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1. Introduction

The central subject of interest of this thesis is the class of optimal control problems with
partial differential equations and additional state constraints. The focus lies especially on
the construction of numerical solution algorithms to find an approximate solution to such a
problem, and the effectiveness of such algorithms.

The central problem class features many different ingredients, over which we give a short
overview here. The general problem form considered is

min J(q, u) geQueX
) (1.1)

Here, u is called the state function, searched for in the state space X, and ¢ the control variable,
searched for in the control space Q). In the field of optimal control, X is usually considered
a function space. The domain of the state functions might be a spatial domain 2 C R"
(n € {2,3}) or in the case of time-dependent problems a domain in time and space I x {2 with a
given time interval I = (0,7"). The operator S is called control-to-state operator. It represents
the solution operator of a partial differential equation, which in turn is called the state equation.
In this thesis, elliptic and parabolic state equations are considered. The problem (P) is then
called elliptic, or parabolic optimal control problem (OCP), respectively. The functional
J: Q x X — R is called the cost functional, and the function G is the constraint function for
the state. With all these ingredients present, (P) is called a state constrained optimal control
problem. Without the condition G(u) > 0 one would speak of an unconstrained optimal control
problem, which can be regarded as the basis class of optimal control problems.

Unconstrained optimal control problems have been of interest in applied mathematics for some
time now. A lot of practical problems, their origin ranging from civil engineering via optics to
chemical engineering and biological applications, can be modeled as optimal control problems
with partial differential equations. This is not surprising, since most technical processes allow
for user input after the initial setup, and guiding the system’s output to a user-determined
configuration is a natural desire as well. Also understandable is the possible need for bounds
on input and output variables. For most technical problems, only certain amounts of input are
possible, and concerning the output, certain states might lead to catastrophic scenarios that
must be avoided at all cost.

This thesis deals with state constrained problems, which can be motivated in different ways.
From the viewpoint of the field of optimization, (P) can be seen as an optimization problem
on ) x X, with a partial differential equation as an equality constraint, and a pointwise
inequality constraint. The motivation to consider this problem class becomes possibly clearer
from an applicational point of view. Suppose that a scientific or technical process of interest
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is described by a partial differential equation. For notational purposes the quantities which
are considered influencable are gathered in the control variable ¢. On the other hand, the
quantities that are regarded as descriptive of the process’ status, are gathered in the state
function u. We think of the partial differential equation in such a way that u is the solution
depending on ¢, and thus write formally u = S(q). The quest is now to find the pair (¢, u)
of a control ¢ and corresponding state u = S(gq) that is the most favorable to the user. By
means of the condition G(u) > 0 with a properly modeled function G the user can rule out
some pairs completely. Amongst the remaining pairs, favorability is determined by a given
functional J(q,u). This functional is modeled in such a way that a more favourable pair (g, u)
is mapped to a smaller value of J.

Optimal control problems with partial differential equations have been subject of investigation
for some time, see [63] for an early main work considering elliptic, parabolic and hyperbolic
optimal control problems. Numerical methods to solve these OCPs are usually comprised of
two steps, a discretization by the finite element method, and the solution of a discrete optimal
control problem. These steps are connected in an overall algorithm, so that a more or less
sophisticated sustained refinement of the discretization in the former step leads to optimal
solutions in the latter step which converge to the solution of the continous problem (P).

For elliptic OCPs without additional constraints solution methods have been discussed in
[32, B8] and many following publications. A priori discretization error estimations have been
derived for a number of settings and discretization methods. The most basic result considers a
distributed linear-quadratic optimal control problem on a convex domain of computation. By
using discretizations with linear finite elements described by uniform meshes with discretization
parameter h, the order of convergence of the finite element solutions ¢, to the exact one
can be proven to be A% in the L?-norm if either the variational discretization concept or a
postprocessing step is used, see [511 [71].

Parabolic problems pose more difficulties even for proving the existence of optimal solutions,
see [35, 163, 92]. Solution techniques have been developed and for the most basic case of
distributed control, Q@ = L?(I x §2), the linear-quadratic optimal control problem discretized by
linear finite elements in space, uniform with discretization parameter h, and the dG(0)-method
in time, uniform with discretization parameter k, the convergence order of h? + k has been
established for the controls gy to ¢ in the L?-norm. A proof can be found in [67], as a special
case of a more general result allowing for finite elements of different order.

A neighboring problem class frequently under consideration is the class of control constrained
optimal control problems. Here it is the control ¢ that is required to fulfill the pointwise
constraint, G(q) > 0, rather than the state u. The presence of this additional constraint may
reduce the regularity of the optimal solution of the OCP. This, in turn, reduces the order of
convergence of the numerical solution. An overview over different situations can be found
in [64]. A counter-measure to speed up the performance, or even restore the full convergence
order is the construction of locally refined meshes, that take the structure of the problem into
account. A widely used approach is the use of adaptive methods, where the discretization
error is estimated a posteriori on a coarse starting grid, and expressed in local contributions.
By the principle of equilibrating these error contributions, a local refinement algorithm is set
up. One example, where the a posteriori estimation assesses the error in the natural norms of
the involved spaces, can be found in, e.g., [46, 62]. A different approach is called goal oriented



adaptivity, here the error in terms of a functional of interest, for example the cost functional,
is estimated, see, e.g., [94].

In the problem class that is in this thesis’ center of attention, major care has to be put on
the state constraint. In comparison to unconstrained optimal control problems, the introduction
of the state constraint has the direct effect of a reduced regularity of the optimal solution, see,
e.g., [I7]. This has further consequences for the construction of solution algorithms for (L.1).

Consider first the solution of one discretized optimal control problem only. A direct approach,
yielding exploitable optimality conditions by incorporating the state constraint by the Lagrange
formalism, shows that the Lagrange multiplier, denoted by puy, is in general a regular Borel
measure. This means that a direct numerical treatment of this problem needs to face the
handling of Borel measures, and a simple transfer of the methods for unconstrained optimal
control problems is not possible. The method of choice to solve the discretized OCPs will be a
primal-dual active set method, introduced in [14].

An alternative approach is the regularization of the problem (P) on the continous level. This
means the construction of problems (P,), with v € R being the regularization parameter,
whose solution exhibits the higher regularity, but is close to the original solution in the sense
that the regularized solutions converge to the original solution with v — oo. These regularized
problems can subsequently be numerically solved with methods for unconstrained OCPs. This
approach leaves the question of how to balance the driving of v — oo and h — 0 (and possibly
k — 0) to achieve maximum effectivity of the method. Concrete choices of regularization are
the Moreau-Yosida-regularization, see [49] [54], and barrier methods, see [85], 86]. In this thesis,
the latter method is investigated.

Apart from the optimization on one discretization level, consider now the process of refinement
of the discretization. A second consequence of the reduced regularity is again the reduction
of the achievable order of convergence of the discretization error in terms of h — 0, £k — 0
if uniform discretization is used, see, e.g., |26}, 69]. Thus it is desirable to set up a mesh
refinement strategy to improve the convergence. In this thesis, a goal-oriented a posteriori
error estimator is derived by the dual weighted residual method, see [7] for an overview. For
problem the error estimator is dissected into the contributions, if they are present,

0= np + Nk + Na + 1y, (1.2)

which are the spatial discretization error, temporal discretization error, control discretization
error, and regularization error. Each of these contributions is then further split up into cellweise
or intervall-wise contributions, where applicable. The so obtained error indicators are used in
the execution of the mesh refinement strategy. In the construction of a comprehensive solution
algorithm for state constrained optimal control problems one must be aware that regularities
and convergence orders can also be reduced due to other phenomena, for example boundary
properties like reentrant corners or edges, or nonsmooth boundaries, or singularities in the
data, like jumping coefficients. If the spatial location of these singularities is known, they
can be treated with a priori knowledge, e.g. mesh grading techniques, see, e.g., [89] and the
references therein. The spatial location of the singularities due to the state constraints however
is a priori unknown. Therefore it is advantageous to use a posteriori techniques.

An additional goal of investigation in this thesis is the treatment of a large-scale real-world
problem, which originates from the field of civil engineering. For structures made of concrete,
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the time span of the first few days after the concrete pour is called young concrete phase. During
that phase the concrete solidifies, and its thermomechanical properties develop. Amongst
others, tensile strength is built up with time. The exact progression depends on the temperature
field inside the structure, which is changing due to chemically produced heat and heat outflow.
These phenomena in turn depend on initial and boundary conditions and material parameters.
Counteracting to this tensile strength, tensile stresses are building up. Should at any point
the tensile stress exceed the strength, the concrete will crack, which is seen as an event that is
to be avoided. The goal is to choose boundary conditions and material in such a way that no
cracks occur.

This practical problem can be modeled as an optimal control problem. The prohibition of cracks
translates as a constraint on the state variable. The state equation is a parabolic equation
coupled with one ordinary differential equation in every spatial point. So the problem does
not fit in the category strictly speaking, but on the other hand the additional ordinary
differential equation can be treated by standard methods. Since the concrete structures are
generally large-scale and nonconvex, a goal-oriented discretization is required. Thus the
numerical treatment of this problem by the methods developed in this thesis assures the
necessary effectivity.

Summarizing, the goal of the thesis is the efficient numerical solution of optimal control
problems with elliptic or parabolic state equation and pointwise state constraints, with all
aspects mentioned above to be taken into consideration. Preferably large problem classes
are set up. The two numerical solution strategies, amounting to the primal-dual active set
strategy and to an interior-point method, are developed for a given discretization. For both
these strategies a posteriori error estimators are derived, and used to guide an adaptive mesh
refinement algorithm.

The thesis is divided into the following chapters:

In Chapter [2] the necessary basic notation is introduced, as well as the basic form of elliptic and
parabolic state constrained optimal control problems. This includes the general formulation
of elliptic and parabolic state equations, state constraints and cost functionals. Assumptions
that allow for the proof of existence and uniqueness of optimal solutions are given. Common
concepts of numerical solution strategies are introduced: for unconstrained optimal control
problems the process of deriving optimality conditions, discretization and optimization meth-
ods are described, serving as a starting point for the development of the equivalent steps in
the treatment of state constrained problems. An overview of methods to include the state
constraints is then given, and the strategy for a posteriori error estimation and the adaptive
mesh-refinement algorithm is laid out.

In Chapter [3| these general concepts are concretized for elliptic optimal control problems with
state constraints. The state equation is formulated in a precise setting. For a large problem
class the unique existence of optimal solutions is proven. Necessary optimality conditions
of first order are given. The finite element discretization is described in detail, a continous
Galerkin method of order s is used to discretize the state space. For this discretized problem
the optimization is carried out with the primal-dual active set method. The a posteriori error
estimator is derived, consisting of the spatial part 7, and the control discretization part ny.
With subsequent splitting into the respective cellwise error indicators, the adaptive mesh
refinement algorithm is set up. Finally the interior point method as alternate optimization
method is introduced briefly.



Chapter [ deals with parabolic state constrained optimal control problems. Giving a precise
setting again allows to prove existence of an optimal solution and necessary optimality condi-
tions for it. The regularization by barrier functions is introduced, and optimality conditions of
the regularized problem are derived. Further, the finite element discretization in space and
time is carried out, using a continous Galerkin method of order s in space as before, and the
discontinous Galerkin method in time. The interior point optimization algorithm is applied.
The a posteriori error estimator derived distinguishes between the influences of regularization,
7y, and temporal, 7, spatial, 1, and control discretization, ny. Implementational aspects
are considered in Chapter f] A combination of all ingredients to a comprehensive solution
algorithm is given, considerations on the choice of parameters are made. Improvements of
subalgorithms in special situations are discussed.

Numerical experiments to validate the theoretical results and the advised optimization algo-
rithms of this thesis are carried out in Chapter [f] Combinations of elliptic and parabolic,
linear and nonlinear test problems with different structures of the active set are considered.
The efficiency of the error estimator itself, and its parts 1., 7%, 7,74 is evaluated. Also the
adaptive refinement strategy driven by the local error indicators is compared to the uniform
refinement strategy by the respective convergence rates.

Chapter [7] contains the application of the methods discussed in this thesis to the real-world
application of optimal control of young concrete thermo-mechanical properties. The model
functions for the different physical phenomena are introduced and the possibilities how to
assemble an optimal control problem are shown. The unique solvability of the state equation
and the existence of an optimal control is proven. Finally, several numerical examples are
considered and solved by the methods developed in this thesis.






2. Basic Concepts in Optimal Control

2.1. Problem setting

2.1.1. Notation

In the following, we will introduce the basic notation used throughout the thesis, and describe
the considered problem class in a rather abstract formulation. Let 2 C R™,n € {2,3} denote a
spatial domain with Lipschitz boundary 02 =: I'. For a point « € I" let n(x) denote the outer
unit normal vector of (2, if it exists. By LP(£2), W™P(§2), and H™(£2) with 1 <p <oo,m € R
we denote the usual Lebesgue and Sobolev spaces. The space of continous functions on {2 with
continous derivatives up to m-th order, m = 0,1, ... is denoted by Cm((}), and the dual space
to C°(2) = C(92) is identified with the space of regular Borel measures M({2).

The considered time interval is denoted by I = (0,7) C R. For any Banach space Z and
time interval [t1,t9] the Lebesgue and Sobolev spaces of time dependent, Z-valued functions
are denoted by LP([t1,ts], Z), W™P([t1,t2], Z), H™([t1,t2], Z). For a proper definition of these
spaces including Bochner integrals, see, e.g., [99]. If [¢1,t2] = I, the interval can be omitted
in the previous notation, and we just write LP(Z), W™P(Z), H™(Z). Again we identify
C(I x 2)* = M(I x £2). The following convention concerning the evaluation of space and
time dependent functions is used: a function v € C(I X {2) can be interpreted as an abstract
function v: [0,T] — C(£2), so that it is possible to write both v(¢,x) (a number) and v(t) (a
C(£2)-function) without being ambiguous.

All function spaces can be endowed with a subscript to prescribe a homogenous Dirichlet
boundary condition; the subscript 0 indicates the boundary condition is prescribed on the
whole boundary. If the condition is to be applied to a part Iy C I only, the subscript I is
used.

Let V, H, R be Hilbert spaces equipped with scalar products (-,-)v, (-, )m, and (-, -)g, respec-
tively, such that V' is continously and densely embedded into H. With the dual spaces V* and
H* the Gelfand triple V — H — V* is formed, assuming an identification of H with H* is
possible. This makes it possible to represent functionals in V* with their effect in the duality
pairing (-, )y~ by the effect in inner products (-,-) . Abbreviations for the most commonly
used scalar and duality products are

() =00, )m, (v,w)r = /(U(t),w(t))H dt, v,we L*(I,H),
T

()2 = ()2, (5 )rxe2 = () L2(1x2)

()= ('7‘)L2(F)7 (s )rxr = (‘7‘)L2(I><F)a

() = m@),c@) (01 = () maxe)oixo):-
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Throughout this thesis, parlance and notation will be differentiated depending on the type
of state equation S represents. The first case considers stationary problems, where the state
equation is an elliptic partial differential equation. After the general introduction in this
section, Chapter [3| is devoted to the study of elliptic optimal control problems with state
constraints. Here, the domain of the state functions v € X is £2. The specific choice of the
state space X is done in Chapter |3 as it depends on the properties of . However, one
basic regularity requirement that needs to be fulfilled simply because of the presence of the
pointwise state constraints, is the continuity of the states on the whole domain. This property
is used as a starting point for the derivation of optimality conditions, see [92] section 6.1], as it
assures that the cone of non-negative functions has interior points. Thus we require

X con) for elliptic OCPs. (2.1)

As a second case, time-dependent problems are considered, with the state equation being of
parabolic type. The detailed treatment is done in Chapter 4 As the state is now time and
space dependent, the domain of the state functions u € X is I x £2. Including the continuity of
the state function on the computational space-time domain, the state space has to be chosen
according to

X cOo(Ix ) for parabolic OCPs. (2.2)

For the choice of the control space no additional regularity requirements are made. The
domain of the control functions ¢ € Q is a subset of {2 for elliptic optimal control problems,
and a subset of I x 2 for parabolic optimal control problems. The actual choice depends
on the problem structure, specifically the way in which ¢ enters the state equation. In the
case of parameter control, it is also possible to choose Q@ C R* or Q C L2(Rk) as a subspace,
respectively.

2.1.2. State equation

The state equation is frequently introduced in different formulations. The classical form
employs a differential operator that will be denoted by A here. We will first introduce the
state equation for the elliptic case. Let a differential operator of second order

A: QxV > V* (2.3)
and a right hand side f € V* be given. They form the state equation in weak formulation:

Alg,u) = f. (2.4)

Remark 2.1. Thinking of classical situations in PDE analysis, the natural spaces employed in
the formulation in general contain discontinous functions. For example, the classical Poisson
problem is formulated in the space H{(£2). We can not choose this space as state space, since
this choice would not fulfill . Instead, the classical formulation with the natural space
denoted by V is set up, as done in . Then X is chosen as a subspace of V' in an way that
secures continuity of the states.
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The weak formulation (2.4]), being an equation in V*, can be concretized by testing with all
functions ¢ € V. As mentioned before, the right hand side is hereby represented as a scalar
product in H. Introducing the form

a: @xVxV =R, alqu)(p) = (Alg,u), p)v+v (2.5)

the weak formulation of the state equation is given as

a(q,u)(p) = (f,¢) VpeV. (2.6)

Remark 2.2. In the notation a(-)(-) the two pairs of parentheses are meant to indicate any
dependence of the function a on the argument(s) in the first parenthesis, but a linear dependence
on the argument(s) in the second one.

Two common examples for the state equation and the choices of the involved spaces are
considered next:

Example 2.1. In distributed control, ¢ may directly enter the right hand side of the partial
differential equation. As linear state equation we might consider

—Au(z) =q(z) Vre s 2.7)
u(z) =0 Veel

so that the choice @ = L*(2), V = H;(2), H = L*(2), a(q,u)(¢) = (Vu,V)e — (4. ¥)e,

and f = 0 fits into the framework.

Example 2.2. An example of a boundary control problem uses the control ¢ entering the
right hand side of a Neumann boundary condition. We then speak of Neumann control. As
linear state equation we might consider

—Au(z) + u(x) = f(x) Vee 2 2.8)

Opu(z) =q(x) Voxel .
with a given function f € L?(£2) so that the choice Q = L*(I'), V. = H'(£2), H = L?(£2), and
a(q,u)(¢) = (Vu, Vo) + (u, ) o — (¢, ¢)r fits into the framework.

In order to choose the state space X in accordance with and Remark we make the
assumption that the actual regularity of the state is better than u € V. This assumption
is justified in_many practical situations, and demonstrated in the previous two examples.
In Example [2.1|u € H?(£2), and in Example[2.2/u € H 3 (£2) can be shown in the case of convex
polyhedral domains.

Assumption 2.1. For every q € Q, every state u € V solving the state equation (2.6) has
actually the regularity

ue WhP(0) with some p > n. (2.9)
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This assumption assures the desired regularity v € C(£2) by utilizing the limiting case in the
well known embedding theorem

WlP(0Q) — C(2) Vp>n.
The final choice for the state space is thus
X =Vnwhr(Q) state space for elliptic OCPs. (2.10)

This choice yields a consequence for the differential operator A: in , we had introduced the
operator as A: @ x V, but Assumption implies that a definition of A: @ x X would have
sufficed. To find out the consequences of a restriction of the domain of A, assume functions
q € Q,u € WHP(£2) given and consider e.g. from Example the term

a(q,u)(v) = /(Vu -Vv —qu).

9]

This term is well-defined for any function v € W' (£2), such that in this case A(q,u) €
(W#'(£2))* can be allowed. This motivates the following assumption for the general case:

Assumption 2.2. The restriction of A to states that actually possess the reqularity u € X
restrains the image of A according to
A: Qx X — 7 .= (W' (2))*. (2.11)

Accordingly we assume f € Z*.

The space Z := W' (2) is called dual space. With the according redefinition of a,
a: Q XX xZ—=R, a(Qvu)(QP) e <A(Q7u)7QP>Z*,Z7 (212)

the formulation of the elliptic state constrained optimal control problem reads

min J(q, u) geQ,ueX

(Peur) 4 alg,u)(p) = (f,9) Yo Z : (2.13)
G(z,u(x)) >0  VYxe

Next, parabolic state equations are considered. The usual way to formulate a parabolic state
equation in weak form is

Opu(t) + Alq(t),u(t)) =f@t) Vtel,
u(0) = uo(q(0)).

To incorporate the potential time dependency of the control variable, the construction of @ is
done in the following way: The spatial layers of the controls ¢(¢) are elements of the space
R. The control space @ can then be chosen as a subspace of L?(I, R). Thus, in the
differential operator of second order is defined as A: R x V — V* first, and ug is a given
operator that allows the control to enter the initial condition. The states u are also time
dependent, so as a basis for the definition of X consider

W(I,V):={veL*I,V): ow e L*(I,V*)}. (2.15)

(2.14)

Similar to the elliptic case, an assumption on the regularity of the state and the range of the
differential operator need to be made:

10
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Assumption 2.3. For every q € Q, every state u € W (I, V') solving the state equation (2.14))
has actually the regularity

we LI, WP () n Whs(I, (WP (£2))*) (2.16)

. 2p
for a number p > n like above, and s > oon > 2.

This assures the continuity u € C(I x 2), as the embedding

LI, WhHP(02)) nWhs(1, (Wl’pl(Q))*) — C(I x 2)
holds for coefficients satisfying s > %
OCPs is chosen as

, proven in [2, O1]. Thus the state space for parabolic

X =WI, V)N LI, WEP(02)) n Wh(I, (WP (02))). (2.17)

Similar to the elliptic case, the necessary regularity of functions v for the term
/(Gtuv + Vu - Vo)dt
I

to be well-defined is used to motivate

Assumption 2.4. The restriction of A to states that actually possess the regularity u(t) €
WLP(02) restrains the image of A according to

A: R x (VAWYP(2)) — (W (02))*. (2.18)

Accordingly we assume f(t) € (WP (£2))*.

The necessary temporal regularity is brought in via the weak formulation: Defining the space
Z = L¥ (I, WY () nWh' (1, (WhP)*), (2.19)

the forms

a: Rx (VAWY2(Q) x W' (2) 5 R, alq(t), ult)) () = (Alg(t), u(t)): hyimianmin o)

and

QX XxZ R, algu)e) = [ alg(t), u(®)(p(0) dt
I

are well-defined. Allowing for right hand sides f € Z* and initial conditions ug: R —
V N WHP(£2) allows to set up the weak formulation of the state equation in the following
form

(Oru, @)1 + alq, u)(p) + (u(0), £(0)) = (f,0)1 + (uo(q), p(0)) Ve € Z. (2.20)

All together, the formulation of the parabolic state constrained optimal control problem reads

min J(q, u) geQue X
(Bpar) 4 (Orw, o)1 + alg, u) (@) + (u(0),0(0)) = (f, )1 + (uo(q), ¥(0)) Ve e Z )
G(t,x,u(t,xz)) >0 vt e [0,T],xz € £2.

(2.21)
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2. Basic Concepts in Optimal Control

Example 2.3. For the choice R = L?(L?(02)), Q = R, V = H}(02), H = L?(02) a state
equation representing distributed control is
Ou(t,x) — Au(t,z) = q(t,z) in I x £2,
u(t,z) =0 on I' x [0,T7, (2.22)
u(0,z) =0 on {2
so that a(q,u)(¢) = [ [(Vu(t,z) - Vo(t,x) — q(t,z)) dx dt. We can see that Assumption [2.4] is
I

justified, since for any u € X the number a(q,u)(y) is well-defined for any ¢ € Z, because the
lower regularity of ¢ is countered by the higher regularity in the definition of X, now also in
time.

The last point of this section covers both elliptic and parabolic problems again. In order
to formulate an optimal control problem of form the state equation needs to possess a
unique solution u for every control q. The abstract forms and do not imply unique
solvability. Furthermore, the approach that will be chosen for the evaluation of optimality
conditions requires S to be twice differentiable.

Assumption 2.5. The control-to-state operator
S:Q — X, S(q) =u

is well-defined and twice continously differentiable.

This assumption can be proven for large classes of state equations, see the specific chapters for
elliptic and parabolic problems.

Remark 2.3. The theory of optimal control of hyperbolic equations differs substantially from
the one for elliptic or parabolic OCPs and is also not as advanced yet. In this thesis, hyperbolic
equations will not be considered. Basic theory can be found for example in [63), [72], [73] or
the survey article [102] and the references therein. For numerical treatment, see [37, 140, 56],
amongst others.

2.1.3. State constraints

Throughout this thesis, the state constraint is given in abstract form by the function G, whose
domain depends on the type of the optimal control problem as follows

G:2xR—-R or G:Ix2xR—-R
and is often represented by the pointwise formulation
G(z,u(z)) >0 Vzen or  G(t,x,u(t,z)) >0 Vtel,zel (2.23)
An alternative formulation makes use of the admissible set, that is

Xog={ue X:G(z,u(x)) >0Ve € 2} or Xog = {u € X: G(t,z,u(t,z)) >0Vt c I,z c N}
(2.24)

12



2.1. Problem setting

The state constraint then simply reads
u € Xgqg- (2.25)

States u € X,q are called admissible. The notion of admissibility of controls is not used in this
thesis, as it refers to constraints of the control variable by an explicitly given set Q,q C (. In
order to execute the error estimation process later, we make the following assumption:

Assumption 2.6. The constraint function G is twice differentiable in the last variable, the
control w. Furthermore, G is continous in the remaining variables.

