z of the adjoint equation
p'E,(Uy)=0 in Y. (A1)
The derivative of the reduced objective is then given by
i'(U) = Jy(U,y) +p"Ey(U,y) € V"

If we want to solve the Newton equation with an iterative method like conjugate gradients
we need to evaluate j”(U )V € V*. For this, we further require the solution 2y, € Y of the
linearized state equation

Ey(Ua y)ZV = _EU(Ua y)v in Z*7
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and the solution ¢y, € Z of the linearized adjoint equation

Ey(Ua Y)qy = — Jyy(U7 Y)ay — JUy(U7 y)V
_p*Eyy(U7 y)ZV _pEUy(U7 y)V in y*

Now it holds

i"(U)V = Juu (U, )V + Ju(U,y)2v + ¢ Ey (U, y)
+ 0" Epu (U, y)V + 0" Eyy (U, y)zy €V

A.2. The adjoint approach for the extension operator

We demonstrate in this section how one can compute the derivatives of j(u) = jo(T(u)), when
T is given as the solution operator of the equation

KU =0 in £

U =u on 0f2. (A-2)

Note that this problem fits the setting of Section A.1, hence the procedure is already described
there. Nevertheless, we provide the necessary steps here in detail for completeness.

Let us specify (A.2) in more detail. We consider

KU, =-KFu in Vp,
U =Uy+Fu in V,

where V is a Banach space, V), its subspace with zero trace on 92, and F : U — V is some
suitable smooth linear extension operator.

Remark A.1. Imagine for example the linear elasticity equation, d = 2, U = H? (092, IRZ),
and V = H'(£2,R?). In Section 2.11.2 we discussed conditions which ensure then that T'(u) has
enough regularity to serve as a domain displacement. Introducing the operator F' is a standard
technique. It can be assumed to be smooth and equal to zero away from the boundary.

We assume that we can find a solution U for every boundary displacement u € U, and denote
the solution operator by T": U — V. Given a smooth functional j : V — R we now consider

jrU =R, j(u) =i(T(u).
The associated Lagrangian is given by
L:UXxVXxVyx V" xV;— R,
L(’LL7 U7 U07p17p2) = ](U) + <p17 U- UO - FU>V*,V + <p27 KUO + KFU>V§,VO’
We obtain

§'(u) = —F*p; + F*K"py € U,
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where F* : V* — U{" denotes the dual of F, and py, p, solve the adjoint equations

p1 = (T(w) in V*
K P2 =D in VQ.

Analogously we can evaluate the second derivative j”(u)v with the adjoint approach. We
introduce (zq,29) € V x Vy, and (q;,q2) € V¥,V which solve the linearized state equations

Kzy =—-KFv in V,
z1 =23+ Fv in V,

as well as the adjoint equations for the Hessian

a =—"(T(w)z in V'
Kqg =q in V.

One obtains

j"(uy = —F*q + F*K*q, € U".
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