This assures that the concatenation G(-,u(-)) is a continous function, G(-,u(-)) € C(£2) or
G(-,u()) € C(I x £2), respectively. This observation retrospectively justifies the formulation
G(u) > 0 in (L.I), as we can now identify the term G(u) with a continous function from C(2)
or C (.7 X (_2). The Assumption is also useful since it guarantees the closedness of X4 in X,
which is proven next:

Lemma 2.7. Let G be continous. Then the set X,q s closed in X.

Proof. We give the proof only for the elliptic case, the parabolic case can be proved in an

analogous way. Consider a sequence u, — u in X. Since X — C({2) there also holds u,, — u

in C(42), so that there exists a constant M > 0 such that
lull ey < M, lunlloy <M VnelN.

Since now G: 2 x [~M, M] — R is uniformly continous in the second variable there holds
1GCun() = GG ul) gy — 0 or

G(-un(s)) = G(-,u(")) in C(0).

Since G(-,un(-)) > 0 on {2 it follows that G(-,u(-)) > 0 on §2 giving the claim of the lemma. [

Furthermore we require

Assumption 2.8. The admissible set X,q is convex.

In practical applications this assumption is often justified, as it means that convex combinations
of admissible states are admissible themselves.

The next lemma makes use of the fact that functions with G(-,u(-)) = 0 for some points are
still included in X,q4, a formulation of G(u) > 0 in the definition of X,; above could lead to a
non-closed set.

Frequently state constraints are given explicitly, without the use of the function G. We will
give a few examples of common forms of state constraints next, but in the remainder of the
thesis the abstract notation involving G will be kept.

13



2. Basic Concepts in Optimal Control

e The one-sided pointwise state constraint

u(z) < up(z) Vo e N or ug(z) <u(r) Vre
with given functions ug,up: 2 — R in the elliptic case. Equivalently
u(z,t) <wup(z,t) V(x,t) € 2 x][0,T] or  ug(z,t) <ulx,t) VY(x,t)e 2x][0,T)
in the parabolic case with given functions wug, up: 2 x [0,7] — R.
Generalizing the abstract formulation (2.23]), more than one constraint can be incorpo-
rated by using a function G: £2 x R — RF. As the additional constraints can be treated
analog to the first distributed constraint, we will for the sake of simpler notation restrict
ourselves to one constraint.
two-sided constraints

ug(x) < ulx) <up(z) or ug(z,t) < u(z,t) < up(x,t)

as a special case of the previous one, that frequently occurs in practical applications.

These types of constraints fulfill the assumptions discussed above. Constraints on the state
that are not considered in this thesis include

14

e constraints on the gradient, like ||Vu|| < Cq with Cg > 0 a given number, or constraints

that involve other differential operators. E.g. for gradient state constraints in elliptic
optimal control problems see [25] [100].

state constraints that are posed only on a subset of the domain, e.g.

u(z) <wup(z) Vel C 2,
where (21 has a positive distance to the boundary of the domain, dist({21,0) > d > 0.
This makes it possible to prove higher regularity of the state near the boundary, which
can be utilized in the error estimation process, see [57, 5S].
constraints in single points

G(zi,u(zi)) > 0 or G(ti, i, u(ti,x;)) >0 Vi=1,...,1

for some given points z; € 2 and possibly t; € I. See, e.g., [19, 6S].

e constraints on the control variable, or mixed constraints, like for distributed control

q(2) + u(z) < up(z).



2.1. Problem setting

2.1.4. Cost functional

In order to formulate an optimal control problem we assume a cost functional J: Q@ x X — R
to be given. (For practical purposes it suffices to have J: Q x X,q — R given.) While for the
purpose of this thesis J will be left in this abstract form, we remark that in many practical
applications, and thus in many scientific articles, J admits a special structure,

J(q,u) = J1(q) + J2(u),

it is assumed to be the sum of control costs Ji(q) und state costs Jo(u). A common representative
of this structure is the tracking type functional: Given a function ugy € X the OCP can be
interpreted as the task of guiding the state u as close to the desired state ug as possible. So
the aim is to find a control ¢ such that the distance [Ju — ug||? is as small as possible. The
utilized norm is here often the L?-norm.

In order to secure the coercivity of 7, often a regularization term ||q|]22 is added, weighed by a
typically small factor a > 0. So the most commonly used cost functional takes the form

1 o 1 «
J(q,u) = 5”“ - ud”%ﬂ(g) + §||QHQQ or J(q,u)= 5”“ - Ud||%2(9x1) + 5”9”2};
respectively, called tracking type functional.

For parabolic problems another practically interesting functional is end time control: wu is
controlled to reach a desired profile in the end time point, so that we choose

«
J(q,u) = [[u(T) - uall7 + 5\\(1\%

with a given ug € H.

The common approaches in the numerical solution process build on optimality conditions that
require differentiability of the cost functional. Throughout the thesis it will be thus assumed,
that J is Frechet differentiable. For the error estimation process higher differentiability is
required, the necessary assumptions on the cost functional will be indicated at the appropriate
places.

Further assumptions on J which assure the existence of a solution of (P) will be discussed in
the following section. Let us just anticipate that a cost functional of tracking type possesses
all necessary properties. This section is concluded by the an alternative description of
problem , that utilizes the reduced cost functional: provided the unique solvability of the
state equation, define

J:Q—=R (g = J(gS(q). (2.26)

Then the optimization problem (I.1)) can be represented in the reduced form:

B gkl 1€9 227
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2. Basic Concepts in Optimal Control

2.2. Existence and uniqueness of optimal solutions

In this section we will discuss conditions under which a solution of the optimal control
problem exists, and is unique. For the proof, some assumptions on the cost functional J
and the control-to-state operator S are made. Due to the general formulation of , these
assumptions may seem unnatural at first, however they are motivated by frequently considered
concrete realizations of the general problem class.

The first question is for the continuity of the control-to-state operator. This property is
desirable, as one would hesitate to call a problem with a noncontinous assignment between the
control and the state of the system a "control problem". In the proof of existence, a stronger
assumption on S is needed.

Assumption 2.9. Let q, — q converge weakly in Q). Then it holds that

S(gn) — S(q) in the sense of X
S(qn) — S(q) in the sense of L*(2) or L*(I x £2), respectively.

A strong convergence S(g,) — S(¢) in X is unrealistic for frequent state equations, but As-
sumption can often be shown.

The second quantity to consider is the cost functional. We will need the following properties
for our considerations, see, e.g., [23] for the notation:

A functional f: @ — R is said to be weakly lower semicontinous, if for any sequence (g,) C Q
holds

qn — qin Q = l%gff(Qn) > f(Q)v (2'28)
and it is said to be coercive over @, if
da>0,0eR:  f(qg) >alqllo+8 Vg € Q. (2.29)

If the cost functional can be dissected into control cost and state cost, we make the assump-
tion:

Assumption 2.10. The cost functional takes the form
J = Ji(q) + J2(u).

The functional Jy is continous from Q to R and convex, and Jy is continous from L%(£2) to R.

In the case where Jp is a regularization term Ji(q) = quHé, a > 0, see Section and Jo
is bounded from below, the reduced cost functional j = J; + Jy 0 .S is coercive.

A further assumption for the formulation of a meaningful OCP that possesses an optimal
solution is the following:

Assumption 2.11. There exists a control ¢* € Q such that S(q*) € Xqq.

Then we can prove the following general existence theorem:
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2.2. Existence and uniqueness of optimal solutions

Theorem 2.12. Consider the abstract optimization problem in formulation , with the
spaces Q and X as discussed in Section[2.1 Let S: Q — X be properly defined and continous
according to Assumption[2.9. The admissible set Xoq shall be closed and fulfill Assumptions[2.§
and[2.11. Let J be a functional according to Assumption [2.10 with a corresponding reduced
functional j that is coercive. Then there exists a globally optimal solution ¢ to .

Proof. Since there exists an admissible control, and j is bounded from below due to (2.29) it
follows that there exists an infimum value of the cost functional

j = inf J(q,5(q)) > —oo. 2.30
7= o (q,5(q)) (2.30)

Consequently there exists a sequence g, € @Q such that S(g,) € X,q and j(g,) — j. Coercivity
of j gives for some K > 0,np € IN

lanllo < K Vn > ng,

such that we can extract from ¢, a weakly convergent subsequence, for simplicity here also
denoted by ¢, with ¢, — ¢. This control ¢ is a candidate for the optimal solution.

Consider the sequence of associated states u,, = S(g,). Assumption gives u, — S(q) =: u.
For the next step, from [92, Theorem 2.11] it is concluded that since X4 is convex and closed
in X, it is also weakly sequentially closed. The definition of this property is that every weak
limit of u,, € X,q is itself in X4, so it is shown that u € X 4.

Again due to Assumption [2.9| this gives u, — u in L?(§2) or L*(I x £2). With Assumption
this yields instantly convergence of the values Ja(uy,), and the weak lower semicontinuity of J;
implied by the same assumption then gives

J(G.@) = J1(9) + Jo( lim uy) < lminf Jy(gn) + lim Jo(un) = lim J(gn,un) = J.

n—oo

O

In order to prove uniqueness, an additional assumption needs to be made, e.g. by using the
property of strong convexity of the functional j: @ — R over @), which means that

JAa + (1= Ng) < Aj(q1) + (1= A)j(e2)  VA€(0,1) Va1 # 2 € Q. (2.31)

Theorem 2.13. Consider the situation of Theorem[2.13. Let additionally j be strongly convez.
Then the optimal control q is unique.

Proof. Assume q; # G2 are solutions of (1.1)), A € (0,1) arbitrary. This would lead to the
contradiction

JA@+ (1= )a@) <Aj(@) + (1 = A)j(g2) =7
O

In the following part of this thesis, dealing with the numerical approaches, locally optimal
solutions are searched, i.e. controls ¢ € Q with S(q) € X,q such that

3 neighborhood Qg of ¢ s.t. j(q) < j(q) Vq € Qo with S(q) € X4, (2.32)

as these can be characterized well and in an accessible form.
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2. Basic Concepts in Optimal Control

2.3. Discretization and optimization algorithms for problems
without pointwise constraints

The upcoming section will give an overview over the adaptive numerical solution of optimal
control problems without pointwise constraints. The methods of optimization and discretization
widely employed to these problems are not directly transferable to the state constrained
problem . But they form the basis for the development of such algorithms, which will be
derived in Chapter 3| (elliptic problems) and Chapter 4| (parabolic problems).

The class of problems without additional pointwise constraints central to this section is

(P) { miji(g’(g e QueV (2.33)

The concrete formulation of its elliptic variant uses the form a: @ x V x V — R as defined
in . However the omittance of the pointwise state constraints removes the necessity of
securing continous state functions at this point. Thus the space V can be left as the state
space and the formulation of the unconstrained elliptic optimal control problem is

_ min J(q,u), q€Q,ueV
(Fet) { alq.0)() = () VeV, (239

Similarly, in the unconstrained parabolic optimal control problem, the state space is chosen as
W (I,V), such that the problem as a whole reads

o\ @ 0)r + ala.w)(@) + (u(0). 0(0)) = (1. )1 + (wola). 9(0) Vo € W(L V).
(2.35)
While the derivation of the optimality conditions is discussed in many sources, e.g., [92], the
approach for the evaluation of derivatives is detailed, e.g., in [65].

_ { min J(q,u), g€ Q,ue W(I,V)

2.3.1. Optimality conditions

A first-order optimality condition can be shown easily.

Lemma 2.14. If g € Q is a locally optimal solution of the problem (2.34) or (2.35)), and the
reduced cost functional j(q) = J(q,S(q)) is Gateaux differentiable in the point q, then there
holds

7'(@)(0g) =0 Vg eQ
Proof. See [65]. O
This result can not be carried over to the state constrained problem (2.27). The reason is
that the proof considers for every direction d¢ € Q) the points ¢ + \dq. For state constrained

problems, there may be directions dg such that the point g + Adq is not feasible for any A from
an interval (0, A\g) with some \g > 0. The proof could only be transferred under the additional
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2.3. Discretization and optimization algorithms for problems without pointwise constraints

assumption that g is feasible together with a neighborhood. This assumption would lose out
on the crucial situation of an active state constraint.

Since in general the problem (P) is non-convex, in order to prove first-order optimality
conditions, so called Karush-Kuhn-Tucker conditions, a constraint qualification is needed. In
the following it is assumed that the constraint qualification of Kurcyusz and Zowe holds. A
general formulation of this condition and its application in different settings can be found
in |92, Section 6.1.2]. In the context of the unconstrained optimal control problem here it can
be formulated as follows:

Assumption 2.15. Let ¢ € Q be a locally optimal solution of the problem ([2.34) or (2.35)).
Then the operator S'(q) is a surjective operator.

Remark 2.4. For some types of semilinear elliptic optimal control problems, Assumption [2.15
can be proven regardless, see the example in [92, Page 250].

The optimality condition then reads:

Lemma 2.16. Let (q,u) be a locally optimal point of the unconstrained optimal control
problem (2.34) or (2.35), and let Assumption be fulfilled. Then with the Lagrange
functional defined in the elliptic case as

L:QxVxV =R, Ligu,z):=J(qu)+(f 2)—a(qgu)(z) (2.36)
and in the parabolic case as

L:QxW(I,V)xW(I,V) =R, (2.37)
L(q,u,2) :=J(q,u) + (f — O, 2); — alg,u)(z) + (uo(q) — u(0), 2(0)) '

the following first-order necessary optimality condition holds: There exists an adjoint state
z € X, such that

L(q,u,2)(p) =0 Ve eV (elliptic) or Vo € W(I,V) (parabolic) (2.38a)
L (q,u,2)(p) =0 Yo eV (elliptic) or Yo € W(I,V) (parabolic) (2.38b)
L0 2)W) =0 Ve Q. (2.3

Proof. The existence of the adjoint state is detailed in [I0I]. The display of the conditions
using the Lagrange functional tightens the notation, see also [92] for a discussion of the formal
Lagrange principle. O

It is also possible to examine the existence of optimality conditions of second order, see,
e.g., [92], but in this thesis the numerical approach and optimization algorithms rely on the
first-order necessary optimality conditions.
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2.3.2. Evaluation of derivatives

In the last section, Lemma gave the optimality condition j'(¢)(dq) =0 Vig € Q as a
starting point for the solution of the unconstrained problem

(P) < (Pred) min j(q), ¢€Q (2.39)

So during an iterative algorithm to find ¢, we need to be able to evaluate the first derivative
j'(q)(dq) for the current iterate ¢ in any direction dq. We use the quantities from the Lagrange
approach to find a suitable representation. Thus for the current choice of ¢ we ensure that

u=S5(q) is fixed as the solution of the state equation

during the course of the algorithm. Analog, for the current ¢ and u = S(q), the solution of the
dual equation

Ll (qu,2)(p)=0 VpeV (2.40)

is denoted by z and called dual or adjoint state. By T': @ — V we denote the operator
mapping ¢q to its associated dual state, and in the implementation we ensure that

z="T(q) is fixed as the solution of the adjoint equation
during the course of the algorithm. With these choices, the state equation is equivalent to
Ll(gu,2)(p) =0 VpeV. (2.41)

Thus we get the following representations for the reduced cost functional and its first deriva-
tives:

i(q) = L(q,u, 2), (2.42)
7'(q)(8q) = L}(q, u, 2)(dq). (2.43)

The latter can be expressed explicitly by
7' (q)(0q) = J;(q, u)(dq) — aé(q, u)(dq, z) (elliptic case), and (2.44)

7'(9)(dq) = J4(q,u)(8q) — ag(q,u)(dg, 2) + (ug(q)(dq),2(0))  (parabolic case).  (2.45)

This representation is advantageous since the evaluation of the directional derivative of j in
the point ¢ in an arbitrary number of directions dq requires only one solution of a differential
equation, as the adjoint equation ([2.38b|) does not depend on the direction dq.

Later in the process of solving the nonlinear equation j'(¢)(dq) = 0 by the Newton method
it is necessary to evaluate second derivatives of j. More specifically, after discretization the
system of equations V2j(q)dg = —V(q) is typically very large. By using matrix-free methods
the full assembling of the Hessian matrix is avoided. Instead, the evaluation of matrix-vector
products for given directions dq is needed. This is equivalent to the evaluation of j”(q)(dq, 7q)
for one given dg and all directions 7q. In the derivation of a favorable representation, we start
with equation and add the terms £’ (q,u,z)(v) and £L’(g,u, 2)(w) to its right hand side.
They are both zero for any v,w € V due to the choices u = S(q), z = T'(¢). The resulting
equation,

7'(@)(00) = L£4(q,u, 2)(8) + L, (q,u, 2)(v) + L (g, u, 2) (w),
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2.3. Discretization and optimization algorithms for problems without pointwise constraints

is differentiated in direction 7q. Using the notation

ru=2S5"(q)rq and 7z =T'(q)7q, (2.46)
this gives the representation
7" (q)(q, 7q) = E_Zq(q, u, z)(0q, 7q) + _ﬁiju(q, u, z)(0q, Tu) +_£;’Z(q, u, z)(0q, 7z)
+ Lo (q,u, 2)(v,79) + Loy, (g, u, 2) (v, 7u) + Ly (q,u, 2) (v, 72) (2.47)

+‘C_lz/q(q7 u, Z)(’LU, TQ) =+ E_,z/u(qa u, z)(w, Tu)v

which holds for all v,w € V. We can show that it is possible to choose one v € V in such a
way that

! ~ll

Ly (q,u,2)(0q,0) + L1, (q,u,2)(v,0) =0 Vo eV,

since by differentiation of in direction dq this equation is true for the choice
v =5"(q)dq =: du.

In an analogous way we can show that it is possible to choose one w € V in such a way that

Lo, (q,u,2)(0q,0) + Ly, (4,1, 2) (0, 0) + L1, (g, u, 2)(w, ) =0 Vo eV,

since by differentiation of in direction dq this equation is true for the choice
w="T(q)dq =: 5z.

The remaining terms determine the representation

3" (@)(8a, 7q) = Lgq(q,u, 2)(3q, 7q) + Lejg(a, u, 2)(8u, 7q) + L4 (q, u, 2) (02, 7q) (2.48)

To summarize the procedure in explicit form, the evaluation of j”(q)(dq, 7q) for one given direc-
tion dg and possibly many given directions 7q is performed as follows: In the implementation,
for the current iterate ¢ we have calculated u = S(q),z = T'(q). Then, in the elliptic case

e Given dq, compute du by solving the tangent equation, which is

ay,(q,u)(du, p) = —ag(q,u)(dq, ) Vo e V. (2.49)

e Given dq, du, compute dz by solving the additional adjoint equation, which is

ay (g, u)(p,02) = Jg,(q,u)(0q, 0) + Iy, (g, w) (Bu, @)

" " (2.50)
— iy (@, u) (O, @, 2) — ag, (q,u)(0q, 0, 2) Vo e V.
e Calculate j"”(q)(dq, 7q) by
7"(@)(8q, 7q) = Joq (g, u)(8q, 7q) + Ty (g, ) (6u, 7q) 2.51)

- a:]/q(Qa u)(6Q7 4, Z) - an(Q7 u)(&u, 4, Z) - azl](qa u)(TQ7 62)

In the parabolic case, the equations are as follows:
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e Tangent equation: given dq, compute du by solving

(Oedu, )1 + ay,(q,u)(du, ) + (3u(0), 9(0)) = —aqg (g, ) (g, ) + (ug(q)(da), w(O))VsO( € V~)
2.52

e Additional adjoint equation: given dq, du, compute éz by solving

= (0, 002)1 + @, (g, u) (¢, 02) + (p(T),02(T)) =

— (@, ) (0, @, 2) — ag, (¢,4) (00, ¢, 2) + Ty (@, 1) (0w, ) + g (q,u) (0g, )0 € V.
(2.53)
Note that this equation runs backward in time.

e Calculate j”(q)(dq,7q) by

3"(2)(0g, 7q) = Jyq(q,w)(3q, 7q) + Jiiq(q; w) (du, 7q) — agq(q,u)(dq, 7q, 2)

— () (0u, 7, 2) — ag(q,u) (g, 62) + (ug(q)(79), 02(0)) + (ug(q)(9g, 79), 2(0)).
(2.54)

2.3.3. Discretization

In further preparation of the construction of approximate solution algorithms of the optimal
control problems, a discretization of the involved infinite dimensional objects is carried out. For
analytical purposes it is convenient to execute the discretization sequentially, yielding optimal
control problems on different levels of discretization. This section is used to explain this idea
and introduce the used notation in the context of unconstrained optimal control problems.
Detailed extensions for the treatment of state constrained OCPs are done in Sections 3.3

and [4.3]

The stepwise discretization of the state and control spaces is as follows:

22

e The starting point of all considerations, the problem (P) introduced in (1.1)), is the

continous problem. It is concretized as elliptic problem in (2.13)) or as parabolic problem
in (221).

For parabolic problems, a semidiscretization in time is performed. This corresponds to
the dissection of the time interval I into subintervals I,,, by the choice of time points
0=ty<ty <...,tpyy =T, and the construction of the semidiscretized state space X,
which contains those functions that are polynomials in time if restricted to one of the
intervals I,,. The related discretization parameter is a function k: I — R taking at every
time point ¢ € [0, 7] the value that is the length of the interval I,,, that contains ¢. It is
used as a subscript in all the related quantities.

Allowing for state functions from X}, in the formulation of the optimal control problem
results in the semidiscrete problem (Fy).

For both elliptic and parabolic problems, a discretization in space is performed. For
elliptic problems, this corresponds to the choice of a finite dimensional subspace X} C X.
The associated mesh 7T}, is a dissection of £2 into spatial elements; the space X}, contains
those globally continous functions that are polynomials on every element. The related
discretization parameter h is the function h: £2 — R taking at every spatial point the
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value of the diameter of the spatial element that contains this point. The set of nodes of
the mesh 7y, is denoted by N}, and their number by Nj,.

For parabolic problems, two different approaches are considered. The first one utilizes
the same spatial discretization at every time point, so it uses one mesh 7; and one
related function h: 2 — R like before. Consequently, the space X1, C Xj contains those
functions whose restriction to any temporal interval is a globally continous, elementwise
polynomial function. The second approach allows for different meshes 7, on each of
the subintervals I,,, and in the initial point t3. These are related to M + 1 functions
hi: 2 = R,i=0...M. The discrete state space X, is made up of those functions
whose restriction to the kth temporal interval, or ¢ = tg, is globally continous and
polynomial on every spatial element from precisely the kth mesh. Denote by N,, the
number of nodes of the mesh 7", and by Ny, and Npax the sum and maximum over
the respective numbers for all meshes.

Allowing for state functions from Xj or Xjj, results in the problem (Pr) or (Pgn),
respectively.

e In the case of an infinite dimensional control space @, the control space needs to be
discretized as well. Even if it is already finite dimensional, it can be worthwhile to
choose a smaller subspace. Since the control space is kept abstract, one cannot describe
the discretization process more precisely than by introduction of a finite dimensional
subspace Qg C Q. One can at least give a few hints concerning common situations. If @
consists of functions with domain £2 or I x (2, like X, a discretization analog to the one of
X, has the advantage that some residual term in the a posteriori error estimator vanishes.
A coarser control can sometimes be useful as well. In parameter control problems, where
Q is already discrete, we simply set Qg = Q.

Utilizing discrete controls allows finally to formulate the fully discrete problem (P, 4), or
(Pr.h,a), respectively.

Alternatively, for some problem classes the discretization of even an infinite dimen-
sional control space can be avoided if the variational discretization concept is used,
see Remark [3.4.

For simpler notation, an overall discretization parameter o will be used as a collective quantity
for all possible discretization procedures of a concrete problem. Comparing with above, it can
take the values 0 = (h), 0 = (k,h), 0 = (h,d) or 0 = (k, h,d). Thus, the optimal solution of
the fully discretized problem is always denoted by (¢o, t)-

On these levels of discretization, in order to formulate the optimal control problems, it does
not suffice to replace the function spaces. It is also necessary to discretize the state equation,
as it is not guaranteed that S(q) € X3 or S(q) € X, for ¢ € Q or ¢ € Q4. In the respective
chapters the discrete state equations will be introduced. This is equivalent to the introduction
of discrete solution operators for the according levels of discretization:

S Q—>Xk,
Sh: Q — X5 or Skp: Q—)th.

We introduce S, to refer to the highest level of discretization, so S, := S}, for elliptic, and
Sy := Spy, for parabolic problems.
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Also the state constraint is discretized by a function evaluation in finitely many points, e.g.,
the mesh points of the discretization of the state. In the respective chapters the constraint
G(-,us(+)) > 0 for infinitely many points x or (¢, z) is discretized by a constraint G4 (-, us(-)) > 0
in finitely many points.

The cost functional does not need to be discretized explicitly, but is discretized indirectly by
the insertion of the discrete state into the functional. The discretized reduced cost functionals
are defined as

Jk: Q@ =R, jr:=J(q () (2.55)
Jn: Q@ = R, jn:=J(q,Su(q)) or jrn:Q—R, jrn:=J(q, Skn(q)) (2.56)

Analog to the notation before, j, always refers to the highest level of discretization.

2.3.4. Optimization methods for unconstrained problems

It has not been discussed yet at which point in the solution process of the discretization
is applied. It is possible to discretize (P) directly and then apply a finite dimensional
optimization algorithm, which is called the discretize-then-optimize approach. Or one can
apply optimization theory to (P) and discretize later, when optimality conditions have been
found, the optimize-then-discretize approach. This decision is also connected to the utilized
optimization method. Since some of the optimization algorithms can be formulated only for the
discrete problem, the derivation of all algorithms for the comprehensive solution will be made
using the discretize-then-optimize approach formally. However it can be shown that when a
Galerkin type discretization is employed, and the state and adjoint variables are discretized by
the same method, the two approaches lead to the same discrete optimality system, [52] Section
3.2], so that the discrimination between these two approaches does not need to be pursued in
this thesis from now on.

The explanation of the optimization method for unconstrained problems, that will be used as
a basis for the development of algorithms to solve , will be carried out for the discretize-
then-optimize approach. The discretization will hereby be left abstract, we assume to be
given the discrete spaces Qg C @ and X C X or X, C X. It can however be anticipated
here that a Galerkin finite element discretization will be used later. So for the task of this
subsection, to find an optimal solution of the discretized version of , no additional
optimality conditions and related equations need to be derived. Due to the analog structure,
the relations from Section stay valid, just by replacing the spaces @ and X by their
discrete counterparts.

Remark 2.5. The restriction of Xz C X is only for simplicity of the expressions in this
section and does not allow for discontinous Galerkin discretization in time. This type of
time discretization causes additional jump terms in the state, adjoint and additional adjoint
equations, the explicit formulation can be found in [65]. For state constrained OCPs in the
main part of this thesis, dG methods will be considered and the corresponding terms will be
derived in Chapter
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2.3. Discretization and optimization algorithms for problems without pointwise constraints

The algorithm is based on the Newton method to solve the nonlinear equation j/ (¢) = 0, which
is the first order optimality condition for the considered problem

{ min J(gq, u), q € Qa,u € Xp or Xpp, VN min j,(q), ¢ € Qq. (2.57)

u = S5(q)

As indicated before, in order to exploit the representations of Section [2.3.2] it needs to be
ensured that during the course of the optimization algorithm the state and adjoint variable are
set as the solutions of the discrete state and adjoint equations, represented by the operators
u = S,(q) and z = T,(q), with the current iterate ¢q. In the following we describe how to
calculate one Newton step for the equation j/(¢)(dg) =0 Vg € Q4. This means, given the
current iterate ¢ € Q4 we search for the direction dg € (04 in which the step is taken, i.e. the
next iterate is determined by

q+ Mg,

where A\ = 1 is chosen for a full Newton step, or a A < 1 is determined, e.g., by a line search
method. The full Newton step dg is determined by

J5(@) (0, 7q) = —jo(a)(rq)  V7q € Qu, (2.58)
or equivalently for all vectors 7q from a basis of Q)g.

To set up the equations representing the necessary quantities as matrices and vectors to be used
in an implementation, introduce the gradient Vj,(¢) € Q4 and the Hessian V25, (q): Qq — Qq
by the usual Riesz representation formulas

(Vie(q),79)q@ = jo(q)(1q) V7q € Qq
(V2 (9)6q,79)0 = j2(q)(5q, 7q) Voq,7q € Q.

Next, we want to express the gradient and Hessian by means of a basis {qu}?;nf Q4 Denote

the coefficient vector of the gradient with respect to that basis by f, such that

dim Qg
Vielq) = Y fimg;.
=1

It follows with

dim Qg )
(Vie(q),ma) = > £(rq;,7q:) that  Gf = (j.(g)(ra:)) 2 9, (2.59)
j=1

where G is the Gramian matrix with the entries (7q;, 7¢;) at the (4, j)-th position. The vector
(3! (q) (7:)) 5™ Q4 can be evaluated by the right hand sides of (2.44) or (2.45)), respectively.

Next, the full Newton step dq is also expressed by its coefficient vector, denoted d, such that

dide
&= Y djry;.
j=1
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Its definition equation

(V2is(q)0q,7q;) = —(Vis(q), 7¢;) i=1,2,...,dimQy. (2.60)
thus becomes

dim Qg
> di(Vel@)Tgs, 7)) = —(Vie(q),7q:) i=1,2,...,dimQq,
j=1

so that d is determined by
Kd = (V2jo(q)dg, ma)i21 = (75/(a) (6g. 7:))i21 ¥* = ~ G, (2:61)

where K is the matrix with the entries j./(¢)(7¢;, 7¢;) at the (i, j)-th position. The entries of K
can be evaluated by the right hand sides of (2.51)) or (2.54)), respectively. This allows finally
to set up the linear system used to determine the Newton step as

Hd = —f (2.62)

where the matrix H = G!K as the coefficient matrix of the Hessian V?2j,(q) is symmetric.
The execution of the Newton algorithm with the explicit buildup of this matrix H and the
following exact solution of the linear system is called an exact Newton method. If dim Qg
is very large, this computation is very costly due to H typically not being sparse, and can be
avoided by solving iteratively by a method that utilizes only products of of the matrix
with a vector, e.g. the CG method. Hereby a product of the form V?2j,(q)dq is represented by
its coefficient vector h where

. di
Gh = (j5(q) (3, 7a:))i 23 (2.63)
similar as before. This approach including the approximative solution of (2.62) is an example
of an inexact Newton method. For more considerations on different solvers see [65].

Assembling all the parts introduced above, we obtain Algorithm [2.1] for finding the optimal
solution of problem . Techniques well established for Newton type algorithms, like line
search, and a stopping criterion based on the norm of the coefficient vector f, complete the
algorithm.
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2.4. Treatment of inequality constraints

Algorithm 2.1. Newton-type optimization for an unconstrained optimal control
problem

1: input data: current triple ¢°,uY, 29
0

where there is secured u® = S, (¢"), 2° = T, (¢°)

2: parameter: TOLyN, TOLy,
3: Set counter i = 0.
4: repeat
5. Compute f as vector representation of Vj,(q") by
6:  Compute d as vector representation of the Newton update dg
by solving Hd = —f iteratively, e.g., by CG method with tolerance TOLy,
7: for any product Hd the CG algorithm requests do
8: With ég being the direction represented by d
9: Compute du by the tangent equation of the current problem
i.e. or
10: Compute &z by the additional adjoint equation of the current problem
i.e. (2.50) or (2.53)
11: Evaluate (2.51) or (2.54) to get right hand side of
12: Get h = Hd by solving ([2.63))

13:  Determine step length \* by line search
(might involve repeated solution of the state equation)
14:  Set ¢'t' = ¢ + \idg
15:  Compute u't! = S, (¢*!)
16:  Compute 2™t = T, (¢ 1)
17: i=1+1
18: until |Vj,(¢")| < TOLN
19: output data: ¢*,u?, 2

2.4. Treatment of inequality constraints

In this section we will give a raw plan on the necessary steps to include state constraints into
the analytic and algebraic framework laid out in Section [2.3] The basic equations exploited in
the set up were the optimality conditions . Thus first the equivalent Karush-Kuhn-Tucker
conditions for state constrained problems are derived. The evaluation of the Kurcyusz-Zowe
constraint qualification according to [92] yields a more comprehensive condition:

Assumption 2.17. Let q be a locally optimal control for (Py;). Additionally to Assump-
tion there exists a control § € Q such that S(q) +5'(q)(§ — q) € int(Xaq)-

It is also called a local Slater condition, and has the meaning that the resulting function
S(q) 4+ S'(q)(¢ — q) has no active points. The equivalence of the local Slater condition and the
Kurcyusz-Zowe constraint qualification relies on the fact that the set used to formulate the
inequality constraints, i.e. X,q, possesses interior points, see [92]. It was therefore crucial to
set up the state space X as a space of continous functions, a demand that was made at the
very beginning in . Without this property the KKT conditions, which are the basis of
the numerical solution algorithms and the error estimation and adaptivity process, would not
stand.
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The compact representation of the optimality conditions uses the Lagrange functionals, defined
by

L: Q X X X Z X M(Q) - ]R’ ‘C(qaua Z?H’) = J(Qa U) + (fa Z) - a(q,u)(z) - <1UJ7 G(u)> (264)
in the elliptic case and

L:QXXXZxM(Ix2)—R,

L(q,u, 2, p) := J(q,u) + (f — O, 2)1 — a(q, w)(2) + (uo(q) — u(0), 2(0)) — (1, G(u)) (2.65)

in the parabolic case. With the use of the following notation for Borel measures pu € M(£2),
w>0 & (n, f) >0 Vf e C(R2) with f(x) > 0in £, (2.66)
the optimality conditions take the following form:

Lemma 2.18. Let (q,u) be a locally optimal point of the state constrained optimal control

problem (2.13)) or (2.21)), and let Assumption hold. Then there exists an adjoint state
z € Z, and a multiplier i with i € M(S2) in the elliptic case and i € M(I x §2) in the
parabolic case, such that

LAq 0,2, m)(p) =0 VYpeZ
L,(q,u,2,m)(p) =0 Yoe X

2.67
Ly(q,u,%,1)(¢) =0 VY eQ (2.67)

The proof of existence is again done in [I0I], for the representation using £ compare [92]
Section 6.2].

Some recent results on second-order sufficient optimality conditions for state constrained
elliptic problems can be found in [20)].

The next steps in the transfer of the ideas from unconstrained problems, the evaluation of the
derivatives and the discretization, are very specific to the type of the state equation and thus
discussed in the specific chapters. For the treatment of state constraints in the optimization
process, a wide variety of approaches has been developed. An overview will be given in the
following.

The first method to be outlined is the primal-dual active set (PDAS) method. Note that the
loss of regularity, reflected by the introduction of the measure u, has a direct effect on the
choice of the optimization method, see [14] and the references therein. Also, for the continous
state constrained optimal control problems the PDAS method can not be established as an
analog to the control constrained case. Instead, the method is formulated for the discretized
problems.

The description is reduced to the variables gz and pp,, thus uy and zj, are required to be coupled
to qq4 and pp, by the discrete state and adjoint equations. For elliptic problems, the basic idea
is as follows: given an actual control ¢; and multiplier u; we alternate between the following
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2.4. Treatment of inequality constraints

steps: First determine the active set, that is the set of points where the state constraints are
exactly fulfilled or plain violated

A= {iL‘Z S Nh : Gh(uh(xz)) +c-p; < 0}, (2.68)

with some constant ¢ > 0. Then, calculate a new pair (gq,up) by solving the minimization
subproblem

(P ) min J(Sh(Q)¢Q) qc Qd
EIY Gr(Sn(q)(z:)) =0 Vo, e A

which requires an equality constraint to be fulfilled on the active set. The repetition of the two
steps is stopped if two successively computed active sets are equal. The PDAS method will
be described in detail in Section for the solution of elliptic problems. It is equivalent to a
semismooth Newton method. Thus for one given discretization the PDAS method converges
superlinearly, but considering the repeated solution of the discrete optimal control problems
on adaptively refined meshes, there holds no mesh-independence. For a detailed discussion,
see [47), [49].

It should be noted that (Pg) is only guaranteed to have a solution for some kinds of optimal
control problems. In general this does not hold, e.g., for boundary control problems. This
question is discussed in detail in Section [3.4]

Remark 2.6. A method that incorporates the state constraint directly without utilizing a
Lagrange multiplier, for a smaller class of problems, is introduced in [50]. It utilizes a level set
approach.

Another class of methods to incorporate state constraints are regularization methods. Here
the state constrained problem is altered in such a way, that the solution regains the original
regularity and can thus be calculated by known methods. An example is the barrier method,
see, e.g., [85] 7], where a regularization term is added to the cost functional: Instead of ,
the problem

u=S(q)

is considered with a regularization parameter v > 0 and a barrier functional b, (u) that is
chosen in such a way that it is small for values bounded away from the constraint, but goes to
infinity as the state function approaches the constraint. Clearly, this problem belongs to the
class and can thus be solved by the techniques described before. Driving v — oo lets
the solution of (P), denoted by (g, u), approach the solution (g, u) of the state constrained
problem. On the other hand, the regularization introduces an additional error, that has to be
accounted for in the error estimation process.

A barrier method will be applied to elliptic state constrained OCPs in Section and studied
in depth when solving parabolic problems in Chapter 4| Naturally, also the problems (P) are
discretized to solve them approximately. The solutions of the discrete regularized problems
are denoted by (¢yo, Uye).

P { minJy(¢,u) := J(q,u) +by(u)  qEQueX (2.69)

In contrast to barrier methods, in Moreau-Yosida regularization, the regularized problem
is given by B
min J (g, u) + %bf (A=1G)*]?  qeQueX

P’Y
) u=15(q)

(2.70)
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in the elliptic case and the obvious analog for parabolic problems. In (Py), v > 0 is the
regularization parameter, \ a given square-integrable function, and (-)* is short for max(0, -).
Here, infeasible iterates are allowed, as penalization is only done on violation of the bounds,
and not on approaching the bounds. Driving v — oo lets the solutions of (P,) approach that
of (P); see, e.g., [T4] for parabolic problems. Path following methods, that describe how fast
the iteration v — oo can be done, are discussed e.g. in [4§].

Some different regularization methods depend on the actual structure of the problem, for
example they require distributed control, which means ¢ is defined on the same domain as u.
In Lavrentiev regularization, the regularized problem is given by

) geQ,ueX
(P:) u=5(q) , (2.71)

with the regularization parameter € > 0. The condition G(u) + eq > 0 is a mized state-control
constraint. Optimal control problems with that type of constraint exhibit solutions of full
regularity, in particular the Lagrange multiplier is an L2-function, see, e.g., [75, @3], thus
enabling the use of optimization algorithms derived from the optimality system in a way similar
to the proceeding for optimal control problems without further inequality constraints. Driving
e — 0 lets the solutions (ge,u.) of (P.) approach the solution (g, u) of (P); see, e.g., [74] for
parabolic problems. Strategies how to drive € — 0 have been considered, e.g., in [21].

In contrast to this situation, for boundary control it is not possible to add u and ¢ as the
domains of the state and the control function are different. A regularization can still be done by
the virtual control concept, which was developed in [59]. The virtual control v is introduced
as a new quantity, defined on (2, or I x (2. The regularized problem is then given by

min J(q,u) + Y20l 2) g€ Que X,ve L)
(F:) u=S(q) + S(P(e)v) (2.72)

G(u)+&(e)v >0

with some functions ¥(g), d(¢), &(¢), and the operator S is the solution operator of the partial
differential equation that is obtained by equipping the original state equation with homogenous
boundary conditions and using the argument of S as the distributed right hand side.

2.5. A posteriori error estimation and adaptive algorithm

The optimization methods introduced in the last section can be used to solve a discretized
version of the optimal control problem . Any such discrete problem is described by a set
T containing the following elements: the spatial meshes 7, or 7,”, m = 0... M, for parabolic
problems the time intervals I,,, m = 1... M, and the discrete control space Q4. If a barrier
method is used, the regularization parameter v is needed to describe the discretized problem
as well.

In an algorithm to find the best possible approximation of (g, u), under restriction of the
computational effort or tolerance, not only one such discrete problem is solved. Instead,
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2.5. A posteriori error estimation and adaptive algorithm

a sequence of such problems is solved, described by the discretizations T and possibly
parameters v, i =0,1,..., in the following fashion: the starting discretization 7®, and
possibly 79, are given. Now the discrete problem is solved and the respective error is estimated.
The information generated from this estimation is used to create a refined discretization 70+1),
and possibly a new ’y(”l). This process is repeated until the overall error is estimated to be
smaller than a given tolerance.

The easiest strategy for the refinement step T — T+ is uniform refinement: in the
temporal discretization the time intervals are bisected into two equal parts, and in the spatial
discretization every spatial element K is dissected into an appropriate number of elements of
equivalent size, by bisection of each edge. Since in this refinement strategy no information
from the problem itself is used, it can not be expected that it decreases the error in the fastest
possible way.

Looking for a different strategy to decrease the error, one important question is: in which
quantity is the error measured. This determines the quantity that is decreased well, and about
evenly distributed over the cells or time intervals. A possible approach is assessing the error
measured in the natural norms of the spaces in question, i.e.

|4 — el x and [|§ — g0 |-

But since it is the minimization of J which determines the success of the computations, i.e. the
convergence and its rate in terms of effort, one has a strong cause to estimate the discretization
error with regard to the cost functional. The error estimators developed in this thesis for state
constrained problems will follow this principle of goal oriented error estimation. This approach,
estimating

J(dv a) - J(QUauo) ~ 1,

has been developed in [8] considering unconstrained elliptic optimal control problems. It
has since been successfully developed to be applied to parabolic problems [66], and problems
including control constraints [44] [94] or state constraints [I3], 41]. A somewhat more general
concept is to estimate the error in a given functional I: @ x X — R, called quantity of interest.
This estimation of (g, u) — I(gs, u,) can be motivated by physical considerations, when the
quantity that the user is actually interested in is not the one that is to be minimized. For
unconstrained and control constrained problems this concept is developed in [111, 12}, 65].

The error estimator 7 consists of all of the following shares, or a selection of it:

nr: For parabolic problems, a discretization in the time variable is necessary, the estimate of
the temporal discretization error is denoted by 7.

np: A discretization in the space variable is always necessary, the estimate of the spatial
discretization error is denoted by 7.

nq: If the control space is discretized, Qg C @, the introduced control discretization error
is estimated by 74. On the other hand, should Q4 = @, which can happen for finite
dimensional control spaces only, then 71, does not occur.

ny: If a regularization method is used, the introduced regularization error is estimated by 7.
On the other hand, if we use the PDAS method, then 7, does not occur.
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Some of these can be dissected further; localized according to temporal and spatial influence:

N, For parabolic problems, the temporal discretization error consists of estimates of the
error on the subintervals I,,,

M
=Y ni (2.73)
m=1

nn: The spatial discretization error consists of estimates of the error on the cells K. If there
is only one mesh T, we have

Nh = Z Nh,K - (2.74)
KeT,

In the case of dynamic discretization in space the localization is

M
=Y Y 0k (2.75)

m=0 KeT,"

Should either temporal or spatial discretization be chosen for refinement, the refinement can
now be done locally guided by this localized error estimator. For the control discretization a
similar construction is possible, if @ is also distributed in time and/or space.

The overall strategy is displayed in Algorithm The parameters ci, c2,c3 € (0,1),cy € (1,00)
can be used to fine tune the behavior of the algorithm, but should be chosen with care, as to
allow for a sufficient distance in the distinction of the cases. Where not indicated otherwise, in
the numerical experiments the values c; = 0.6,c2 = 0.8,¢3 = 0.9, ¢, = 3.16 were used.

Before carrying out this a posteriori strategy, the question arises what improvement can be
expected compared to a uniform refinement strategy. For reference, consider the optimal
control problem with linear elliptic state equation, distributed control and tracking type
cost functional, on a two-dimensional domain. For uniform discretization with discretization
parameter h, the convergence rate of ||¢ — ¢, ||12(¢), indicative of the one for the cost functional
J(q,u) — J(qgo,us), is h? for the problem without additional pointwise constraints, see [64].
The inclusion of state constraints reduces the order to h'~¢, see [26].

This simplest example shows already an order reduction. Therefore the goal of the adaptive
refinement strategy is to improve the convergence order, or at least improve the convergence
by a constant factor.

Similarly to state constraints, other types of singularities can cause convergence order reduction.
Consider for example singularities due to reentrant corners or edges in nonconvex domains.
In [5] the convergence order is improved by the creation of non-uniform meshes, albeit the
utilized techniques use a priori information as opposed to the a posteriori approach used in
this thesis.

In the case of optimal control problems it can be argued that the inclusion of the state
constraints leads to the lower regularity of the optimal solution and thus the lower convergence
rates via irregular data in the dual equation. Considering the sole finite element approximation
of such a partial differential equation with irregular data, without connection to an optimal
control problem, convergence order reduction can be countered by the use of graded meshes.
In Appendix[A]such a partial differential equation is considered. Its finite element approximation

32



2.5. A posteriori error estimation and adaptive algorithm

Algorithm 2.2. Error equilibration algorithm

1: input data: the old discretization T' = (T, Qq) (elliptic)
orT = ((Ln)f\f:1  Ths Qd> (parabolic)
orT = ((Im)ﬁ{:1 , (7;:")7]\,{:0 , Qd) (parabolic, dynamic)
and possibly the old regularization parameter ~y

2: parameters: cy,c,C3,Cy
3: Evaluate the relevant error estimators of 1., nx, 7, 74 according to

- @3, (elliptic OCP)
- ([&41), [@48), [@46) (parabolic OCP)

4: calculate relative contributions: with %ot = |na| + |7n| + |7k| + |74| these are

s mal 5ol s el 5 Il
m = ﬁtat’nQ - ﬁf,ot’ng - ﬁtot’n4 T Mot

if the maximum relative contribution from {71,...,74} is > ¢; then
choose the relevant structure for refinement
else if the two largest relative contributions from {7,...,74} combined are > ¢y then
choose the two relevant structures for refinement
else if the three largest relative contributions from {7, ...,74} combined are > c3 then
10:  choose the three relevant structures for refinement
11: else
12:  choose all four structures for refinement
13: Refinement process. Set T =T, 7 = 7.
14: if spatial discretization is chosen for refinement then
15:  refine T;, = Tj,, see Algorithm (elliptic)
or T, = T, see Algorithm (parabolic)
or (Thm)f\fzo = (7_;—:")7]\::() , see Algorithm (parabolic, dynamic)
16: if temporal discretization is chosen for refinement then

17 refine (Im)T]\f:1 = (fm)le, see Algorithm (parabolic)

or refine (Im)fgzl = (I:m)i:[:l, with (7_%”1);/[:0 = (’7_;—17")”]:[:0 see Algorithm
(parabolic, dynamic)

18: if « is chosen for refinement then

19:  set ¥ = ¢,y

20: if Qg is chosen for refinement then

21:  refine Q4 = Qq as described in Section 3.5 or Section

22: output data: the new discretization T, the new regularization parameter

on a family of uniform meshes would lead to convergence order h? for a regular right hand
side, but only h!'™¢ for irregular data. Then a family of meshes 7y, is constructed that is not
uniform but graded, such that the convergence order is restored to h2\ln(h)|%. The existence of
such meshes justifies the expectation to restore the convergence order also for state constrained
optimal control problems. The intention of this thesis is the creation of such meshes using
a posteriori techniques, as the location of the singularity caused by the state constraint is a
priori unknown.

Returning to the more general thoughts from the beginning of this section. To set up a
fair comparison of the quality of different strategies solving (P) approximately, we need a
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2. Basic Concepts in Optimal Control

measure of the computational effort invested to reach a certain error level J(q, u) — J(qo, ty), Or
J(q, 1) — J(Gyo, Uyo) if the solution method utilizes regularization as well as discretization. If no
regularization of the problem is involved, the number of degrees of freedom of the discretization
may be an acceptable measure for the complexity of the discrete problem. It is plausible that
at least asymptotically this does not skew the comparison.

This does not hold when using regularization. One could, without changing the number of
degrees of freedom, increase the regularization parameter v reducing the error but increasing
the necessary computational effort, as the problem gets harder to solve due to a larger condition
number of the discrete problem. As this increase in relation to the one caused by increasing
the degrees of freedom is unknown, it cannot be accounted for. To achieve a more reasonable
comparison, one may

- compare only computational times. This has its drawbacks as it is implementation
dependent and requires the numerical tests to be carried out on a closed system to avoid
fluctuations in computational power,

- leave v constant and only compare efficiency of the other refinements,
- couple the increase of v to the number of degrees of freedom.

One could also investigate computational efficiency in terms not only of elapsed time, but also
of needed storage space. We think however that the developments in the computer industry in
the last decades have made the issue of limited storage space almost disappear, so we do not
investigate this further. For some application problems like climate models it might however
be a valid concern.
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3. Elliptic Optimal Control Problems with
State Constraints

In this chapter elliptic optimal control problems with pointwise state constraints are considered.
With the notation from Section such a problem takes the form

min J(q,u), ¢ € Q,ue X
(Peu) § alg,u)(p) = (f.9) VoeZ (3.1)
G(u) >0
For a large class of semilinear elliptic state equations unique existence of a solution of the state
equation is shown, and conditions under which a local optimal solution of exists, and
obeys first order Karush-Kuhn-Tucker optimality conditions are given.
For the numerical solution of any elliptic optimal control problem with a locally optimal point
obeying these, the finite-element-discretization of problem (P;) will be executed, and two
optimization algorithms will be discussed. For problems with distributed control, a primal-dual
active set method can be used. Here, the Lagrange multiplier needs to be introduced into the
implementation, so it is required to deal with Borel measures in the program code. For the
aim of producing efficient meshes, an a posteriori error estimator is derived and utilized in
an adaptive refinement algorithm. Alternatively, (Pg;) can be regularized and a sequence of
regularized problems can be solved by an interior point algorithm.

3.1. Analysis of the state equation

From Section recall the definitions of
X =vnwhr(Q) with some p > n, (3.2)

such that the state space X contains continous functions from the weak solution space, and

; 11
Z =Wh () where = + — =1, (3.3)
p D

Linking the control and state space by Assumptions [2.1] and the elliptic state equation has
been formulated as

a(q,u)(p) = (f,¢) Vo€ X, (3.4)

using the semilinear form
a:Qx X xZ—R.
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3. Elliptic Optimal Control Problems with State Constraints

The interpretation that the given space V' with its properties, like the satisfaction of Dirichlet
boundary conditions, is used to construct the state space X, could be transferred to the control
space: the given space R is regarded as the spatial part of the control. For elliptic OCPs the
distinction does not make a difference, we can simply set

Q=R control space for elliptic OCPs, (3.5)

for parabolic problems this will be different. This procedure allows to include different possible
choices of ), especially different control domains. The distinction between control domains
gives rise to the labeling of certain classes of elliptic control problems, some of which are given
in the following examples by model equations in this framework.

Example 3.1. 1. For the choice Q = L?(§2), the following equation is an example for
distributed control:

—Au = g in {2
ur = 0 onl

The weak formulation is obtained by a(q,u)(y) := (Vu, V) — (g, ) with state space
— wip
X =Wy"P(02).

2. For the choice Q = L?(I'), the following equation is an example for boundary control:
—Au+u® = 0 inf
Opulr = q onl

The weak formulation is obtained by a(q,u)(y) := (Vu, V) + (u3,¢) — (¢, ) r with
state space X = W1P(£2).

3. For the choice Q = RF¥, so that the control space is in fact k-dimensional, the following
equation is an example for parameter control:

k
—Au = Zqu, in 2
i=1
ulpr = 0 onl,
where the f; € L?(f2) are given functions. The weak formulation is obtained by

a(q,u)(p) == (Vu, Vo) = Yy ai(fi, ) with state space X = Wy (£2).

The first property that has to be ensured for a meaningful formulation of a problem of class ([3.1))
is the unique solvability of the state equation with the necessary regularity. For a large class
of semilinear problems the proof will be given here.

Example 3.2. Let £2 C R? be a polygonal Lipschitz domain, its boundary seperated into
I' = I U Ty with |I] > 0. Let a linear and continous operator B: Q — L?(2) be given, and
the differential operator

2
Au(a) ==Y (;iz (%’(@j%@) (3.6)

ij=1 i
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3.1. Analysis of the state equation

where the coefficients a;; can be arranged in a symmetric matrix A(z) = (a;;(x)) with the
entries a;; € L>(2) satisfying for some ag > 0 the condition

2
Z ai;(1)6&5 > Oéo|€|2 V¢ € R? and a.e. in £2.
1,j=1

Denote by 0, , (x) the conormal derivative to the operator A defined for = € I as the directional
derivative in the direction v z(z) := A(z) - n(x). Further, let the given functions d and b
describing the nonlinearity be measurable with respect to the first argument, and d(z, -) and
b(x,-) monotone increasing and three times differentiable on R with respect to the second
argument for each fixed x € 2 or x € I respectively. Furthermore, b and d are assumed to
be bounded of order two with respect to the first variable, this means there exists a constant
K > 0 such that

|d(z,0)| + |du(z,0)| + |dyu(z,0)| < K a.e. in £2 (3.7)

and analog for b on all spatial points of I'5. The semilinear elliptic state equation is then given
as

Au(z) + d(xz,u(z)) = (Bq)(x) Vzx € {2,
u(z) =0 Vo € I, (3.8)
Oy u(z) + b(z,u(x)) =0 Vo € .

The mapping to an L2(§2)-function on the right-hand side of (3.8)) allows for several types of
control to be realized in this problem class. Possibilities include

k
- parameter control, by chosing R = Q = RF, the operator Bq := 3 ¢;b; with some given
i=1
functions b; € L?(£2), and
- distributed control, by chosing R = Q = L%(2), B = id.

The semilinear state equation can be expressed in the standard notation by the semilinear
form

and the choice of the right-hand side f = 0 in ({3.4]).

Lemma 3.1. In the setting of Example[3.3, for every q € Q there exists a unique weak solution
u eV = H} (1) of the state equation. Moreover, there holds u € WP(£2) for some p > 2.

Proof. Unique existence in HIIH(“Q) follows by standard arguments for monotone operators.
Next, by following the steps in [92, Theorem 4.7, 4.8], we prove that u € C(£2). It remains to
prove u € WLP(£2).

The solution w fulfills the linear elliptic equation
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3. Elliptic Optimal Control Problems with State Constraints

where f(x) = Bq(z) — d(x,u(x)) and g(x) = —b(z,u(x)). By the properties of the nonlinearity
functions b and d and the continuity of u we obtain f € L?(f2). Using a trace theorem we
get that u € H%(Fg) N C(Iy). Then, we obtain due to the Lipschitz-continuity of b(-,-) with
respect to the second argument that g € H%(Fg). This implies by [39, Theorem 4.4.4.13,
Corollary 4.4.4.14] that for all s < 2

u— Zczwl c W25(12),

where ¢; € R and the v; are functions describing the singular behaviour of w at the corners of
the domain (2. It can be directly checked, that 1); € W1P(£2) holds with some p > 2. This,
together with the fact that W25(§2) — W1P(§2), completes the proof. O

This ensures the well-definedness of the control-to-state operator S. The operator is also
known to be twice continously Fréchet differentiable, which can be shown as in [92].

3.2. Optimality conditions

In Theorem [2.12] conditions were formulated for the existence of an optimal solution. Given
a concrete optimal control problem, it can usually not immediately be checked whether
the involved assumptions hold, especially Assumption [2.9] on the state equation. For an
example problem class, the necessary steps will be proven here. Therefore, the semilinear state
equation from the last section is considered, only for simplicity of notation with a simpler
boundary condition. To set up the optimal control problem, a cost functional and a state
constraint are considered that fulfill the assumptions of Theorem [2.12] For this, a function
¢ is introduced which enters the state cost part of the cost functional, and which fulfills the
following conditions:

Assumption 3.2. Let p: 2 x R, (z,u(z)) — ¢(z,u(z)) be a function that is nonnegative,
measurable with respect to the spatial variable x for every real u and twice differentiable with
respect to u for almost all x € 2. Let ¢ fulfill the boundedness condition of order 2 analog
to and the local Lipschitz condition

AL(M) = |oy(z,91) — @y(x,92)| < LIM)|y1 — 2 a.e. in 2, Vy1,y2 € [-M, M].
Theorem 3.3. Consider the problem
min J(g,u) i= [ ple,u(@) dr+ §lal} g€ Q=LA(Q)ueX = WH(Q)
2

Au(x) + d(z,u(x)) = q(x) in 12,

u(x) =0 on I, (3.10)
Oy u(z) =0 on I5.
G(u) >0 in £2,

with the quantities A,d, I't, Iy fulfilling the same assumptions as in Lemma , The function
© is assumed to have the properties according to Assumption|3.2, also a > 0. The admissible set
Xad induced by the constraint function G is assumed to be closed in X and fulfill Assumptions[2.8

and|2.11. Then, problem (3.10) admits an optimal solution.
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3.2. Optimality conditions

Proof. Due to Lemma S: @ — X is well-defined. As in Theorem the boundedness

of J implies the existence of
j = inf J(q,S ,
J ¢: S(Q)€Xaa (q (Q))

which in turn gives a sequence (g,) with j(g,) — j. Due to the regularization term %Hq”%
this sequence must be bounded by some constant,

lanllQ < K ¥n > no,

implying the existence of a weakly convergent subsequence, which is again denoted by ¢y, so
that ¢, — q. Setting u, := S(gy), the maximum-norm a priori estimation [92, Theorem 4.8],

1S(@llz(2) < es(llgllz@) + 1),

gives a bound for ||u,||pe() < M = cs(K +1) Vn > ng. Now, consider z, := d(z, un(x)).
Due to the properties of d, the z,, are bounded in L>({2) too, see [92) p. 156]. Thus the z, are
bounded in L?(£2) as well, so we can choose a weakly convergent subsequence, w.l.o.g. again
denoted by (2,,), 2, — z in L?(£2). Thus the u, fulfill the equation

flun:qn—zninﬁ
u, =0 on 17,

Oy ,un =0 on Ih.

with the right hand side ¢, — z, converging weakly in L?(§2) to ¢ — z. Since this equation is
linear, it is known that its solution operator is linear and continous from L?(£2) to H'(£2). As
a linear operator the solution operator is weakly continous, which yields the convergence

Up — U in HY(92),
and since H'(§2) is compactly embedded in L?(2) also
u, — 4 in L*(92).

Note, that in contrast to the proof of Theorem we do not know yet that u = S(g). But
now, including the boundedness of u,, in C(£2) [92, Lemma 4.9] proves that

(s un) —d(-, )| 12(2) < LIM)Jun — ull12(o)

such that
d(-,up) — d(-,u)  in L*(0).

Considering the weak form of the state equation,
/ Z a;i avd:v—l—/d(- Up)vda = /qnvdaz
J 8 al’z ’ ’
3,7=1 N 0

for any v € H}, (£2) the proven properties u, — @ in H'(£2), up, — @ in L*(£2), |Jun || 1= (o) < M
allow to take the single expressions to the limit to conclude

/Z <a”8x] ) vdx—i—/d vdx—/qu:c,

i,7=1
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3. Elliptic Optimal Control Problems with State Constraints

which means u = S(g). As in Theorem the closedness in X and convexity of X4 secures
u € Xq4q. Finally due to the properties of ¢ the functional u +— [ ¢(z,u(z)) is Lipschitz-
2

continous on the set of all u € L*(£2) with [[u| (o) < M, see again [92, Lemma 4.9], which
in turn secures that J(q,4) = j and concludes the proof. O

We will now go on to characterize local optima of the general problem class . The
general derivation has been done in Lemma [2.1§ already, but for a better overview the
conditions are stated again specially for the elliptic case and with minimum preconditions.
Remember the Lagrange functional used to formulate the KKT conditions is defined on
L:QxXXZxM(2)— R by

L(q,u,z, 1) = J(q,u) —alq,u)(z) + (f,z) — (u, G(u)). (3.11)
The optimality conditions are as follows:

Theorem 3.4. Consider the problem . Let S and G be one time Fréchet differentiable,
and Assumptions El (md be fulfilled. Let the point (q,u) € @ x X be locally optimal
for the problem @ Then there exist an adjoint state z € Z and a Lagrangian multiplier
i€ M(82) so that the following optimality system holds for x = (q,u, z, ji):

L(z)(p)=0 VpeZ (3.12a)
Ly(z)(p)=0 VpeX (3.12b)
L)€ =0 VEeQ (3.12¢)
(i, G(u)) =0 and [ >0. (3.124d)

Consider the equations from Theorem in detail. Writing (3.12a)) in an explicit way yields
the state equation in weak form again,

a(q,u)(p) = (f,¢) Vo€ Z (3.13)

Concerning condition ([3.12b|), the adjoint equation, the explicit formulation is given by

a, (4, u) (¢, 2) = T, (¢, u)(p) — (i, G'(W)g) Vo € X, (3.14)

The adjoint equation is central to the theory of state constrained optimal control problems.
Since p is in general a Borel measure, this equation dictates the low regularity of the adjoint
state. This, in turn, makes the full regularity of X C W1P(§2) necessary for the test functions;
they can in general not be chosen from a larger set. This point is illustrated in the following
example.

Example 3.3. Consider the linear-quadratic distributed optimal control problem with given
functions ug, f € L?(£2), up € C(£2) with up > 0:

min J(q,u) = 5llu —uallZs(0) + §lalZ2 )y ¢€Q=L*(2)ue X = W, P(0)

a(q,u)(p) = (Vu, Vo) — (¢,¢) = (f,p) Ype X
Gu) :=up—u>0
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The adjoint equation in weak form according to (3.14]) then reads: Find a z € Z such that

(Vz, V) = (u—uq,p) + (1, 0) Vo € X.
In strong form, this can formally be written as

—Az =u —ug + in 2
ah (3.15)
z|p =0

which is a Poisson equation for z with a right-hand side that is not in H~1(2). It can be
proven that the solution has the regularity z € Wl’p/(Q) for all p’ < 25, see [18]. Thus for
the state the regularity u € W1P(£2) is required with some p > n to guarantee that the term

/Vu(x) - Vz(z)dx,
9}
contained in the Lagrange functional, is well-defined.

The explicit formulation of condition (3.12d]) gives the gradient equation

Jo(@,0)(§) = ag(q,u)(§,2) VEE€Q. (3.16)
The conditions (3.12d]) can be expressed equivalently by the variational inequality

(1,0 — G(u)) >0 Yo € C(2),0>0. (3.17)

3.3. Finite element discretization

Next the discretizations used for the elliptic problem are described. Here we have two levels of
discretization, the spatial discretization indicated by the subscript h, and the disretization of
the control space, indicated by the subscript d, such that o = (h,d).

The discretization of the spatial state variable is done using a continous Galerkin finite element
method of order s, with s € IN, s > 1, in short ¢G(s). The discretization of the control variable
has to be kept more abstract since different structures of () are possible, a few examples for
typical situations will be discussed.

3.3.1. Discretization of the state variable

Concerning the state variable, the discretization of the state space is described by a mesh on
the computational domain {2. Let us assume here that {2 is indeed polygonal - otherwise a
polygonal approximation {25, would need to be considered that approaches {2 in the refinement
limit A — 0. Details can be found, e.g., in [16].

The mesh on the considered discretization level is denoted by 7T, and is composed of cells K.
These are the spatial domains of the finite elements. We use (nondegenerate) quadrilaterals
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3. Elliptic Optimal Control Problems with State Constraints

in twodimensional, and hexahedrals in threedimensional domains. The vertices of all cells -
counted only once if several cells share one vertex - are also called nodes, making up the set
Ny, and their number is denoted by Nj,. We denote the diameter of each cell K by hg and
set the diameter of the mesh as the function

h: 2 =R, 2z hgifzrcK. (3.18)

We will now describe what properties of the triangulation we expect. The property of reqularity
of the mesh 7; means

e domain exploitation: 2= (J K
KeTy,

e void of overlaps: VK1, Ko € T, : KiNKy =0 & K| # Ky

e face adaption: VK € T, : every face of K is either a subset of the boundary I" or equal
to a face of a different cell.

To ease the construction of the intended local refinement, we are not demanding regularity by
the strict definition above, but one exception is made: for every face of a cell, we will allow
for a minimum number of hanging nodes. In 2D this is one hanging node, which has to be
in the midpoint of the face. In 3D, the construction requires five hanging nodes, one in the
midpoint of the face plus one in the midpoint of each of the four edges. The consequence of
this is that faces with hanging nodes are equal to the faces of two (in 2D) or four (in 3D)
neighboring cells of equal size. An example configuration can be seen in Figure A further

Figure 3.1.. Mesh structure - regular nodes (filled) and hanging nodes (empty) in a
2D mesh

demand that is added: every spatial mesh has to obey a patch-wise structure. That means
that the mesh 7}, can be interpreted as the global refinement of a coarser mesh 7T5;,. In other
words, any cell together with three (in 2D) or seven (in 3D) neighboring cells forms a patch
which is the common coarser cell from 75;,. This property will be utilized in the construction
of computable error indicators. The mesh in Figure does not have this property, but the
one in Figure has. Next we introduce the basis functions in every cell used to define the
finite element space. The functions to build a finite element of order s on the cell K € T are
obtained by a transformation from the reference cell K = (0,1)"™. Since K is nondegenerate
there exists an affine bilinear transformation function Tk : K — K. The space of functions
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3.3. Finite element discretization

Figure 3.2.. Mesh structure - patched mesh in 2D

on the reference cell for a Lagrange element of order s is the space of polynomials with each
coordinate up to power s,

Q(K) := span{Hmf"' | € {0,1,...,3}}.

i=1

The transformation then yields
Qu(K) = {vn : K — R vy 0 Tic € Qu(K) .

as the set of FEM functions on the cell K. This finally gives the FE space

X3 = {vp € VN OWQ) |onlic € Qs(K) VK € Ty} (3.19)

Note that the function value of finite element functions in hanging nodes is determined by
point-wise interpolation. Hanging nodes thus do not carry a degree of freedom, and are not
accounted for in the set Nj. Prescribing the value this way secures global continuity. With
the definition of X; the semidiscrete state equation can be formulated as

a(g,un)(en) = (fien)  Ven € Xj. (3.20)

Its solution operator is denoted by Sp,: Q@ — Xj.

As the intention is the approximate solution on a sequence of refined meshes (T(i)), i1=1,2...,
some remarks on the mesh refinement process 7 — 70+ are made. An important property
of the refinement process is obviously that it preserves all the desired properties of the previous
mesh. Assume we are given one mesh and one set of cells T, C T, marked for refinement by
the evaluation of an error estimator. A refinement of one cell means replacing it with four (in
2D) or eight (in 3D) cells of half the dimensions of the old one. This creates one regular node
(in the midpoint of the old cell) and four (in 2D) or 18 (in 3D) nodes that may be hanging
nodes or regular ones depending on the neighboring cells.

In general it does not suffice to refine only the cells marked by the error estimator, as this
would violate some of the conditions posed above. Together with one cell marked for refinement
all the cells from the same patch need to be refined in order to keep the patch structure. Also,
to avoid multiple hanging nodes per face, we can not allow for neighboring cells of more of
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one size level difference. Should this occur during refinement, the larger cell has to be marked
for refinement additionally, and consequently its whole patch. This process must be repeated
until every face has at most one hanging node.

Furthermore let us stress the fact that this way of refinement leads a to quasi-uniform family
of meshes (T(i)). Remember, such a family of quadrilaterals is called shape-regular, if there
exists a constant x > 0 such that

hig < kbl VKeTW Vvi=1,2 ...

where h; denotes the smallest diameter of any side (in 2D) or face (in 3D) of K. However, in
the context of a posteriori error estimation and adaptivity it is not necessary to demand (’T(i))
to be quasi-uniform, this means families where there exists a k, such that

h<ihy VKeT® vi=12 ...,

as we could easily keep refining the mesh in one subdomain, and leave it unrefined in another,
causing the ratio of largest and smallest cell diameter to grow arbitrarily.

3.3.2. Discretization of Lagrange multiplier and state constraint

The spatial discretization, described by the mesh 7, can also be used to motivate a dis-
cretization of the space M(f2) and of the state constraint. Let d,, denote the Dirac measure
concentrated at the node x;. We then define the discrete multiplier space as

Np
Mp = pn = Z,Uidwi: pi € R, € N o (3.21)
i=1

For a discrete multiplier the positivity can be easily checked by

Mpspun>0 < p;>0 Vie{0,1,...,N,}. (3.22)

Further a discretization of the constraint G(z,u(z)) > 0 is necessary, since it must be fulfilled
in infinitely many points. In some common cases this constraint has an equivalent formulation
in finitely many points, in general an approximation needs to be introduced by

Gh(xi,uh(xi)) >0 Vx; €N, (3.23)

with an appropriately chosen function Gj,: 2 x R — R.

Consider the special case of a one-sided state constraint, e.g. G(z,u(z)) = up(z) — u(x), a
discretization of the state variable with linear or bilinear finite elements, and let the upper
boundary u; be in this FE space, or simply be a constant function. Using the coordinates
of up, up = u;p;, and up in the nodal basis, up = > up;p;, it can be easily shown that the
equivalence

up(x) < up(x) Vo€ N2 =3 up(x;) < up(z;) Va; € Ny
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holds true. This means we can set G, = G and write Gp,(up) > 0 as abbreviation for (3.23)
like before.

Had up not been an FE function, a possible approximation would have been the use of the
function upp, := > up(;)¢; in the definition

Gh(xi, un(x;)) = upn () — up(z;) (3.24)

of the discretized constraint function.

Another example for the discretization of the state constraint, this time for Qs-elements, has
been done in [24]. In the general case with abstract G we assume an appropriate G}, can be
found.

The discrete admissible set can now be defined as
Xad,h = {’LL S X}SLZ Gh(xi,uh(:ni)) > 0Vzx; € Nh},

and the spatially discretized elliptic control problem reads

min J(q,up) g € Q,up € Xj,
(Pr)§ alg,un)(pn) = (f,on) Ven € Xj; (3.25)
Gh(uh) Z 0

3.3.3. Discretization of the control variable

The discretization of the control variable, or the choice of a finite dimensional subspace

RaCQ (3.26)

can not be described in such a detailed manner, as () is an abstract space. The general case
has to be left to the user. For the examples considered in Section possibilities are discussed
here:

Example 3.4. For distributed control, as introduced in Example no. 1, the space
Q = L?(02) can either be discretized like the state space by a ¢G(s) method. Alternatively
cellwise constant functions can be employed, induced by the same mesh. This would mean

setting
Qi={veqQ:v|g=const VK €T}

and is a dG(0) method. Other choices are possible if a specific problem suggests it, for example
a different mesh could be used in the discretization process. But for the numerical examples in
this thesis only one mesh is used for the discretization of both state and control variable.

Example 3.5. For Neumann control, as in Example no. 2, also the mesh 7; can be used
to induce a discretization of Q@ = L%*(I'): A c¢G(sy) finite element space on {2 is set up as
described before, and the traces of those functions on the boundary make up the discrete
control space:

Qa = {~(vn) € C(I") vy, € V]
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For Dirichlet control the discussion is more involved, as there are several possibilities to
establish a weak formulation and choose an appropriate control space to begin with, see, e.g.,
[60] for a discussion of this. Also specially designed boundary element methods can be used,
see [78].

In the case of parameter control as in Example [3.I] no. 3, @ is already finite to begin with, so
it suffices to set Q4 = Q.

Remark 3.1. For certain optimal control problems there also exist solution techniques that
require no discretization of the control. For this so called variational discretization concept,
see [51] for elliptic, and [27] for parabolic problems.

3.3.4. Discrete optimality conditions

Employing the discrete spaces defined before, and using the combination of subscripts o = (h, d),
the fully discrete problem is introduced as

min J(qO'aUO') qO’ E Qdau(f 6 XZ
(Po) aldo, us)(ps) = (f,00) Voo € X (3.27)
Go(uy) >0

Analog to the continous problem, we need the following assumption for the proof of existence
of an optimal solution:

Assumption 3.5. There exists a control ¢ € Qq such that Sp(q)) € Xadn-

In some situations the assumption can be proven for h small enough, see [70].

Theorem 3.6. Consider problem (3.27)), and let Assumption hold. Then, there erists an
optimal control q,.

The proof can be done like in the continous case. Again we need a local Slater condition to be
fulfilled.

Assumption 3.7. Let q, denote a locally optimal control. There exists a control §g € Qq such
that Sh((jg) + S;L((jg)((jd — qg) € int(Xad’h).

The optimality conditions can be formulated using the Lagrangian £ as follows:

Theorem 3.8. Let (q,, Uy ) be locally optimal for the discrete problem (3.27)). Then there exist
an adjoint state z, € X} and a discrete multiplier i, € My, such that the following condition
holds in the point T, = (qo, Uo, Zos flo) € Qa X Xj, X Xj X My:

L(Z)(po) =0 Vo, € Xj; (3.28a)
Ly(Zo)(ps) =0 Voo, € X (3.28b)
L(Z5)(&r) =0 V& € Qq (3.28¢)
(figs Go (1)) = 0, jig >0 (3.284)
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3.4. Optimization with the primal-dual active set method

The proof is analog to the continous case. Again we write the equations from Theorem in
explicit form. We obtain the discrete state equation

(o, Uo)(po) = (frp5) Voo € X, (3.29)
the discrete adjoint equation
@, (Go s Uo) (0, Z0) = Ji(do, Uo) (00) = (i, Gy (lio)pa) Voo € X5, (3.30)
and the discrete gradient equation
Jo(lo, o) (€0) = ag(@o,Uo) (&0, Z0)  VEo € Qu. (3.31)

3.4. Optimization with the primal-dual active set method

In order to find a solution algorithm for , note that (P,) describes a fairly large problem
class. Thus it can not be expected that there exists a numerical method that solves all problem
instances contained in at all. Even if such a method exists, it cannot be expected that
it solves all the problems equally well. Methods that utilize special features of a subclass of
problems will usually do better.

In the upcoming section the method of direct treatment of the state constraints by the primal-
dual active set (PDAS) method will be introduced. The use of this method is well established,
but it is applicable only to a subset of the problems included in . A method that can be
applied to the complete problem class is described in Section

The primal-dual active set method is based on the partition of the set N, into an active and
an inactive set. If the active set of the optimal solution

Aexact = {i € Ni: Go(ug(x;)) =0} (3.32)

would be known, then the optimal control could be determined by the solution of an equality-
constrained optimal control problem. This corresponds to an optimal control problem on the
inactive set

Iexact - N h \ Aexact-

that can be solved with Newton-type methods. Naturally, Aexact is unknown to us. It is thus
approximated by a sequence of sets (A;) C N}, where Ay is an arbitrary starting set, and the
others are gained by the recursion of the following two steps:

e Given A;, solve the following auxiliary problem

minjcr(QU)7 4o €Q
(Pe) { G (S5 (a0))]a, = 0 d

This is an optimal control problem with additional equality constraints in |A;| points
with the explicit formulation

Go(zj,5+(q0)(z)) =0 Vz; € A;.

The Lagrange multiplier associated with these constraints is denoted by Wit e My, the
jth component ,u;fH corresponds to the point z; € N,.

47



3. Elliptic Optimal Control Problems with State Constraints

e With the solution of (Pg), denoted by ¢!, and the according multiplier p*!, the next
active set A;,1 then corresponds to the state utt! = S,(¢g4™1) and is given by
Aiv1 = {x; € Njy : Go(xj,ul™ () + ¢ ,ué*l < 0}, (3.33)

with some constant ¢ > 0.

This iteration yields a sequence of sets A; and controls ¢5*! .The method has converged when
Az’ = Ai+1 for some 1.

The detailed explanation of the solution of (Pg) will be done below. Let us first address the
point which problems of type can be solved by the PDAS method. In this algorithm it
is not inherently clear whether the first step, the solution of (Pg), is well-defined. For some
types of state equations it might be impossible to find a control so that the corresponding
state fulfills the constraint with equality on the prescribed set A;. There are several examples
of elliptic OCPs the PDAS method can be applied to, see e.g. [13, [I5]. A sufficient condition
for the well-definedness of the algorithm in the general framework is obviously that the
discrete control-to-state operator is surjective, or

SU(Qd) - Xi-

The statement of a weaker condition, this means an a priori specification of the range of S,,
is hardly possible even for a given realization of (P,). As a non-rigorous rule of thumb one
may say though, that a larger control space leads to the permissibility of the PDAS algorithm
more often than a smaller one. For the standard problems from Example the rule of
thumb favors distributed over boundary over parameter control. This limitation of the range
of operation of the PDAS method is intrinsic to state constrained OCPs, in contrast to control
constrained ones.

Next, the solution of (Pg) will be detailed. As it has equality constraints only, the algorithm
will be built up with strategies similar to those from Section 2.3.4] Again, the solution

(qf,“, pt1) is approximated by a sequence of controls and multipliers

(@™ meth), k=0,1,.... (3.34)

As starting values the last values from the last PDAS step are chosen, qé“ = q', M%H = .
Then it suffices to describe one step k — k + 1 in the sequence (3.34]). For simplicity of
notation, assume ¢, and pu, are the current iterates, and the current active set is denoted by
A. The task is to find the update (dq,du) to advance in the sequence . Like before, the
method is developed in reduced form, but now reduced to the control g, and the multiplier p,.
The state u, and adjoint state z,, are fixed as the solutions of the discrete state and adjoint

equations ((3.29)) and (3.30)), represented by the solution operators of these equations,

Uy = Sy(qo) and 2o = T (o tho)-

For the equality constrained problem (Pg), denote its Lagrangian by

M (4o, po) = Jo(do) — (Ho, Go(Us)) A, (3.35)
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3.4. Optimization with the primal-dual active set method

where (-,-)4 with A C N}, is defined for discrete measures of the form p = Y p;0,, and
I»L’E./\/‘h

functions f € C(£2) as

T, €EA

The optimality conditions are as before

M'(qo,p10) =0 & My(qo, 410)(09) = M}, (qo, p1o)(0) = 0 Vg € Qa, o € M.

The evaluation of these directional derivatives for given directions dq € Qg4, o € My, is done
as follows:

Mé(Qmﬂo)(éq) = jl(Qa)((SQ)_( U?G:T(U’O')Stlf(qa')aq>z4

= Jé(qayua)(‘SQ) + Ju(@os ue) (0u) — (e, Go (g )du) 4
= Jé(qcn Us)(0g) + ay (4o, o ) (Ou, 25)
= Jo(do,u0)(0q) — ag(go, us) (04, 25), (3.36)

where, as before, du = S/ (¢,)dq is given as solution of the discrete tangent equation

a;(Qzﬂua)(&u; Vo) = a;(Qzﬂua)(&L vs) Voo € Xp, (3.37)

which is obtained by total derivation of the discrete state equation.
The other directional derivative is

M//L(qga MU)(‘SM) = —<5,U,, GJ(UU)>A- (338)
Like before, the equation M’(qy, pty;) = 0 will be solved using a Newton-type method. The
necessary second derivatives are evaluated as follows:
" a ! /
My, (4o, po)(0q, 79) :%(Jq(QUv Ug ) (7q) — ag(qo; Us ) (7, 25))(8q)

=J iy (@, 10 ) (89, 7q) + T3y, (4o, o ) (0u, 7q) — agy (4o, Us ) (0, T4, 25)
— g Qo s ) (Ou, 74, 26) — ag(dos o) (74, Ty (4o 1o)00),
M} (G0 o) (Ops 7q) = — ag(qo, uo ) (14, Ty, (Gos 1o )Ol),
My (G0, o) (0g, T12) = — (71, Gy (ug)Ou) ,
My, (4o, po ) (O, T2) - =0.

The two terms involving 77, are treated as follows: total derivation of the dual equation yields
the term Ty (4o, f15)0q + Ty, (4o, pto ). This motivates the definition of

6z := T} (4o 110)0q + T}y, (4o o) O,
which is obtained for given dq, du, du as solution of the discrete additional adjoint equation:

a'/u(qOW Ug ) (o, 02) = _aZU(QUv Ug ) (0, Po, 25) — agu(Qm Uo ) (8¢, Yo, 20)

1" 1 1 / s (339)
+ (00, 05) + Ty (0, 05) — (pio, G (o) (U, 05)) — (O, G5 (Us)(ps)) Vo € Xj.
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3. Elliptic Optimal Control Problems with State Constraints

The absolute second derivative can thus be evaluated as

M" (g0, o) (39, 00), (19, 7)) = Jg(dors o) (09, 7q) + Tiiq(dors o) (S, 7q)
- a;’q (40, us)(0q, 7q, 25) — GZQ(Qm uq ) (0u, 79, 25 ) (3.40)
— ag(qo, o) (79, 02) — (Tp, G5 (ug ) Ou).

This formulation is indeed favorable, since, like in Section [2.3.4] the repeated evaluation of this
term for one given direction (d¢, o) and many directions (7q, 7i1) requires only the solution of
two partial differential equations (assuming g, u, z are given):

- the tangent equation with dq to calculate du,
- the additional adjoint equation with dq, du, du to calculate dz.

The procedure of solving the equation M’(¢y, pts) = 0 can be done analog to Section
Given bases (1¢;), j = 1...dim(Qq) of Q4 and (7;), j = 1...dim(My) of My, the utilized
directions are counted in this order:

(7_ T ) _ T4 1 S] < dlm(Qd)
¢ TH)j THj—dim(Qq) * dlm(Qd) +1<35< dlm(Qd) + dlm(Mh)

Thus the gradient VM is written as

dim(Qq)+dim(Mpy)

VM (qo, plo) = > fi(rq, )5,
j=1

where its coefficient vector f is determined by

(M (ar, p10) (r, 72)0) 23 0T = (UM (g5, 1), (i) 23 ) = G
(3.41)
with the Gramian matrix G.
The full Newton step (dg, o), determined by M” (q,, po ) ((dq, o), (7q, T10)) = — M’ (qo, o) (7, T1)

is represented by o e
dim(Qq)+dim h

(5Q7 5:“‘) = Z d] (7'(], TM)j>

j=1
with its coefficient vector d. Utilizing these quantities the formal buildup of the system of

equations
Kd = -Gf

can be done as before, with K being the matrix with entries

M"(qo, p10) ((7q, T4)j, (¢, 1))

at the (i, 7)-th position. However due to its origin in the Lagrangian the system matrix
H := G 'K is not positive definite, but exhibits a saddle point structure. The solution of
the system of equations can be achieved, e.g., by a GMRes method, see [83]. Analog to the
representation (2.63)), products of the form V?M (¢, pts) (g, o) to be used within the GMRes
method can be evaluated by

Gh = (M" (4o, 15)(5q, 1) (rq, Tpa); )y QM) (3.42)
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3.4. Optimization with the primal-dual active set method

such that h is the coefficient vector of the product. After the determination of d and thus
(dq, o) one can use the full Newtin step qu_rll = qgﬁrl + éq and ufill = M§+1 + du, or it can be
necessary to include a globalization technique, such as a line search method, to determine a
A€ (0,1] to set qu_rll = ¢qF,, +\'0g and ufjfll = puF 1 + N'dpu. An overview over the whole PDAS
method for state constrained ellipctic OCPs is given in Algorithm [3:I] An analog formulation
is possible for parabolic problems.

Algorithm 3.1. Primal-dual active set method for state constrained ellipctic OCPs

1: input data: control ¢°, multiplier u°,
2: parameter: TOLy,TOL},

3: solve u® = S, (q°), 2° = T, (¢°, u°)

4: determine the active set A° by
5:set 1 =0

6: repeat

7:  Solve (Pg) (¢*,u’,2*, u*, A", TOLN,TOLL), see Algorithrn
8  this yields ¢*t!, uitt, 2i+1 yitl

9:  determine the active set A"+ by
10: set i:=i+1
11: until A" = A*~!
12: output data: ¢ := ¢, u:=u',z:= 2, i :=

)

Algorithm 3.2. Newton-type optimization for PDAS

1: input data: current functions qO7 uY, 20, ,uo, active set A
2: parameter: TOLyN,TOLy,
3: Set counter 7 = 0.
4: repeat
5. Compute f as vector representation of VM (q*, u*) by
6: Compute d' as vector representation of the Newton update (dg, o) "
by solving Hd" = —f iteratively, e.g. by GMRes method with tolerance TOL,
7. for any product Hd the GMRes algorithm requests do
8: With (dg, o) being the direction represented by d
9: Compute du by

10: Compute &z by

11: Evaluate to get right hand side of
12: Get h = Hd by solving

13:  Determine step length A’ by line search

14: Set qi+1 — qi + )\iéq, qu'-&-l — Mi + )\iéﬂ

15:  Solve uitt = S, (¢it1), 2+ = T, (¢"HL, i)

16: i=1i+1

17: until [VM (¢, u')| < TOLN

18: output data: ¢*,u?, 2%, p*
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3. Elliptic Optimal Control Problems with State Constraints

3.5. A posteriori error estimator and adaptivity

At this stage, given a mesh 7, and a control discretization @4, a discrete approximation (g, t.)
to a locally optimal solution (g, u) of can be computed. We now turn to the subject of
estimating the error that this approximation has caused in terms of the cost functional. Thus
the aim is to derive an error estimator

n= J((jv /L_L) - J(qJ7uU)-

The first result represents the error in terms of derivatives of the Lagrangian. Note that in
contrast to the derivation of the numerical solution algorithm before, it is now required that
the control-to-state operator S is three times Gateaux differentiable.

Lemma 3.9. Let & = (q,u, 2, i) € Q X X X Z x M(S2) be a point satisfying the first-order
necessary optimality condition , and let To = (o, Ugy 2oy fho) € Qa X Xp X Xp X My, be a
discrete point satisfying the corresponding discrete optimality condition with the Lagrange
functional L being three times Gateaux differentiable. Then it holds for the discretization error
with respect to the cost functional

1 1
J((ja ﬁ) - J(an ua) = Eﬁl(i)(i’ - -7;0) + 5‘6/('%'0)('% - wa) + <,u¢77 GU(UU) - G(UO» + Ra (343)
where R is a term of third order, R = O(||z — z1|?).

Proof. For the points  and z,, the application of the respective optimality conditions to the
definition of the Lagrangian (3.11)) shows that there holds

[’(:E) = J((j’ ﬂ) and 'C(xa) = J(Qaa Ua) + <:u0> GU’(U’O') - G(“a)) (3'44)

Following the proof of the respective theorem in [I0], an evaluation of the occuring integral
with the trapezoidal rule, using the abbreviation e := x — z,, yields

J(@,u) = J(go,u0) = L(T) = L(2o) + (po, Go(us) — Gug))
1
= /ﬁl To + 86 )dS + <N07 GO’(uU) - G(“a))

0
= S~ 0) + 5L (o) (T — 25) + 0, Golua) — Gluo)) + R

where the remainder term is given as
) 1
= 5/5'"(1’0 + se)(e,e,e) - s-(s—1)ds.

O

The utilization of the continous and discrete optimality conditions gives the next step in the
derivation.
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3.5. A posteriori error estimator and adaptivity

Lemma 3.10. In the situation of Lemmal[3.9, there holds the error representation formula

J(Q7a)_J(QO’7u0’): 7{J/( )(U_ua)_a (Q7 )( udvz) a(qdvuﬂ)(i_zd)
+(f,z2 = %) + J(/](Qtﬂua)(q — o) — a;(qUa Ug)(q — Gos %0) (3.45)

+ (G o) (U — Us) = ay(gos o) (U — Ug, 25)} + R+ Ra

+ (o, Go(us) — G(uo))

where §o € Qq and Z, € X} can be arbitrarily chosen, and Rz is a quadratic remainder term
detailed below.

Proof. Starting from equation ([3.43]), the terms to be considered from the derivative of £ in
the continous optimal point x are:

L(Z)(z—2,)=0 due to optimality condition (3.12al), (3.46a)
L (Z)(u—uy) = due to optimality condition (3.12b)), (3.46b)
L(2)(q—q0) = due to optimality condition (3.12d), (3.46¢)
L,(Z) (A~ po) = <M pho, G(1)). (3.46d)
For the discrete optimal point x, the following terms occur:

Elz(xa)(z - ZU) - _a(QUauU)(z - ZO’) + (f7 zZ— 20)7 (3.47&)
ﬁ;(:(}g)((j — o) = Jé(‘]m Ue)(q — qo) — a’/q(qo'7 U )(q — Go» %0), (3.47b)

E;(xa)(ﬁ —Ug) = JL(QM Ug) (U — ug) — afu(QGa Ug ) (U — Ugy 25) — (flo G'(uy) (4 = ug)),
(3.47¢)
£1(0) (i — i) = —{ji — pio Gluy)). (3.47)

Using the discrete state and gradient equations (3.29) and (3.31]) in the right hand sides
of (3.47al) and (3.47b) any arbitrary discrete functions z;, € X7, ¢4 € Qq can be inserted:

L (25)(Z2 — 25) = —a(qo, U )(Z — Z5) + (f, Z — Z5), (3.48a)

‘C;(xo)(q_ - qO’) - Jé(Qaa ua)(d - (ja) - a;(QUa Uo)(@ - (jcf; ZO')' (348b)
Take a step back to get an overview over the terms that are summed up for the representation
of J(q,u) — J(qy,uy) via . It comprises of the right hand sides of the equations (3.46a)
through (3.46d), which are zero, and those of (3.46d)), (3.484), (3.48b), (3.47d), and (3.47d).
All summands that do not involve any measures can be transferred straight to the claim of the
lemma in . The terms with Lagrange multipliers are summed up and treated further.
The following terms remain:

= (o G' (o) (0 = o)) — (fi = pio, G(W)) = (i = i, G (us)) (3.49)

By using the complementarity conditions (3.12d]) and (3.28d}), and a Taylor expansion on two
terms, the term ([3.49)) is transformed to
(o, G(1) — G (ug)(t — o)) — (i, G(uq))
=(tt, G(ug) — R3) — (i, G(a) + G (@) (up — @) + R3)
={f, G'(u)(u — uy)) + Ra, (3.50)
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3. Elliptic Optimal Control Problems with State Constraints

where the remainder terms from the Taylor expansion are
1

RL= % /G”(ug +s(u— ug)) (U — Ug,u — uy)s(1 — s) ds,
0

1
1
R2 = 5/G”(ﬂ + s(ug — ) (U — Uy, U — ug)s(l — s)ds,
0

such that the sum Re = R3 + R3 is quadratic in || — u,||. This last term in ([3.50), without
the remainder Ro, is finally replaced by utilizing the adjoint equation (3.14]), achieving the
term

Ju(q, w)(a — up) — ay,(q,u) (4 — ug, 2).

Summing up all contributions yields the claim of the lemma. O

Remark 3.2. Due to the general formulation of the state constraint using the function G some
unusual terms appear in the error representation. In the common situation that G is linear,
the remainder term Ry disappears.

Also since the discretization of G by G, is left abstract, the term (i, G(us) — Go(uq)) can
not be simplified. If for example an upper state constraint G(u) = up — u is present with the
approximation G, as introduced in Section see , the term reduces to (piy, up — upp).
Since u, is comprised of point evaluations in gridpoints, this term is zero.

This motivates the following assumption with the intention to omit the term

<,ua7 Ga(ua) - G(u0)>
in the error estimator:

Assumption 3.11. Let the approximation of G by G, be of such a quality that the term
(o, Go(ug) — G(ugy)) is of not larger order than the remainder terms Ra, R3.

For more complicated state constraints it might be necessary to construct a computable
estimator for this term.

The error representation still contains the continous solution ¢, %, z. To define computable
error estimators, that only contain the quantities ¢, us, 25, we employ some interpolation
operators to get suitable approximations. The technique of interpolation in higher order finite
element spaces has been used successfully in a posteriori error estimation. We use operators

Py: Xj = X3, Py Qq — Qq (3.51)

where X i and Qd are suitable finite element spaces such that P,u, and P;q, are assumed to
be good approximations to u — u, and § — ¢,. As an example of such an operator we discuss
an operator that can be used for quantities that are spatially discretized by the ¢G(1) method.

Remember that the mesh 7j, is assumed to have a patch structure. We use
P, =1 —id,

where IQ(Z)U(7 interpolates the bilinear function u, into the space of biquadratic finite elements
on the patches. Figure illustrates this interpolation.
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3.5. A posteriori error estimator and adaptivity

(a) function from X}, restricted to one patch (b) the same function including its biquadratic
interpolant

Figure 3.3.. Biquadratic interpolation on a patch in 2D

Remark 3.3. The use of the operators P, for estimation of local approximation errors can be
rigorously justified only for smooth solutions ¢, @, z employing super-convergence effects. Since
in the state constrained case the adjoint solution z and consequently the control variable ¢
possess in general only reduced regularity, this justification could be debated. Nevertheless, we
expect a useful behaviour of the proposed error estimator, since the operator P}, is defined
locally and the regions where the adjoint state z is not smooth are usually strongly localized.

Now by the approximations
q_QJ%PdQJy ﬂ—uU%PhuU, E—ZJ%PhZJ,

the computable error estimators can be formulated. An approximation of Lagrange multipliers
is not necessary. The discretization error of the state space is estimated by

M = (T (G 1) (Patte) — (o 1) (Pt 7o) — (s 1) (Pazo) + (f2 Paze)

2
+ (P +id)go, (P + id)ug) (Phtio) — ay((Pi + id)go, (Ph + id)ue ) (Prtg, (Pr +id)24))
(3.52)
and the discretization error of the control space is estimated by
1 ! /
Nd ‘= 5 (Jq(q0'7 uO’)(quO') - aq(QU; uO’)(qu0'7 ZU)) : (353)

Their sum makes up the total discretization error.

n="h+ N4 (3.54)

Remark 3.4. The residual of the gradient equation,

Jé(‘]aa ua)(q_ - Cfo) - a;(an ua)(q - (jcn zcr)v
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3. Elliptic Optimal Control Problems with State Constraints

can sometimes be shown to be zero, leading also to the estimator 1y = 0. Examples for this
situation are the case Q) = Qq, or the situation discussed in [I3], where for distributed control
and Q = L?(£2) it was secured that V}, C Qg. Then, a coupling of the discretization of @ to
the one of X in the refinement strategy is necessary.

Remark 3.5. The origin of the interpolation operators in the first argument of J;, and a), is
that these terms originate from the term (u, G.(@)(u — uy)), which has been replaced by the
(2)

dual equation. One cannot approximate this term directly by (uq, G5 (us) (15, te — Us)) since

(2)

It acts only on the nodes z; € N}, where the term I;L Uy — Uy 1S Zero. Another possibility
is the definition of a different operator, in [4I] an operator is employed which uses function
evaluations in the midpoints of element faces.

Remark 3.6. Under additional regularity assumptions on active sets and problem data, a more
thorough analysis is conducted in [45]. There, the multiplier i can be decomposed into a
regular L%-part on the active set and a singular part concentrated on the boundary between
the active and inactive sets, which is used in the construction of the error estimator. Also
the structure of the active set is taken into account, the article allows for active sets with
nonempty interior in R™ and active sets that are just curves in (2.

In the construction of an overall approximative solution algorithm for , after the solution
of the discrete problem on T' = (7}, Q4) and an estimate of the discretization error with respect
to the cost functional is obtained, a new, refined, discretization has to be established unless
some stopping criterion is met. Several strategies will be described here. The construction
process of the refined discretization T = (773, @d) consists of decisions on two levels:

1. Which structure is chosen for refinement. A general framework is given in Algorithm
for elliptic problems the decision reduces to

- only T, or
- only @y, or
- both 7, and Qg.
2. For every structure to be refined, the method of refinement can be chosen as
- uniform, or
- local, by using error indicators.

Although these decisions are independent from each other, the strategy’s description is often
given by just one word. Frequently used strategies that will also be used in the test computations
here, are

e Global refinement. Both Ty, and @y are refined uniformly. For the state space this means
that the mesh '7_;3 is obtained from the mesh 7}, by replacing every cell by 2™ equivalent
ones by evenly partition. The same is done with the control space, if it is distributed in
space. In the case of boundary control, evenly partition the face elements.

This basic ,strategy“ uses no information from the error estimation at all. Its use is
not recommended except for extremely simple problems, and is more thought of as a
comparison strategy to measure the success of the other strategies against.
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3.5. A posteriori error estimator and adaptivity

One could advise a discriminated variant of the global refinement by comparing the
error estimators for the state and control contributions, and uniformly refine only the
structure, whose error estimator has the larger absolute value.

Adaptive refinement. First, the contributions of the error estimator n, and 7y are used
to decide which structure is to refine according to Algorithm [2.2]

First assume that the state space is chosen for refinement. The local refinement strategy
is based on a localization of the estimated error 7,. The estimate needs to be split
up into cellwise contributions, local error indicators. For the refinement of the state
space, the localization of 7, should not be obtained by taking the explicit formulation
of and evaluation of the respective integrals over the cell in question instead of
(2. This would lead to an overestimation of the error as the residual terms exhibit a
strongly oscillatory behavior, see [I0]. Instead, the localization can be achieved by two
strategies: an integration by parts in space, or a filtering technique, which both secure
the correct local order of convergence. Details are described in [65, Section 6.4.2]. Both
these procedures yield the cellwise error indicators

N = Z Nh,K (3.55)
KeTh

but there exist also strategies to gain nodewise indicators. For the construction of the
new mesh E from the error indicators 1y, x a number of standard strategies exist. The
natural idea is to order the cells according to the absolute values of their error indicators,
starting from the largest,

N AN A .

and find one index 7, up to which the corresponding cells are marked for refinement. The
strategy to determine the index i is explained in detail in [65] section 6.5]. It is found as
the argument minimizing

EMN()’, (3.56)

where £(7) is a prediction of the discretization error on the refined mesh, A (i) is the
number of degrees of freedom of that mesh, and § depends on the degree of the polynomials
used in the FE space, and the dimension of the respective domain to be discretized. The
details of the refinement of the spatial discretization are described in Algorithm [3.3]

If, on the other hand, the control space is chosen for refinement, a localization of the
error estimator 71y can be used equivalently.

Coupled adaptive strategy. For distributed control, where the state and control functions
are defined on the same domain, in this strategy the discretization of the control is
coupled to the discretization of the state. Only the localization of 7y is used to refine
the mesh 7j locally, which induces both state and control discretization.
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3. Elliptic Optimal Control Problems with State Constraints

Algorithm 3.3. Local refinement of the spatial discretization for elliptic OCPs

1: input data: mesh Ty
evaluate localization np = > |7n. k|
KeTy,
sort np, x by their absolute value: |nn x,| > |9n k| > -

. . . . . 6
find the index i = arg | Join E(L)N (i)

N

mark cells K1, ..., K; for refinement
together with any marked cell, mark also all the cells from its patch, to keep the patch
structure
refine all marked cells by evenly partition
repeat
iterate over all cells:
10:  if current cell K; has neighboring cell such that K; has more than one hanging node
on the shared face: refine K;, together with its patch
11: until no such pair of cells exists any more
12: output data: refined mesh 72%

3.6. Regularization and interior point method

The solution of (P) as described in Section [3.4]is only possible for some classes of problems. In
the following, a method is presented that formally allows the numerical solution of all problems
of type ([1.1)). The problem is regularized by replacement of the pointwise state constraint by a
penalty functional in the cost functional, weighted by a decreasing function of a regularization
parameter v > 0. This unconstrained optimal control problem possesses a solution of increased
regularity that can be approximated by usual methods. The convergence of the solution of the
regularized problems to the unregularized solution can be proven for certain problem classes,
see, e.g., [85].

The application of this approach introduces a new source of error, the regularization error
J(q,u) — J(gy,uy). This is not necessarily a drawback, if it can be kept small, that means
equilibrated to the other error contributions. This finally poses the question of how to choose
~ in comparison to the discretization parameter h, which in turn needs some kind of error
estimation a priori or a posteriori to run a path following strategy. That is because a naive
coupling v = v(h) without taking the problem structure into account would be not very helpful
as a 7 too small causes a too large regularization error; and a v too big makes the problem
harder to solve and may lead out of the preferrable Newton convergence radius.

Looking ahead to parabolic problems, the decision between the solution methods, here primal-
dual active set and regularization, will reappear. However, since the computational domain is
increased by the temporal dimension it will be harder to find practical problems there that
allow the application of the PDAS method and are still not too involved numerically. Thus
the focus in Chapter [4] is on the regularization approach allowing us in the following to keep
this section short for the treatment of elliptic problems.

Define a penalty functional, e.g. by

b (u) = / ~ In(G(u())) d- (3.57)
(0]
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3.6. Regularization and interior point method

Alternatives are discussed in Section Then the penalized cost functional
Jy(q,uw) = J(q,u) + by(u) (3.58)
is used to set up the regularized optimal control problems

min J, (g, u) geQ,ueX
(7) { ag.w)(9) = (f.¢) Ype X

The numerical solution of these problems can be done like in Section The solution of a
discretized variant of (Py) is denoted by (¢ys,uys). The error estimator for

(3.59)

J(q, 1) = J(Gyos Uye) =1 = N + Na + 1,

used to guide the simultaneous adaptive refinement and driving of v — oo can be derived
equivalently to the parabolic case, which will be derived in the following chapter.

In a setting similar to the one of this thesis, the derivation of an estimator for the error
J(q,2) — Jy(gye, uye) can be found in [100].
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4. Parabolic Optimal Control Problems with
State Constraints

This chapter is devoted to parabolic optimal control problems with state constraints. With
the notation from Section [2.1.2] such a problem takes the form

min J(q, u) geEQ,ueX

(Bpar) § (Bru, )1 + alg, u) () + (u(0), 9(0)) = (f, )1 + (uo(q), ¥(0)) Ve e X.  (4.1)
G(u) >0

Remember the choices Q C L?(I, R) as a subspace, and

X =W(LV)NLI, WY (2) n WS (I, (W (2))")
with some p > n and s > %”n. Again we shortly discuss properties of the state equation,
give conditions under which local optima exist, and obey first order Karush-Kuhn-Tucker
optimality conditions.

As the PDAS method considered before is only possible for a limited class of optimal control
problems with state constraints, we concentrate on a regularization method for the solution
of state constrained parabolic problems. Regularized problems (Py), which are problems
without state constraints, are used to approximate the state constrained problem (Ppq4). The
discretization of these problems will be done by a discontinous Galerkin method, dG(r) in
time, and in space a continous Galerkin method cG(s) like before.

As optimization method an interior point algorithm will be used. Due to the absence of
inequality constraints, it does not contain Borel measures. The regularization causes an
additional error, which needs to be accounted for in the a posteriori error estimation process.

4.1. Continous setting and optimality conditions

In Section the parabolic state equation has been formulated as

(Oru, 0)1 + alg, u) () + (u(0),¢(0)) = (f, )1 + (uo(q), ¥(0)) Ve € X. (4.2)

There, the link between the control space ) and the state space X was established by the
semilinear form

a:QxXxZ—->R

under Assumption [2.3] and Assumption Again, this general formulation allows for different
possible choices of the control space and, unlike the elliptic case, (Q as a space of time dependent
controls is set up using the spatial function space R. A few examples for these control types
are:
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4. Parabolic Optimal Control Problems with State Constraints

Example 4.1. 1. Distributed control, where the distribution is in space and time. By the
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choice R = L%(£2),Q = L*(L*(£2)) the following equation is set up:

Oy —Au=g¢q in I x {2
u|[><p:0 onlx1TI
u(0) =0 on {0} x 2

2. Boundary control, by the choice R = L*(I'),Q = L?*(L*(I")) the following equation is set

up:
u—Au+ud =0 inlIxN

8nu’]><p=q onl x I
u(0) =0 on {0} x 2

. Distributed initial control, so that the control does only depend on the spatial, but not

the temporal point. One can choose R = L?(£2),Q = Po(I, R), so there holds Q C L*(R)
still. The following equation is set up:

Ou—Au+udi=0 inlIxN
Opulrxr =0 onlIx I
u(0) =¢q on {0} x 2

. Parameter control, by the choice R = R*, Q = Po(I, R), so that the control space is in

fact k-dimensional, the following equation is set up:

k
Gtu—Au:Zqifi inl x {2
=1
6nu|1><p:() onlxTI
u(0) =0 on {0} x 2

with given functions f; € L*(L%(£2)).

. Parameter control with time dependent parameters, similar to the last equation, but

the parameters are timedependent in general. By the choice R = R*, Q = LQ(R]“), the
following equation is set up:

k
8tu—Au:Zqi(t)fi(x) inlx{?
i=1
Opulrxr =0 onIx I
u(0) =0 on {0} x 2

with given functions f; € L%(£2).



4.1. Continous setting and optimality conditions

Remark 4.1. The state equations presented in Example [£.1] were given to illustrate the variety
of choices that lie in the general introduction of Q C L?(I, R) as a subspace. Setting up
an optimal control problem that can be analyzed with the help of a Lagrange multiplier by
the Karush-Kuhn-Tucker theory requires a control-to-state operator S: Q — C(I x £2) with
range in the continous states, as has been argued before. For parabolic problems this is
frequently problematic, as it may put severe restrictions to the spatial dimension n, see [75].
A possible remedy is the introduction of additional constraints, specifically upper and lower
L*°-constraints on the control variable. In the following, the continuity of the states shall be
assumed.

As in the elliptic case, we assume the unique solvability of the state equation according
to Assumption as a proof is possible for concrete realizations of (4.2)), but not in the most
general setting. The same holds true for the existence of an optimal control.

Next, first order optimality conditions are formulated. Although the discretization of the
parabolic optimal control problem will not be based on formulation (4.1)), we will still utilize
the following conditions in the error estimation process. The measure space employed from
now on is

M(I x 2) = (C(I x 2))*,
and the Lagrangian is now defined on £: @ x X x Z x M(I x 2) — R by

L(g,u, 2, p) = J (g, u) + (f = O, 2)1 — alg, u)(2) + (uo(g) — u(0),2(0)) = (1, G(u)).  (4.3)

The KKT conditions that have been proven in Lemma [2.1§ already are for a better overview
stated again specially for the parabolic case and with minimum preconditions:

Theorem 4.1. Let the point (q,u) € Q X X be locally optimal for the problem . Let S
and G be one time Fréchet differentiable, and Assumptions and [2:17 be valid. Then there
exist an adjoint state z € Z and a Lagrangian multiplier i € M(I x §2) so that the following
optimality system holds for x = (q,u,z,n):

L(z)(p) =0 Ve Z (4.4a)
L(z)(p)=0 VpeX (4.4b)
L@ =0  WeQ (440
(n,G(u)) =0, p=0. (4.4d)

The explicit formulation of the optimality conditions is as follows: Equation (4.4a)) gives the
state equation again:

(Oru, 0)1 + a(q, u) () + (@(0), 0(0)) = (f, )1 + (uo(q), ¥(0)) Ve € Z (4.5)
The evaluation of (4.4b)) gives the formulation of the adjoint equation
(Orp, 2)1 + ay, (4, W) (0, 2) + ((0), 2(0)) = T, (G, ) () — (i, G'(W)(p)) Vo €X  (46)
The gradient equation is expressed by

To(@,u) (V) — ag(q, w) (¢, 2) + (up(@) (), 2(0)) =0 V¢ € Q. (4.7)
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4. Parabolic Optimal Control Problems with State Constraints

Like in the elliptic case, the complementarity conditions (4.4d)) can be expressed equivalently
by the variational inequality

(o —Gw) >0  VYoe O x2),p>0. (4.8)

Analog to the treatment of elliptic optimal control problems it is possible to solve parabolic
ones by the PDAS method, provided the structural assumption that the auxiliary problem
(Pg) can always be solved. But since this method can be transferred directly from the elliptic
case, we will refrain from covering this method here.

4.2. Regularization

Instead, we consider a regularization method, as has been introduced in Section 2.4} The
considered penalty functionals are defined as follows. For a given order o > 1 the polynomial
or logarithmic penalty functional is

by (u) := / —yIn(G(u)) d(x,t) for o =1,

foxl (4.9)

by (u) := / > i 17°(G(u))1_°d(x,t) for o > 1,
2xI

and depends on the regularization parameter v > 0. The derivative of the penalty functional
is thus

b (u) = / o (Glult, 2)) "G (w) d(, ). (4.10)

For every regularization parameter v > 0 the regularized parabolic optimal control problem is
formulated by

(Orty; )1 + algy, uy)(9) + (44(0), 9(0)) = (f, )1 + (uo(gr), #(0)) Vo €W,

where the state space is chosen like for unconstrained problems,

W =W(,V).

(P,) { min Jy (gy, uy) 1= J(qy, uy) + by(u,) Iy EQuyeW (4.11)

A problem (P,) can be solved by methods for unconstrained problems, which will be detailed
below. The intention is to solve a sequence of these problems (P,,) with 7; — oo such that
the solutions of these problems converge to the solution of the constrained problem. For some
classes of optimal control problems and penalty functionals this property has been proven, see,
e.g., [85]. Of course the question arises whether a later implementation should really solve
the problems (P,,) with good accuracy before increasing v, or whether a few steps in the
respective approximative solution algorithm are sufficient.

For problem (4.11)), the Lagrange functional is defined by £,: @ x W x W — R

Lo(ay: Uy, 2y) = J(@y,uy) + (f = Optiy, 29)1 — gy, ty ) (24) + (u0(gy) — uy(0), 29(0)) + by (uy).
(4.12)
The optimality conditions can now be derived according to Lemma [2.16
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4.3. Finite element discretization in space and time

Theorem 4.2. Let the point (qy,uy) € Q x W be locally optimal for the problem (4.11)).
Then there exists an adjoint state z, € W such that the following optimality system holds for

Ty = (Gy, Uy, 29):

L (zy)(p) =0 VoeW (4.13a)
L (xy)(p) =0 YVoeW (4.13b)
L)) =0 ¥beQ (413¢)

The explicit formulations are given as follows: The state equation is

(Ortiys )1 + a(gys uy) () + (uy(0),0(0)) = (f, @)1 + (uol(gy), ¢(0)) Yo € W. (4.14)

The formal derivation of the adjoint equation gives

(Ousp, 29)1 + a4, (g, uy) (91 29) + ((0), 24(0)) = Ty (g, uy)(0) + U, (uy) () Voo €W,

first. For implementational reasons, this equation should be transformed, so that it does not
contain a terminal but an initial condition of the differential equation running backwards in
time. Usually this is done by integration in parts of the term (9, 2)r, so that the formulation
of the adjoint equation becomes

— (9, 02y 1+ a3, (@, Uy ) (9, 24) +(P(T), 24(T) = Ty (5 us) (0) + V., (uy)(9) Vo € Wo (4.15)

The gradient equation is given by

To(ay, uy) (¥) — ag gy, uy) (¥, 24) + (u6(ay) (1), 2,(0)) =0 Vo € Q. (4.16)

4.3. Finite element discretization in space and time

For the discretization of a parabolic optimal control problem, discretizations in time and space
need to be performed. In this order, the levels of discretization are indicated by the subscripts
k for the temporal, h for the spatial, and d for the control space discretizations, such that

o = (k, h,d).

The discretization of the spatial state variable is again done by a Galerkin finite element
method of order s, with s € IN, s > 1, in short ¢G(s). For the time variable the discontinous
Galerkin method dG(r) is used. The discretization of the control variable is kept abstract.

First the regularized continous problem (4.11)) is semidiscretized in time. For that, assume we
are given a set of M + 1 time points

O=to<ti<to< - <ty_1<ty="1T.

The subintervals defined by I, = (t;,—1,tm] C I are the ones used to define the spaces. Their
lengths are denoted by k,, := t,, — t;n—1, and analog to the spatial discretization parameter
from Section we define the temporal discretization parameter k as a function on I by
setting

klr,, = kmVYm=1,..., M.
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4. Parabolic Optimal Control Problems with State Constraints

For the discontinous Galerkin method of order r, the space
X = {vr € LA H)[vkl1,, € Pr(Ln, X),m =1,2,...,m and v(0) € H } (4.17)

is employed. The following derivation is possible for arbitrary r» € INg, but in the numerical
experiments later on only r = 0 is used, which is equivalent to a variant of the implicit Euler
method.

Next, for any discontinous function the notation for function values at the left and right
endpoint of the time intervals, and the jump in between is introduced by

=limvg(tm — t), [Vk]m = v,':

o —
Vg 1= }1{‘% vg(tm +1), vy m

— U,
,m \40 k

,m

The semidiscretized state equation then reads: For a g € @ find uy € X}; so that

M—1
Z O, ©) 1, + al g, ur) (©) + D ([urlm, oh) + (w00 ) = (fs )1+ (uo(ar), g ) Voo € XJ.
m=1 m=0
(4.18)
The solution operator of this equation is denoted by
Sk: Q — X,:
With this, the semidiscretized optimal control problem is given by
; T
(P-yk:) min J’)/(Q’yk:7 u'yk): qvk € Q, Uk € Xk; 7 (4‘19)
Sk(ayk) = Uk

and the Lagrangian associated with the discontinous Galerkin discretization in time Zv‘ Q x
Xi x X is
B M
Ev(q'yk; Uy Z’yk) = J(Q’yka u'yk) (f, Z'yk Z atufyka Z'yk a(Qﬁ/lm uvk)(z'yk)
m=1 (4.20)

- Z_ ([uvk]mv Z;r]g,m) + (UO(qVk) - uvk(0)7 ka(o)) + b’Y(uvk)'

The next discretization level is the spatial discretization. This is done by a continous Galerkin
method of order s similar to in the elliptic case, but on every time section {¢o} and I,,,,m =
1...M one spatially discretized space needs to be specified. One possible choice is to use the
same mesh 7, with its according space X}, like in , on every interval. The finite element
space would then be chosen as

X0 = {own € L1 H) : vgnln,, € Po(In, X7) ¥m = 1,2,..., M and v (0) € X3} (4.21)

Another possibility is to allow for different meshes 7" for every time section m = 0... M.
This dynamic spatial discretization then employs the M + 1 spaces X ,‘jm implied by these
meshes, and uses the finite element space

X;p = {vkh € L*(I,H) : vinlr, € Pr(In, X;™)¥Vm =1,2,..., M and vg(0) € XfL’O}
(4.22)
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4.3. Finite element discretization in space and time

The fully discretized state equation then reads: For given g,x, € @ find uk, € X5 so that

M M-1
> (Oetikhs 0) 1 + Qe uyien) (0) + D ([Uyin]ms or) + (Wykh 00 %0 )
m=1 m=0 (423)
=(f, )1 + (uo(gykn); 0o ) Vo € Xy
The solution operator of this equation is denoted by
Skn: Q — th>
so the temporally and spatially discretized problem can be written as
. 7S
(Pyp) 4 20 J'y(q'ykﬁ, Uykh)s ok € Qs Uqkn € Xpj (4.24)
Skn(Qykn) = Uykh

On the last level, the control variable has to be discretized by the choice of a finite dimensional
Q4 C Q. Due to the abstract nature of @ in the setting of this section we can as usual not
give a concrete form, but will discuss a few examples.

Example 4.2. For distributed control, as introduced in Example the space Q =
L?(I, L*(£2)) can again be discretized like the state space W. So utilizing the same time
mesh and space mesh(es) and the application of the dG(r) method in time and the cG(s)
method in space. It can sometimes make sense to discretize the control on a coarser time mesh
than the state. The time points of the control discretization would the be a subset of the time
points of the state discretization.

Example 4.3. For initial control, where Q = L?({2), it seems reasonable to utilize the same
discretization that has been used in ¢y for the state equation, so set Qq = V;'* or Qq = VS"“
with some appropriate polynomial degree sg.

Example 4.4. For control by time dependent parameters, where R = R¥ and Q = L2(Rk),

one can use the same time points {t;}}4, as before and set Q4 = {q € Q: q|1,, € Pr,(Im, R*)}
with some appropriate polynomial degree 4.

With the combination of the subscripts o = (k, h, d), the fully discretized problem then reads

. v 7,8
(Poo) min J,Y(QZU,UW), Gyo € Qd, Uyo € Xy, . (4.25)
Sa(Q’yo) = Uyo

Utilizing the reduced cost functional j,,: @ — R given by j,»(q) = J,(q, S+(q)) the fully
discretized problem in reduced form is formulated as

(P'ya,red) minj’yU(Q'ya)a Qyo S Qd- (426)
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4. Parabolic Optimal Control Problems with State Constraints

4.4. Optimization by interior point method

In this section the numerical solution of the fully discretized regularized problem for
one given discretization X}, Q4 and regularization parameter v will be described. As it is
an optimal control problem without additional constraints, it can be solved by the Newton
method as layed out in Section with only a few adaptions.

One difference is that starting value for the control ¢ can not be chosen arbitrarily, but it
has to be an adm1881ble control for (Py,), which means J,(¢%, S,(¢°)) < co. This means also,
that Assumption which secures the existence of an admissible control for (P), or the
extension of this assumption to a discretization of (P), is not sufficient. The reason is that
for this admissible control the constraint could be active on a set with nonzero measure so
that b,(u,o) = co. Thus a new assumption on the existence of an admissibe control, and a
constraint qualification is necessary:

Assumption 4.3. There exists a control ¢ € Qq such that J,(q}, Se(q))) < oc.

Assumption 4.4. Let ¢, € Qq be a locally optimal solution of the problem (Py,). Then the
operator S, (gys) is a surjective operator.

Given an admissible starting control ¢° the iteration ¢* — ¢**! follows the strategy from Sec-
tion@ Therefore the derivation of the computable first and second derivatives of j,, utilizes

the Lagrangian £~7 from (4.20]) instead of £ from (2.37)) within the approach from Sectionm
So consider the optimality conditions for problem (P,,) which, according to Lemma [2.16} E can

under Assumption and Assumptlon E 4 be formulated using the Lagrange functional L
as

ﬂy,z(qvmu”ym 2y0) () = [:iy,u(qwav Uygs 2y0) (P) = Efy,q(q’yffv Uyoy 2y0) (P) = 0V € X]:}fva € Qu

Analog to the derivation in [9], the optimality conditions are expressed explicitly, and the
following equations are derived in explicit form:

e the discrete state equation (4.23)), determining u., for given ¢,, € Qq.

o the discrete adjoint equation: for given g, € Qg, uyo € X, determine z,, € X;7 by
solving

M-1
- Z (5 Orzyo ) 1 — Z Prms [2y0)m) + (P(T), 240 (T)) + @3, (@yo Uro) (95 290)
m=1

m=1

(4.27)
= T (@ho, Uye) (0) +V(uro) () Vo € X3

e the discrete tangent equation, which his obtained by total differentiation of the state
equation, determining du € X’ for a given direction dg € Q4 by solving

M-—1
Z (068U, @) 1,0, + @ (Grors Uy ) (B, 0) + D ([Bulms o71,) + (3u(0), 0(0))
m=1

m=0

= —ay (G0, uyo) (60, @) + (u(9) (89), (0)) Vo € X

(4.28)
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4.4. Optimization by interior point method

e the discrete additional adjoint equation, which is obtained by total differentiation of the
dual equation, determining 0z € X, for given &g € Qq and du € X, by solving

M M—-1
= D (9. 002)1,, + 4y (tyo, y0) (9, 02) = D (0, [82]m) + (0(T), 62(T))
m=1 m=1

= _a{z:u(q'yoa Une ) (O, P, 2y5) — agu(Qv u) (g, ¢, 2yo) + Jz/;u(qu Uy ) (S, )

+ J(’;Iu(%m Uyo) (g, ) + bz(uva)(&u’ p) Vpe€ Xl?hs
(4.29)

With these equations, like in Section the first and second derivatives can be calculated as
follows:

e for any given direction dq € Qg calculate j;(qw)(éq) as

Foo(070)(00) = L], (401 thye, 240) (59) (430)
= J}(tho Uyo)(09) — @l (Gros Uyo) (00, 240) + (up(Gh0) (09), 240 (0))

e for any given directions dq, 7q¢ € Q4 calculate j;’ (¢vo)(dq,mq) as

jf/}f(qu)(&L q) :J(;Iq((hm U'yo)((sq) 7q) + J{Zq (qu UWU)(&U/? q) — (lgq (ana uwa)(é% T4, Z’YO’)
- an(Q'yoy U”/U)((Suy 74, z’yo) - a;(qu uq/cr)(T% 62’)

+ (ug(470)(79), 02(0)) + (ug(¢40) (0g, 7), 2v0(0)).-
(4.31)

Thus, Algorithm can be utilized to solve (Py,) as the necessary evaluations of j;a and
j4, and differential equations are provided. The solution of (P,,) for a given discretization
o and regularization parameter v is presented in Algorithm The incorporation into a
comprehensive algorithm for the solution of (P,q,) needs to detail more steps, for example secure
the admissibility of ¢°, and manage the increasing of v and refinement of the discretization. In
preparation of this algorithm, in the following section the necessary error estimators will be
derived.
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4. Parabolic Optimal Control Problems with State Constraints

Algorithm 4.1. Interior point optimization method for state constrained parabolic
OCPs

input data: ¢°,~

parameter: TOLy,TOLy,

Solve u® = S, (¢q°) by , 20 =T,(q") by
check for admissibility: make sure b, (u®) < oo

set up the problem

{ min J(qyo, Uyo) + by (Uye)  Gyo € Qas Uye € X}:I:
Uro = (S0 (dr0))

6: Solve by Newton method (¢°,u°, 2°, TOLx,TOLp), see Algorithm

this yields q, u, z.

8: output data: q,u, z

)

4.5. A posteriori error estimator and adaptivity

In order to estimate the error with respect to the cost functional J caused by the regularization
and discretization of problem (4.1]), this error is dissected in the following way:

J(q@u) = Iy, uye) = J(G 1) = J(gy, uy)
+J(qy, uy) = J(Gyos Uyo)
= J(qu) = J(gy, uy)
Iy (@y, uy) = Iy (@yos Uqe) + by (Uya) — by (uy) (4.32)

The influences of the steps of numerical treatment are seperated by the following contribu-
tions:

Ny = J(q,u) — J(gy, uy)

M % Iy (@ ty) = Ty (@ Uyk) + by (ugr) = by(uy)

N % Jo(Qyes Unk) = Ty (Gynkes Uynk) + by (Uqnk) — by (uqk)
Ng -~ J’y(q'yhbu'yhkz) - J’y(‘hm“’ya) + bv(uva) - b'y(ufyhk)

(4.33)

Here, 7, is the regularization error estimator, 7 the temporal error estimator, 7, the spatial
error estimator, and 7, like before the estimator for the control discretization error. Their
combination gives

N =N+ M+ Nd+ Ny (4.34)

Remark 4.2. The fully discretized problem which is solved numerically approximates
a local minimizer of J,. Thus the term b, (uys) — by(u,) from the representation can
be viewed as an error in a quantity of interest. This means an error estimator for this term
could be derived as in [65], using methods for a general quantity of interest. This approach
requires the solution of an additional linear-quadratic optimal control problem. To avoid this
numerical effort the error estimator will be derived utilizing the available information on b and

its dissection in (4.33).

First the regularization error is approached.

70



4.5. A posteriori error estimator and adaptivity

Lemma 4.5. Let (q,u) € Q x X be a local optimal solution of the original problem , and
(gy,uy) € Q@ x W a local optimal solution of the regularized problem , with the Lagrange
functional L being three times Gateauz differentiable. Then the following representation formula
for the regularization error holds:

T@,8) ~ Ty ,) = 30, (10), G(@) — Glug) — 3 (5, G)) + Ry (435)

where the remainder term Ryeq is of third order.

Proof. Together with the adjoint states Z and z, and multiplier fi from Theorems [.1) and [£.2]
we set

z=(q,u,z, 1) and Ty = (G Uy, 24, b, (1))
Since (g, u) and (g, u) both satisfy the state equation (4.2)), and z satisfies the complementarity
condition (4.4d)), it follows that

J(q,u) — J(qy,uy) = L(Z) — L(z4) — <b'7(u7), G(uy)) (4.36)

With the procedure from the proof of Lemma the formulation of the difference £(z)—L(x-)
as an integral and its evaluation with the trapezoidal rule, we get

J(@,) = T(gy, ) = %ﬁ’(@)(z )+ %L"(:rv)(a_c ) — (1), Glu)) + Rieg, (4.37)

where the remainder term takes the form
1
1
Rireg = 5 /[ﬁ”’(sa‘c + (1= 8)zy)(T — 24, T — 2y, T — 2)5(s — 1) ds. (4.38)
0

The evaluation of the partial derivatives in the ¢, u and z coordinate gives zero both for £/(Z)
and £'(x) due to the optimality conditions (4.4]) and (4.13]). There remain the terms

1 N 1 _ 1, _ 1,
L) ) L) ) = G B ), G@) — 7 (). Ga)
1 _ 1,
= L ). G@) — 3 B (0y). Gl
using the complementarity condition (4.4d). Adding the remaining summand — (b’ (u,), G (u-))
from (4.37)) proves the assertion. O

In order to define a computable error estimator from (4.35)), in [I00, section 4.1] it is argued
that the convergence of o/, (u,) to fi for v — oo in the sense of M(I x §2), [85], justifies the
approximation of (i, G(uy)) by (¥, (u,), G(u,)). This yields the intermediary approximation

T@ 1) = (@) = 0 (), G (@) = (8, (1), Gos) (4.39)

Two different ways to treat this expression further are discussed in [100], either using the sign
of (V) (uy), G(u)) or the convergence of u, — u. Either possibility results in an estimator of
the form

J(q,u) — J(gqy, uy) = _CO<bly(u70)a G(uqe)) (4.40)
with the constant cg € {0.5,1}. The choice of a constant ¢y € [0.5,1] can also be argued for in
the following example.
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4. Parabolic Optimal Control Problems with State Constraints

Example 4.5. In the case of an upper state constraint, where the state u is bounded from
above by a given function ¢ € C?(12)

u<yponN2xI & Gu):=¢—u>0,

the regularization error estimator in representation (4.39)) takes the form

| g 20 +3 | e Y
X —_—_—— 02X —_— ———r
:;B :ZA

So, on the active set, there holds 1 — u = 0, and, for large values of v, 1) — u, is small due to
the regularization. Thus we expect |A| < |B].

On the inactive set, 1) — u is in general large, and 1 — u,, also. Thus we expect |A| =~ |B].
Altogether, comparing points from the active and the inactive set, we expect the value of either
function A and B in these points to be much smaller on the inactive than on the active set.
This leads to the following extreme cases:

- if the active set is large, then |[ Bd(z,t)| > |[ Ad(z,t)|, and the choice ¢y =1 in (4.40))
is justified.

- if the active set is small, for instance it consists only of a point, then |[ Bd(z,t)| ~
|/ Ad(z,t)], and the choice ¢p = 0.5 in (4.40) is justified.

So we define the regularization error estimator as

Ty = _CO<bly(uw)7 G(uye)) (4.41)
with a constant ¢y € [0.5,1].

Considering from the parts including J, (), we can see that the evaluation is done in
points that are optimal solutions of problem on the different levels of discretization, and
the evaluated functional .J, is also that of this problem. As this problem is an optimal control
problem without further inequality constraints, we can use the methods from [65] section 6.2]
to find a suitable representation. For shorter notation define the residuals

AsY
<
—~
=
S
N—
S
N~—
|

L, -(a,u,2)(p),

Lemma 4.6. Let (qy,uy), (qyk, Uyk), (Gykh, Uykh); (QyosUqyo) be stationary points of L or E},
respectively, which are assumed to be three times Gateaux differentiable functionals. Then,
with arbitrary Z g, Uy, € Xg, Zykh, Uykn € X,:’hs, Gvo € Qg the following representation formulas

72



4.5. A posteriori error estimator and adaptivity

hold,
L U 2 1 ~Z ~
J’Y(Q’ya u’y) - J’Y(Q’ykv uvk) = ip (Q'ykv uvk)(z’y - ka) + ip ((:I’Yka Uk Z’yk)(u’y - uwk) + Rk
1 ~ A
Iy ( @ty k) = Iy (@ons wykn) = 50" (@is ki) (2o = Zykn)
1 ~ ~
+ 587 (ks U Zyk) (Ul — Bgn) + Ry
]' ~ A
Jw(Q'ykfu u'ykh) - Jv(Q’yaa uvcr) = §pq(chra Uro Zwa)(q'ykh - q’YU) + Ra,

(4.42)
where the remainder terms Ry, Ry, Rq are of third order and take a form analog to Ryeq

The proof is completely analog to the one in [65].

Comparing the already treated terms with the plan laid out in (4.33) it is found that the
summands missing a proper representation are the six involving the penalty functional b.,.
These are treated by the following Taylor expansion:

by (uyk) = by(uq) = —bg(uvk)(“v — Uyk)
by (tykn) = ba (k) = =0 (k) (Wykn — Uyk) (4.43)
by () = by (k) = =t (Uyo) (Uyo — Uyin)

The next step towards the definition of computable error estimators is the approximation

of the weights from (4.42)) and (4.43). Like in the elliptic case, in Section higher order
interpolation is used. We use linear operators Py, Py, P; to approximate

Uy — Uyl & Pryg Zy = 2y ° Przyk qykh — Gy R Pagye
Uk — Uk R Ppuygn 2k — Zykn = Ppzygn,

and analog for the weights from (4.43). We follow [65] further to choose the operators:

Naturally the operator Py should depend on the degree r of the dG(r)-method of temporal
)

discretization. For the implemented dG(0)-method the operator P = I ,gl —id is chosen, where

I ,gl) : X]g — X ,i is an interpolation operator into the space of continous and piecewise linear
functions in time, explicitly given by

t—tm—1
tm - tm—l

I,gl)vhm =v, ;+ (U — V1) for v € XJ. (4.44)

Considering the spatial operator Py, if the spatial discretization is done by the ¢G(1) method,
we can use the operator Iz(i) from Section and extend it to time dependent functions by
setting

(I o) (1) = I ona(8).

Then we choose P, = Iéi) —id. The combination all these considerations, (4.33]), the error
representation (4.42), (4.43), and the interpolation operators, gives rise to the definition of the
temporal error estimator

1

. 1
Nk = §Pu((hoa Uyo ) (Pr2yo) + 5102(‘170’ Uy 20 ) (Prge) — b{y(u’YU)(Pku’W)’ (4.45)
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4. Parabolic Optimal Control Problems with State Constraints

and the spatial error estimator

1. 1.
N 1= §Pu(%m Ung ) (Przye) + 502(%07 Uno s Zyo ) (Prtiye) — bly(uw)(Phuw)' (4.46)
Remark 4.3. To define a computable control error estimator, in the current error representation
1.
Nd = ipq(Q'ya, Uro Z’YO’)(qu’YO') - b{y (u'ya)(u'ya - Uyk:h)

the weight u,, — 4,4, Temains to be approximated. Since the refinement strategy employed
for the numerical calculations in this thesis does not utilize an extra control discretization, but
instead couples the discretization of the control variable to that of the state, an application
of a control error estimator was not necessary and no approximation of the term has been
considered so far. This could be done by at least two possibilities.

One is the treatment of the term b, (uys) — b, (uy) as an additional quantity of interest, as
discussed in Remark

Alternatively, one could possibly use the transformation

V. (o) (tye = tykn) = U5 (o) (Skn(dre) — Skn(gykn))
bly(uwa)(sl/ch(‘ho)(%o - Q’\/kh))
~ b/«y(uva)(Sl{ch(‘ha)(quw)) =: bly(uw)(&id)»

where duy denotes the solution of the tangent equation (4.28) with the direction dg = Pygyo-

%

Analog to the elliptic case, the error estimates 7., 7, 7, can now be used within an adaptive
refinement process. The strategies now deal with the four components v, (I,,)X_,, T;, or
(Tm)M_ ) and Qq instead of two. Still, the first decision to make is which structure(s) are
refined. Using the error estimates, Algorithm can be used to choose a subset of structures
to be treated. Alternatively, for test strategies used in numerical experiments, it may be
desirable to

- fix all structures to be chosen
- fix a certain subset of the structures to be always refined
- fix a subset to be used within Algorithm to choose the structures to be refined.

If the regularization is chosen, then simply - is increased by a given factor.

For the other components, a second decision has to be made, whether the refinement is to be
conducted globally, or locally, by using local error indicators.

For the spatial refinement, the procedure is analog to the elliptic case. For the local refinement
of a non-dynamic spatial discretization, the cell- or nodewise error indicators

Nh = Z Th,K

KeTy

can be obtained like before. For a dynamic spatial discretization the procedure has to be done
for all time steps, leading to a breakdown into indicators

M
Nh = Z Z THTK7

m=0 KeTy,
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4.5. A posteriori error estimator and adaptivity

details can be found in [87]. So for one given m € {0,..., M} the indicators {n;'x: K € Tp}
can be used to refine the mesh 7,™ as before.

Considering the temporal refinement, global refinement means the obvious bisection of every
interval from (I,,)M_,. For local refinement the localization

M
Nk = Z N
m=1

is evaluated, again according to [87]. A choice of a subset of intervals to be refined can be
obtained analog to the spatial refinement. Every chosen interval I, is dissected by including
the point %(tm,l +t,,) to the set of time points. In the case of dynamic discretization also a new
spatial mesh has to be introduced. In the implementation, a copy of the mesh corresponding
to the right end point of the interval to be refined is chosen.

The refinement of the control space, if necessary, can be done equivalently by means of a
localization of the error estimator 7.

Like before, these partial aspects can be assembled to an overall refinement strategy. A global
strategy would refine always all components globally. The fully adaptive strategy consists of the
application of the error equilibration strategy Algorithm which in turn uses Algorithm
and Algorithm as local refinement strategies for spatial and temporal refinement, if needed.
Intermediate versions between the fully global and adaptive ones can be set up as well.

Algorithm 4.2. Local refinement of the spatial discretization for parabolic OCPs

1: input data: mesh 7, or (7;{”)%:0 (dynamic)

M
2: evaluate localization np, = > mhx ornn= Y. > Mk

KETh m=0 KT,
3: sort these eror indicators by their absolute values:
[h. k1| > |h,k,| > ... (nondynamic)

analog for every time point m independently (dynamic)
4: find the index i = arg 1<mér}/ E(H)N(i)? (nondynamic)
S1SNh

analog find an index i, for every time point m independently (dynamic)

5: mark cells K ... K; for refinement (dynamic), or K ... K;  for every time point m

6: refine the marked cells by evenly partition, together with all the cells from the same
patches

7: repeat

iterate over all cells K € Ty, or time levels m =0... M and cells K € T, (dynamic):

9:  if the current cell K has a neighboring cell such that it has more than one hanging

node on the shared face: refine K, together with its patch
10: until no such pair of cells exists any more

11: output data: mesh 77; or (7:—"'

®

o) nj\jzo (dynamic)

Remark 4.4. When following the temporal course of a numerical solution obtained with dy-
namic discretization, it can occur that, possibly restricted to a part of the domain {2, the
spatial discretization at a later time point is coarser than it has been at an earlier time point.
Sometimes this behavior is referred to as coarsening, as the calculation has ,started out“ with
a fine spatial discretization and has ,,progressed“ to a coarser one.
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4. Parabolic Optimal Control Problems with State Constraints

Algorithm 4.3. Local refinement of the temporal discretization for parabolic OCPs

. input data: (I,,,)_,, and possibly (771’”)%:0 (dynamic)

m=1’

J—

2: denote the time points separating the intervals I,,, by 0 =tg < t1 < --- <ty <ty =T
M
3: evaluate localization n, = > .
m=1
4: sort " by their absolute values: .| > |n,"?| > ...
5: find the index 7 analog to (3.56))
6: for every interval I,,,; with j <7 do
7:  insert midpoint %(tmj_l + tm;) into set of time points
8:  if dynamic discretization: construct new spatial FE space connected to this new time

point, copy the mesh 7,

- M
9: get new intervals (Im)m:1 from set of time points

10: output data: (fm)le, and possibly (77}:”)7]7\/1[:0

This notion does however not fit into the tighter sense of the concept of coarsening a discretiza-
tion, as the spatial discretizations at two subsequent time points on the same discretization
level T; are not derived from one another. They rather stem from the spatial discretizations at
the two time points used at the former discretization level T;_1. We only allow for refinement in
this step, V,f om0 5 VhS ’m’(z_l), but not coarsening. Consequently it follows that X 15:2 O X ,glh_l),
which would not hold for true coarsening. Figure illustrates this point about the word
coarsening within dynamic discretization.
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4.5. A posteriori error estimator and adaptivity

1:0 t’l 1:2

(a) Starting discretization: the meshes corresponding to times ¢o (left), ¢1 (middle) and ¢,
(right) are equal.

t t t

0 1 2

(b) Dynamically refined discretization: the meshes corresponding to t,, n = 0,1,2, have
been obtained by refinement of the respective meshes in Figure[4.1(a)l As no nodes,
or degrees of freedom, have been removed, no coarsening has taken place, although

viewing only the meshes in Figure [4.1(b)|in their timely order could suggest otherwise.

Figure 4.1.. Refinement of a dynamic spatial discretization

7






5. Aspects of Implementation

This chapter deals with implementational issues of the algorithms proposed before. While the
main ingredients have been derived and discussed thoroughly, some practical points remain
to be clarified. Also, alternatives to some aspects within the complete algorithm will be

discussed.

5.1. Complete algorithm

Until now, the single aspects of the solution process have been discussed seperately from each
other. A composition of these ingredients into one general optimization algorithm for the

Algorithm 5.1. Optimization algorithm - general

10:
11:
12:
13:
14:
15:

input data: a problem of type (1.1)
parameter: tolerances TOLg,TOLc for error and computational time, TOLy,TOLy,
Set i=0

Choose starting discretization Ty = (’77(0), &O)) (elliptic)

3

M
or Ty = ((L(fl))) ,7750), go)) (parabolic)
m=1

M M
or Tp = ((I"r(r?)) 0 (7}:”"(0)) Y Elo)) (parabolic, dynamic).

If optimization method # PDAS, choose starting regularization parameter g
repeat

Set up the fully discretized problem (P,) or (Pys) (4.25)

with discretization T; implying the spaces X}(j) or X;}fi), Mg), g).

Choose starting control q(()i) € Qgi). If PDAS, choose uéi) € ./\/lgf).

Solve with PDAS(q\”, u{”, TOLN,TOLL), see Algorithm

or solve with IP(q(()i)7 v, TOLN,TOLp), see Algorithm

This yields discrete solution a(), (") e X,(f) or f(;’h(i), " e fo)

and possibly () e Mg)

Evaluate a posteriori error estimator or resp., giving 7(*

if (|n)| < TOLE) OR (computational time > TOL¢) then
BREAK

Use equilibration strategy with input T;,y;, see Algorithm

This yields Tj4+1, Vig1-

Set i =1+ 1.

16: until false
17: output data: (¢?),a()) as approximate solution of (.1
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5. Aspects of Implementation

efficient approximate solution of problem from start to finish is conducted in Algorithm
In the following the execution of step 7, the choice of the starting control, will be concretized,
as the general formulation in Algorithm [5.1] may leave questions. A good choice of the starting
value of a control q(()l) on the discretization level ¢ shall possess two advantageous properties: it
has to be admissible, and it is preferrably in close proximity to the mesh-optimal control, to

allow for immediate superlinear convergence of the optimization algorithm.

On the first discretization level, Tp, the existence of an admissible control is secured by Assump-
tions[3.5)and [£:3] Mathematical information on the mesh-optimal control has not been retrieved
yet, so one has to pass on the proximity property, unless information from an applicational
background can be utilized to guess an acceptable control.

On the subsequent discretization levels T;,¢ > 1, it is possible to get a starting control by
interpolation of the mesh-optimal control g1 from the last level. Naturally it can be expected
to be close to the optimal control on the new discretization. So if ng): Q((;_l) — ij) is an
interpolation operator, we choose

g5 = 10gt=" (5.1)
as the starting value. For parameter optimization, where @ is finite dimensional to begin with,
this step does not apply (I3’ = id).

Example 5.1. In the case of a spatially distributed control, the operator Lgi) : Q((;_l) — QS)

could be chosen as the identity mapping on the linear finite element functions. This is achieved
by the following construction: For every node z; € N (0) the value of the control on the new
level is set to

" 0,): 2y €A
Iy)q(’_ )(ZL'j) = W Z(') gD (xy): xj ¢ NG (5.2)
J :CkE./\/’jl

where J\/J(l) denotes the set of neighboring nodes of z;, these are the closest nodes of the
~parent” patch, the refinement of which defined ;.

This proposed choice of starting control does however not solve the problem of admissibility:
in general the value ng)q_(ifl) is not admissible. If the optimization method is PDAS, then
this is not a problem, an iterior-point method however requires an admissible starting control.
This problem occurs in analog form for control constrained OCPs, but can there be solved
easily by the projection of Lg’)q(i—” on the admissible set: for control constrained problems
Qqa is explicitly given, so that the construction of a projection onto the discretized set Qqq.
is usually a simple task. This is contrary to state constrained problems, where the set of
admissible controls is not given explicitly. In fact, the only exploitable information on the
interior of the admissible set is in general the value q(()o) on the first discretization level. This
may be utilized to construct a feasible control as follows:

Assume the interpolation of q(()o) in the set QS) yields an admissible control, that will be
denoted by ¢®. Since ¢ may be outside the fast convergence neighborhood of the exact
solution, a convex linear combination of Iél)q(i_l) and ¢ close to the former is taken as a
strong candidate for a close, but admissible starting control. So set

gy = (1= M) IPY 4+ 0D, k=0,1,... (5.3)

)
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until for some K the control q(()l)K is admissible, then choose q(()l) = q[()Z)K as starting control.
The Ax can be chosen as k - ¢ with a small constant 0 < ¢ < 1. As numerical experience
shows, with advancing refinement the violation of the state constraint decreases. Since it is
advantageous to choose the final A\; as small as possible, it is also possible to make the choice
A = k- ¢ with a level-dependent (decreasing) factor ¢(9: If for one discretization level T} the
linear combination with & = 1 gave an admissible control (but k£ = 0 did not), then decrease
the factor, e.g. by setting c(+1) = 100,

A finer tuning of the values of ¢, \; etc. is usually not worth the effort, as the admissibility
test of the resulting controls is usually too expensive.

5.2. Implementation of Borel measures

In the framework of Algorithm [5.1] the fully discretized optimization problems may be solved
by different methods. If the primal-dual active set method is chosen, the Lagrange multiplier
1 needs to be introduced as a new system variable into the computational treatment.

In the overall agorithm in step 7 a starting value u(()i) has to be chosen just like for the

control q(()i) as considered in Section On the first mesh Tj, the consideration for the
multiplier applies analog: since there is no prior knowledge, one may just take any value, unless
technical background suggests otherwise. For the subsequent levels, since admissibility is not
a requirement for the starting solution for the PDAS algorithm the correction part related
to (5.3]) can be omitted and one just sets q(()i) = Icgi)(j(ifl).

The analog setting of a multiplier '
M((]z) — I}S@)ﬁ(zfl) (54)

requires some care in the construction of the interpolation operator I ,(f). The choice [, ,(f) = Lgi)
as the interpolation of the multiplier analog to ([5.2)) may be easy to implement as the operators
work on nodal vectors regardless. But since qu) is the identity operator on the space of
linear finite element functions, this choice seems unnatural. A possible alternative to this
interpolation is the use of the operator

I(i)pj(‘i—l) _ ﬁy_l): x; is node of T;_; (5.5)

wy 0: else ’
(i-1)

which is the identity operator on the space of discrete Borel measures M, .

The decision whether to choose interpolation according to (5.2 or according to thus
depends on the structure of the multiplier. This can be explained by considering the effect of
these two operators on the discretizations of two prototypical examples of multipliers - the first
is a constant function, the second is a line measure - see Figure for the discretizations on a
coarse grid. Global refinement of the mesh and subsequent interpolation of these multipliers
using leads to the situation depicted in Figure While the support of the regular part
is realized correctly, the line measure part is hugely overapproximated, it exhibits three times as
many active nodes as necessary. This does not hinder the convergence of the algorithm, but the
convergence speed is slowed down considerably. The situation when using the interpolation
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is depicted in Figure This method underestimates the support of both the regular and
the measure part of the multiplier. Still, numerical experience shows interpolation by (/5.5 to
work considerably better. This seems plausible, as the introduced mismatch of the support is
smaller, also active sets are usually approached from the outside.

(a) discrete measure pup, € My, as discretization (b) discrete measure pun € My, as discretization
of the constant function p € L*(£2) of the line measure p ¢ L*(£2)

Figure 5.1.. Discrete Borel measures. The height of the bar in node x; represents
the value of the related coefficient ;.

(a) applied to the discretization of the constant (b) applied to the discretization of the line mea-
function p € L?*(£2) sure p ¢ L*(92)

Figure 5.2.. Result of the interpolation according to (5.2)) applied to the measures

from Figure

82



5.3. Possible modifications of the standard algorithm

(a) applied to the discretization of the constant (b) applied to the discretization of the line mea-
function pu € L?(12) sure pu ¢ L*(02)

Figure 5.3.. Result of the interpolation according to (5.5 applied to the measures

from Figure

5.3. Possible modifications of the standard algorithm

In this section possible modifications of Algorithm will be discussed. In the buildup of this
algorithm, in the previous chapters the following typical procedures were discussed:

e (adaptive) discretization methods,
e methods to solve a nonlinear (optimization) problem, and
e methods to solve the linear subproblems generated by the nonlinear method.

Different methods that realize each of these specific steps are available. For example, the
discretization can be governed by

e a uniform refinement strategy, or
e an adaptive refinement strategy
— using the dynamic mesh approach, or
— using only one spatial mesh.
The optimization method may be
e the primal dual active set method, or
e the interior point method.

For linear solvers there is a large amount of possibilities, in this thesis only the CG and GMRes
methods were mentioned.

The setup of these procedures to form the complete method in this thesis is as follows: The
steps are executed in a nested loop in the following order

1. adaptive discretization,
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2. — nonlinear optimization,
3. — linear subproblems.

An alternative to this nested iteration is discussed in [42] 85]. Switching the order of the loops
to

1. nonlinear optimization,
2. — adaptive discretization,
3. — linear subproblems

leads to the application of adaptivity for linear problems, but requires the use of the nonlinear
solver in function space.

Another modification concerns problems with a two-sided state constraint. So consider the
problem
min J(q, u) geEQ,ueX
u=5(q) - (5.6)
ug(z) <u(x) <up(z) VYee Ror 2x1

where we assume the active sets of the state constraints to be separated. This can be achieved
by securing
up > ug on 2 or 2 x 1.

The standard conversion of the two-sided constraint like indicated in Section would utilize
two multipliers, p, € M(£2) or M(I x {2) associated to the partial constraint uq(z) < u(z),
and pp € M(£2) or M(I x §2) associated to u(x) < up(x).

An improvement of this approach can be achieved by observing the known sign of the multipliers:
As optimality conditions require pq, tp > 0, and the implementation dictates the positive sign
for all components at every computational step, a common multiplier can be defined by

[ = iy — Ha- (5.7)

Now the implementation can be done with the single multiplier p instead of both u, and gy,
thus saving computational effort. A component of y with a negative value corresponds to a
point where the lower bound is active, a positive component corresponds to the upper bound.
This construction works due to the separation of the active sets.

The third modification of the solution process is the transformation of nonlinear boundaries to

constant ones. Consider the most general problem ((1.1)). If the inverse of the constraint function,

G, exists and is monotone decreasing, then it can be easily shown that the relations
Gu)>0 < u—-G10)<0

are equivalent and thus the transformation

i:=G10) —u (5.8)
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leads to the following problem that is equivalent to (P):

A similar construction is possible for a monotone increasing inverse of the constraint function,
with

being the appropriate transformation.
The advantage of this formulation is that due to the constant bounds the discretization of the
constraint function G becomes trivial.

Example 5.2. For the single upper bound u < u the transformation is
U= up — U.

The problem is then transformed as follows:

min J(q, u) geQ,ueX min J(q, up — i) geQ,ueX
u = S(q) = ﬁ:ub—S(q)
u < up >0

Example 5.3. For the two-sided constraint u, < u < wuy, the transformation introduced
in (5.8) can not be applied directly. Still, the transformation

~ U — Uq
U=

M
Up — Uq

obtained in a similar way, leads to the following equivalent problem,

min J (g, u) geEQ,ueX min J(q, @(uy — uq) + Uq) geQ,ueX
. S(Q)—ua
u=S(q) - i = St
Ug S U< Uy 0<u<l1

)

which obtains the goal of smooth constraint functions as well.

5.4. Considerations derived from practical problems

In Chapter [7] the methods developed in this thesis are applied to the large-scale practical
problem of the control of structural properties developed during the hydration phase of young
concrete. A wide range of different practical problems has been treated by modelling the task
as an optimal control problem. Studying the utilized solution processes reveals aspects that
have not been emphasized yet. In the following, we give a few examples of practical optimal
control problems, and links to publications:

85



5. Aspects of Implementation

- In hypothermia cancer treatment, see [96], the computational domain is a part of the
patient’s body. The forward operator includes the heat as well as electric field equations,
optimization is done over parameters. State constraints arise naturally, as sound tissue
has to be protected against too much heat.

- The problem of optimal glass cooling, investigated, e.g., in [22] has the goal to guide the
temperature of a glass melt to room temperature by adjusting the furnace temperature,
which is modelled as boundary control. The control aspires to guide the temperature of
the glass to a given temperature profile, which is chosen for a minimum of unwanted
stresses, that are building up during the cooling process.

- In the surface hardening of steel [65], a laser beam is moved along the surface of a
workpiece, inducing heat and with that the formation of austenite, causing the hardening
effect. The aim is to control the laser energy such that a desired hardening profile
is reached. The control-to-state operator consists of the heat equation coupled with
an ordinary differential equation in every spatial point that describes the formation of
austenite depending on the temperature.

An uncritical application of the solution process to practical problems like these as described
until now will solve those problems, but it can be improved easily by taking some further
aspects of the practical problem into account. These can comprise of the following:

The choice of the starting mesh 7;50) at the beginning of the first discretization process holds
the opportunity to improve the numerical behavior via the following consideration: The
spatial extension of the computational domain can be enormous. This leads to large discrete
problems even on a relatively coarse discretization level. It is thus unfavorable to choose an
equidistant mesh as 7;1(0). Typically in practical problems the solution exhibits structures on
very different spatial or temporal size scales so that a uniform discretization would either
result in huge discrete problems or the loss of fine-scale information. Instead, based on an a
priori understanding of the physical process in question, a starting mesh can be designed that
resolves the structure of the solution well with minimal effort.

Another aspect is that in practical problems the computational domain {2 is often nonconvex.
This can lead to additional loss of regularity of the solution, and so reduce the accuracy and
convergence speed of the algorithms explained here. To counteract this phenomenon, a priori
mesh grading might be used. This means that the starting mesh is constructed to have a finer
discretization in a neighborhood of the edge or corner in question, i.e. the cells’ diameter
depend on the distance to the reentrant edge or corner. For some basic problem classes, this
dependency takes a form analog to (A.4]), where the distance to the point a corresponds to the
distance to the critical structure. A detailed analysis of this concept for elliptic problems in
two and three dimensions can be found in [4H6]. A grading of the mesh towards the origin can
then be obtained by applying the transformation

13
T(x) = z|z|*

to all points in a neighborhood of the critical structure, where p € (0, 1] denotes the grading
parameter.
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5.4. Considerations derived from practical problems

In many practical applications, more than one physical quantity is needed to describe the
state of the system. This corresponds to a state variable with more than one component,
w: 2 — R™ or u: I x 2 — R"™. For reasons of simplicity, this is not explicitly treated in
this thesis. For simple problems it suffices to treat the other components like the first one.
Especially the a posteriori error estimation is not affected by a greater number of components.
Only for more difficult problems it may be necessary to use more involved techniques; also this
affects mainly questions of discretization and implementation. For flow control problems, for
example, it can be necessary to use stabilization techniques to obtain a useable discretization.

Furthermore, in practical problems it often occurs that uncertainties on the input data
are relatively large. Therefore it may be unrealistic to expect computational results that
are in very accurate accordance to reality observations. Then sometimes in the numerical
algorithms the focus is shifted away from high order accuracy, convergence rates and related.
Instead the expectations on speedup of calculations in the first refinement steps are increased.
This approach can be supported by adaptive mesh refinement based on a posteriori error
estimation.
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6. Numerical Results

In this chapter some example problems will be considered that fit into the general frame-
work or , respectively. They will be solved numerically by the algorithms developed
in the previous chapters. The employed optimization method on one level of discretization
for the elliptic problems is the PDAS method described in Section [3.4] For the parabolic
problems, a regularization by the barrier approach and subsequently the optimization by the
interior point method is applied, as described in Section[£.4] In one example, both optimization
methods are applied to make a comparison between them.

The generality of the setting allows for many different constellations. Thus example problems
of different types are chosen to illustrate the possible differences. Specifically, linear and
nonlinear problems, elliptic and parabolic ones, and such with known and unknown exact
solutions are considered. Additionally, attention is payed to the structure of the optimal
solution; this means the active sets can e.g. be points, lines or twodimensional sets.

One goal of the numerical experiments is to evaluate the quality of the error estimators derived
previously. Two aspects will be evaluated: the first is how good the estimated value 1 matches
the overall error in the cost functional. For this the effectivity index

J((j? ﬂ) — ‘](QU7 UU)
n

Lo = (61)

is defined. It should be evaluated for every error estimation for the mesh-optimal solution on
every considered level of discretization. To evaluate I, the value of the cost functional is
needed, which is only known if the optimal solution (g, u) is known. If J(g, u) is not available, it
is replaced by a precalculated value J* := J(qu+, us* ), Where (gy+, us+) is the optimal solution
to a discrete problem that is on every level finer discretized than the problems I.g is to be
evaluated for, so that the small inaccuracy does not have a sizeable influence. To judge the
quality of the error estimator, a proximity of I.g to 1 would be best. Strictly this can be
expected only for the limit h — 0 (kK — 0,7 — o0). So if the discretization is relatively coarse,
relative to the difficulty of the problem in question, sizable deviations from this value cannot
be excluded at all; especially changes in the sign of the error are often an indicator for these
deviations.

Another indicator for the quality of the a posteriori error estimation is the effect of the local
refinement of the discretizations, respectively the error equilibration. Solving the numerical
problems with different discretization strategies, for example once on a series of uniformly
refined discretizations, and once including the adaptation, we are able to compare the numerical
effort relative to the cost functional error.
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6. Numerical Results

The implementation of the solution methods and error estimation were all done in the
optimization toolkit ROD0OBO [80] in connection with the finite element library GASCOIGNE [36].
For visualization we used the visualization tool VISUSIMPLE [95].

6.1. Elliptic problem with known exact solution

As the first example problem the following elliptic optimal control problem governed by a
linear state equation is considered:

Minimize (g, u) = g Ju— uall}aga) + 5ol
—Au=qg+ f in {2,
(Ex1) u=0 on I7,
Opu =0 on Iy,
G(u) >0 in 2,

where {2 = (0,1)? is the unit square, and the parts of the boundary are
Flz{xz(l‘l,ﬂjg)EBQ’fEl:O} and F2:8(2\F1

To integrate this problem into the framework provided in Chapter [2| the spaces are chosen
as Q=R =1L*(2),V =H}(2)={veH'(2)|v|p =0},X = W'2(2) N H}, (£2). The
functions G, f, uq represent the data of this problem, and will be chosen in such a way that
the optimal solution can be calculated explicitly and exhibits some interesting features.

The goal is to construct an optimal solution that fulfills the state constraint exactly with
G(u) = 0 on the set { (z1,72) € 2 ’ rp>s } and with G(u) > 0 on the rest of the domain.
So the active and the inactive sets of the optimal solution are seperated by the line {z; = s}
with some parameter s € (0,1) to be chosen later. As described in [49] from this construction

follows a structure of the multiplier iz as the sum of a regular and a line measure part, that is
ji = ji1 + jiz with i3 € M(£2)\ L?(£2) and jiz € L*(§2). The representation

0, z1<s

6.2
b, x1 > s. (62)

1 _
(i1, 0) = Cu/o @(s,x2) dxg Vo € C(02), ji2 = {

is employed with a constant ¢, to be determined later and b > 0 to be chosen freely.

To construct an optimal solution with the properties described above, upper state constraints
are chosen, i.e. G(u) = up — u, and an ansatz for the optimal state is made demanding that

u is not depending on xo,

the restriction of u to the active set is a polynomial of degree 4,

the restriction of u to the inactive set is a polynomial of degree 3,

the transition over the boundary between these sets is C?, but the third derivative has a
jump there,
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6.1. Elliptic problem with known exact solution

- u fulfills the boundary conditions of (Ex1).

This determines @ up to a constant m < s~3 which is left as a parameter that can later be
used to work out the influence of the measure part of the error estimator. The optimal state
takes the form

at a? z1
i 3872 + 3?, I <S8

u(zy, x2) = :
—%(ml — ) +m(r1 — )P +1, 1> s

The constraint function wu, is thus determined on the active set, and needs to be continued on
the inactive set which can be done by any function larger than u. Considering the boundary
conditions on u, the choice

( ) L T <S8
Up .’17171‘2 —
—rty (e = s m(r =8P + 1, 21>

is made. Setting further

a3 x? z
3 -3 +35+2 r1 < S
—%(aﬁl—s)‘l—i-m(xl—s)‘g—i-& 1> s

for easier calculations and incorporating the adjoint and the gradient equation with the choice

a1, a) = S%—Gmml—l—xl(xl—2)+b(1—s)x1, 1 < 8
1,42) —
(1—7"):1:%—1—(1)—%—Q—Gm)xl—l—s%—rsQ, x> s,

where the abbreviation r = % — % is used, the missing parts of the exact solution (g, u, z, 1)

turn out to be

—z1(r1 —2) — (8% —6m)x; — b(1 — s)xy, r1 <8
—z1(z1 —2) — S% + 6ms + gx% — bx1 + %82, Tl > S,

q(x1,x2) = {

zZ= _q_7
and [ is set according to (6.2)) with ¢, = (S% — 6m). Remember this construction leaves three

parameters s € (0,1),m < s73,b > 0 entering the data uy, ug, f and the optimal solution of the
problem (Fx;). A visualization of the optimal solution (g, u) for one choice of the parameters
can be seen in Figure Also observe that the construction of the structure especially of j is
achieved with smooth data uy, uq € C%(02), f € C1(£2).

The optimization method used in the following numerical solution of (Ex;) is PDAS. The
starting discretization is always a mesh of 4 x 4 congruent quadratic cells, used for the
discretization of the state and the control space. The refinement strategies used to create a
new mesh after a mesh-optimal solution on an old mesh has been found, that will be compared
here, are the uniform refinement and the adaptive refinement given by a localization of the
error estimator ny, in Section As the discretization of the control space is tied to
that of the state space, 14 is zero and thus omitted, see also Remark
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6. Numerical Results
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Figure 6.1.. Optimal solution of (Ez,) for (s,m,b) = (0.5, —10,50), dependence on
x1 only, as the functions are xo-independent.

We present the results of the computations for two sets of parameters (s, m,b). The choice
of the parameter m = —2 secures that the multiplier part of the error representation ,
ie., J,,((Pg+id)qq, (Pn + id)up) (Prun) — al,((Pg + 1d)gq, (Py + id)up) (Phup, (P, 4 id)zy), has
a significant size compared to the other parts. For significantly larger m the effects of the
reduced regularity originating from the state constraints would be negligible, and the behavior
of the numerical solution would be as expected with experimental order of convergence with
respect to h being almost exactly 2 and effectivity index almost exactly 1. The choice of the
parameter b is less significant, we choose b = 50.

The first choice of the remaining parameter is s = 0.125. As the exact solution is known,
the optimal value of the cost functional J(q,u) = 74244.18954366 . .. is used to evaluate the
discretization error and the effectivity index on every mesh. The results can be seen in Table
for every discretization level the number of degrees of freedom N, the discretization error
J(q,u) — J(¢r,us) and the efficiency index I.g are displayed. The efficiency indices show that
an accurate error estimation is observed after the second refinement step. The visualization of
the relation between the remaining two quantities in Figure shows an advantage of the
local refinement strategy compared to the uniform strategy in the discretization error relative
to the degrees of freedom. As the choice s = 0.125 means that the line where the measure
i1 is concentrated is always a grid line, the second test is made with the choice s = 0.3. The
evaluation of the discretization error and the effectivity index using the new optimal value of
J(q,u) = 3044.536619 ... in Table shows accurate error estimation in most cases. However,
the localization of the estimator guides the local refinement process to more efficient meshes,
as can be seen in Figure An example plot of such a mesh is displayed in Figure A
refinement of the region around {x; = s} is observed.
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6.1. Elliptic problem with known exact solution

Table 6.1.. Development of discretization errors and of the effectivity indices for
s =0.125 for (Ex)

(a) adaptive refinement (b) uniform refinement
N ‘ J(67 ﬂ) - J(QUqu) ‘ Ieff N ‘ '](qv ﬂ) - J(Qzﬂua) ‘ Ieff
25 1.37e+403 4.54 25 1.37e+03 4.54
55 -5.93e-02 0.00 81 -6.62e-02 0.00
113 -8.56e-03 0.41 289 -1.59e-02 0.98
189 -1.48e-02 0.94 1089 -3.92e-03 0.96
403 -3.90e-03 0.94 4225 -9.70e-04 0.97
1233 -1.72e-03 0.93
4241 -6.60e-04 0.96
"local —»— local — e —
uniform —e— 100 | uniform —e— 4
1071 | i
1072 E
1072 E
1073 | i
1073 | E 10~4 J
10? 10? 10? 10?
N N
(a) s =0.125 (b) s=0.3

Figure 6.2.. Discretization errors vs degrees of freedom for Exq

Table 6.2.. Development of discretization errors and of the effectivity indices for
s =0.3 for (Ex)

(a) adaptive refinement (b) uniform refinement

N ‘ J((j, ﬂ) - J(qaauo) ‘ Log N ‘ J(Lj,l_l,) _J(QUaua) ‘ Loq

25 3.02e+00 0.65 25 3.02e+00 0.65

55 1.33e+00 8.74 81 1.32e+00 8.03

139 1.15e-01 1.71 289 1.33e-01 1.52

403 2.56e-02 -4.68 1089 3.03e-02 -0.45

955 -3.88e-03 0.96 4225 6.10e-04 1.23
2185 -1.24e-03 0.78
5125 -2.99e-05 0.81
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6. Numerical Results
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Figure 6.3.. An example of a locally refined mesh for s = 0.3 for Ez;

6.2. Elliptic problem with unknown exact solution

The second example problem takes a form similar to (Ez1), but this time the data are chosen
in such a way that the active set has a curved boundary so it can not be matched by the
spatial discretization. Consider on the unit square 2 = (0,1)?

. 1 «
Minimize J(g,u) = ¢~ uall3a(q) + o lali32(q)-

(Exs) —Au=gq in {2,
u=20 on I
G(u)>0  in £,

with the data o = 0.1, G(u) = up — u (upper state constraint) with u = 0.01, and
ug = 10(sin(27x1) + x2).

For this problem, which has been considered in [49], the exact solution is not available, so
for the following investigations the approximate optimal value J* = 41.62230492265025 is
used, which was computed on a fine mesh with N = 66049 nodes. The behavior of the error
and effectivity index when using PDAS as optimization method, and adaptive refinement can
be seen in Table Additionally the value of the error estimator 7y, itself is displayed,
which may seem redundant at this point, but can be compared in magnitude to the estimator
contributions from the following tests.

There, (Ex2) is solved by regularization (order o = 2) and interior point method. For this
approach two different refinement strategies are considered. In both, the discretization error
Ny, and the regularization error 7, are estimated, and the result of this estimation determines
whether a new spatial mesh is used, or the regularization parameter is increased, or both,
as described in Algorithm The difference is in the creation of the new spatial meshes,
it can again be created by global, or adaptive refinement of the old mesh. The results can
be seen in Table and Table The comparison of the error convergence relative
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6.2. Elliptic problem with unknown exact solution

Table 6.3.. Development of discretization errors and of the effectivity indices for

(EI‘Q)

(a) solution with PDAS
N ‘ Th ‘ J* - J(QU;UG) ‘ Icff
9 | -9.45e-03 -5.94e-01 62.80
25 | -9.04e-03 -1.07e-02 1.18
69 | -3.73e-03 -3.19e-03 0.86
97 | -3.06e-03 -2.59e-03 0.85
271 | -7.60e-04 -8.41e-04 1.11
789 | -2.37e-04 -2.50e-04 1.06
2783 | -6.46e-05 -6.49e-05 1.01
9817 | -1.75e-05 -1.75e-05 1.00

(b) solution with IP, global refinement by component

N | Y Ty n | T = J(ouo) | e
25 | 1.0e402 | -1.47e-03 | -3.08e-02 | -3.22e-02 -3.408e-02 1.06
81 | 3.2e4+02 | -2.10e-03 | -6.71e-03 | -8.81e-03 -1.598e-02 1.81
81 | 1.0e4+03 | -2.60e-03 | -1.56e-03 | -4.16e-03 -1.195e-02 2.87
289 | 1.0e+03 | -5.83e-04 | -1.68e-03 | -2.27e-03 -4.170e-03 1.84
289 | 3.2e+03 | -6.47e-04 | -4.39e-04 | -1.09e-03 -3.112e-03 2.87
1089 | 3.2e+03 | -1.79e-04 | -4.51e-04 | -6.31e-04 -1.088e-03 1.73
1089 | 1.0e+04 | -1.88e-04 | -1.23e-04 | -3.11e-04 -7.990e-04 2.57
4225 | 1.0e+04 | -4.69e-05 | -1.26e-04 | -1.73e-04 -2.868e-04 1.66
4225 | 3.2e4+04 | -4.83e-05 | -3.51e-05 | -8.34e-05 -2.051e-04 2.46
16641 | 3.2e+04 | -1.21e-05 | -3.58e-05 | -4.79e-05 -7.631e-05 1.60
(c) solution with IP, adaptive refinement

N Yoo | no | I =T us) | e
25 | 1.0e402 | -4.82e-03 | -2.91e-02 | -3.40e-02 -3.084e-02 0.91
25 | 3.2e402 | -4.51e-03 | -5.61e-03 | -1.01e-02 -1.443e-02 1.43
25 | 1.0e403 | -4.43e-03 | -1.16e-03 | -5.59e-03 -1.122e-02 2.01
69 | 1.0e+03 | -3.00e-03 | -1.50e-03 | -4.50e-03 -4.362e-03 0.97
231 | 1.0e+03 | -5.75e-04 | -1.66e-03 | -2.24e-03 -2.444e-03 1.09
231 | 3.2e+03 | -5.89e-04 | -4.27e-04 | -1.02e-03 -1.403e-03 1.38
647 | 3.2e+03 | -2.36e-04 | -4.41e-04 | -6.77e-04 -7.635e-04 1.13
647 | 1.0e+04 | -2.46e-04 | -1.20e-04 | -3.66e-04 -4.807e-04 1.31
2169 | 1.0e+04 | -9.35e-05 | -1.23e-04 | -2.17e-04 -2.153e-04 0.99
2169 | 3.2e4+04 | -9.58e-05 | -3.38e-05 | -1.30e-04 -1.357e-04 1.05
4173 | 3.2e+04 | -4.21e-05 | -3.51e-05 | -7.72e-05 -7.630e-05 0.99
11379 | 3.2e4+04 | -1.42e-05 | -3.57e-05 | -4.98e-05 -4.780e-05 0.96




6. Numerical Results

to the number of degrees of freedom is displayed in Figure The adaptive IP strategy
has an advantage over the uniform one. This comparison should be expanded however, as
for the regularization approach the number of degrees of freedom is not the only influence
on the numerical effort: the regularization parameter « is as well. Thus in Figure the
computational time is displayed as the quantity to evaluate the error level against. It can also

——PDAS
- e - |P, adaptive refinement
—e— P, uniform refinement

——PDAS
- o - |P, adaptive refinement
—e— P, uniform refinement

> 10 =10
S =
=1 =1
107 107k
-5 -5
10 ‘ ‘ ‘ 10 ‘ ‘ ‘
10' 10° 10° 10* 10° 107" 10° 10’ 10° 10°
N comp. time [min]
(a) depending on the degrees of freedom (b) depending on computational time

Figure 6.4.. Convergence of the error for (Fx2)

be seen that the PDAS method produces better results than the two IP strategies, however
this might be problem-dependent.

6.3. Nonlinear elliptic problem

Example problem (Ex3) on the unit square 2 = (0,1)? has a nonlinear state equation and
two-sided state constraints:
o 1 2 Q2
Minimize  J(q,u) = 5”“ —ud||72(0) + EH(]HL?(Q)»

(Ex3) —Au4ud=q+f inf,
u=0 on I

Ug <u < Up in Q,

with e = 0.001, f =0, up = 0, and

Uug = 1631:(1—36)2(uv—y)—i-§ u :—008—4(33—1)2—4(31—27)2
5 ¢ ' 4 32)
Again, no exact solution is avaliable so the approximate optimal value J* = 0.2506264253907605
is used. The numerical tests show that the active set AT corresponding to the upper bound is
a set with non-zero two-dimensional volume and the active set A~ corresponding to the lower
bound contains apparently only one point. The development of the discretization errors and
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6.3. Nonlinear elliptic problem

Figure 6.5.. Example of a locally refined mesh for (Fx3)

the effectivity indices for the numerical solutions calculated by the PDAS method are given
in Table [6.4] for both uniform and local mesh refinement. The comparison of both refinement
strategies with respect to the required number of degrees of freedom to reach a given error
tolerance is done in Figure [6.6] A typical locally refined mesh is shown in Figure [6.5]

Table 6.4.. Development of discretization errors and of the effectivity indices for

(E.%‘g)
(a) local refinement (b) uniform refinement

N ‘ J* = J(qy, ts) ‘ Lo N ‘ J* = J(q5, us) ‘ Lo
25 5.38e-04 -1.41 25 5.38e-04 -1.41
41 -1.16e-04 0.43 81 -1.58e-04 0.62
99 -4.48e-05 0.33 289 -6.18e-05 0.87
245 -2.68e-05 0.60 1089 -1.58e-05 0.87
541 -1.04e-05 0.56 4225 -3.99e-06 0.89
1459 -6.04e-06 0.89 16641 -7.45e-07 0.66

4429 -1.54e-06 0.83

13107 -5.01e-07 0.89
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6. Numerical Results
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Figure 6.6.. Convergence of the error for (Ex3)

6.4. Parabolic problem

As a time-dependent problem the following example with a linear parabolic state equation is
considered:

Minimize J(q,u) = & lu— uall3agaer) + 2l
uy—Au=¢q in (0,7) x £2,
(E) u(t,z) =0  Vte (0,T),xz €I,
u(0,2) =0  on {2,
G(u)>0 inIx £

The domain is 2 = (0,1)2, and the end time is T' = 1 so that I = (0,1). The integration into
the theoretical framework utilizes the spaces R = L%(£2), Q = L*(L*(02)),V = H}(02), X =
WL, V)N LI, Wh2(2)) n Whs(I, (W' (£2))*). The problem data are o = 0.001, upper
state constraints G(u) = u, — u with u, = 0.1, and

ug = tsin®((2tx + (1 — 2t)at)m) sin®(((2t — 1)%y — 4t(t — 1)y*)7).

This function exhibits a growing peak, see Figure in other words sup ug4(t, x) is increasing.
z€N
With the present choice of the upper state constraint uy, this leads to the following structure

of the active set: from a certain time interval starting in ¢ = 0 there are no active points, at
time ¢t = uy the state constraint becomes active in one point, and after that the constraint
is active in a set with nonempty two-dimensional interior. For the determination of an
approximate solution of (Ex4) a regularization according to Section is considered, with a
starting regularization parameter of v = 100 and order o = 1. By the interior point method,
see Section the discrete optimal solution is found. The starting discretization always
consists of an evenly partition of I into 6 subintervals, and a spatial mesh consisting of 4 x 4
congruent quadratic cells is used in every time point. The results for this setup with different
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6.4. Parabolic problem

(a) Plot of ug(t = 5,-) (b) Path of the peak from
t =0 tot=1. The peak
grows in time.

Figure 6.7.. Structure of uy for (Exy)

refinement strategies are displayed in Table[6.5 and Figure[6.8] As the exact optimal solution is
not available, the approximate optimal value J* = 1.19205981 - 1072 is used in the calculation
of the I.g.

The simplest strategy of global refinement of all components at the same time seemingly leads
to convergence just fine, but apparently its performance suffers from the fact that the error
contributions relating to the estimators ny,nx, 7, are of different order of size. The second
strategy separates the regularization error from the other contributions. Since this is the
error connected to the state constraint, we investigate the effect of discarding any knowledge
about 7, in the refinement strategy: the discrimination which component to refine is made
only between 7y, and 7, while v is increased regardless. While this is a small improvement of
the first strategy, the third, full adaptive refinement strategy increases the convergence order
considerably.

A more detailed investigation of the importance of the estimator 7, and its use in the
refinement strategy is displayed in Figure [6.9] Here the comparison is taken between two
strategies: Firstly, the most involved strategy is considered, this is the evaluation of all
estimator components and their use in the error equilibration algorithm, see Section [2.5
Alternatively, the use of 7, is omitted, but instead ~ is always increased by a constant factor
¢y instead. The evaluation is done for the values ¢, € {1.5,10,31.6}. Looking at Figure
it can be seen that ¢y = 1.5 leads to a too slow convergence of the error relative to the degrees
of freedom. Obviously this guess for ¢, is too small, the regularization error is not decreased
fast enough. The other choices for ¢, seem to have no disadvantage compared to the involved
strategy. The disadvantage for a too large c, can be recognized with a comparison of the
error relative to the computational time, see Figure [6.9} As the convergence properties of the
numerical methods deteriorate with growing ~, the numerical effort needs to be increased to
solve the discrete problems, leading to an increase in overall computational time.

Lastly, within the adaptive refinement strategy a comparison is made between the dynamic
and the nondynamic spatial discretization approach. The results, this time obtained with
a barrier functional of order o = 2, can be seen in Table [6.6] and, together with a plot of
one mesh, in Figure In the first few discretization levels no difference occurs, as in the
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6. Numerical Results

Table 6.5.. Results for (Fz4) with o = 1 for the simpler refinement strategies

(a) Global refinement of all components at the same time

Nz ‘ M ‘ Y ‘ h Nk UgT n ‘ J* = J(qo, uo) ‘ Lo

25 6 | 1.0e+02 | -7.54e-04 | -5.41e-04 | -1.00e-02 | -1.13e-02 -1.367e-02 1.21

81 | 12 | 3.2e4+02 | -9.98e-05 | -3.50e-05 | -3.16e-03 | -3.30e-03 -4.352e-03 1.32

289 | 24 | 1.0e+03 | -1.87e-04 | 6.76e-05 | -1.01e-03 | -1.12e-03 -1.312e-03 1.17
1089 | 48 | 3.2e+03 -3.635e-04

(b) Global refinement, comparison between n;, and 7

Nmaw ‘ M ‘ Y ‘ TIh Mk Ty n ‘ J* - J(Qtﬂ ua) ‘ Ieff

25 6 | 1.0e+02 | -7.54e-04 | -5.41e-04 | -1.00e-02 | -1.13e-02 -1.367e-02 1.21

81 | 12 | 3.2e402 | -9.98e-05 | -3.50e-05 | -3.16e-03 | -3.30e-03 -4.352e-03 1.32

289 | 12 | 1.0e+03 | -5.04e-05 | 1.11e-05 | -1.01e-03 | -1.04e-03 -1.369e-03 1.31

1089 | 12 | 3.2e+03 | -1.50e-04 | -6.57e-07 | -3.17e-04 | -4.68e-04 -4.416e-04 0.94
4225 | 12 | 1.0e+04 -1.494e-04

(¢) Adaptive refinement, comparison between 7, n; and 7,. Nondynamic discretization.

Nmaw ‘ M ‘ Y Th Mk Ty n J* - J(qcn uo) ‘ Ieff

25 6 | 1.0e+02 | -7.54e-04 | -5.41e-04 | -1.00e-02 | -1.13e-02 -1.367e-02 1.21

25 6 | 3.2e+02 | -1.01e-03 | -3.62e-04 | -3.16e-03 | -4.54e-03 -5.072e-03 1.12

81 6 | 1.0e+03 | -2.58e-04 | -5.79e-04 | -1.01e-03 | -1.84e-03 -1.595e-03 0.87

81 8 | 3.2e+03 | -2.22e-04 | -4.01e-05 | -3.17e-04 | -5.79e-04 -6.119e-04 1.06

265 8 | 1.0e+04 | -1.53e-03 | -5.45e-05 | -1.02e-04 | -1.69e-03 -1.796e-04 1.06

587 8 | 1.0e+04 | -9.50e-05 | -3.13e-05 | -1.02e-04 | -2.27e-04 -1.642e-04 0.72

1321 8 | 3.2e+04 | -6.88e-06 | -1.32e-05 | -3.17e-05 | -5.18e-05 -6.492e-05 1.25

1321 | 12 | 1.0e+05 | -2.06e-05 | -1.33e-04 | -1.02e-05 | -1.64e-04 -2.322e-05 0.14

-+

Nau)-J|
3

- everything global
- ©- single components global
—+—local refinement

Nlot

(a) depending on the degrees of freedom

@u-J

- + - everything global
- e - single components global
—+—local refinement

10'

10° 10
comp. time [min]

(b) depending on computational time

Figure 6.8.. Convergence of the error for (Exz4) for different refinement strategies
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6.4. Parabolic problem

M@u)-J|

—+—refinement by estimator
o always c,= 1.5

_,_always c,= 10
_ o _always c,= 31.6

(a) depending on the degrees of freedom

M@.u)-J

—+— refinement by estimator
_ o always c,= 1.5

_ . _always c,= 10
_ o always c,= 31.6

10 10° 10
comp. time [min]

(b) depending on computational time

Figure 6.9.. Convergence of the error for (Exz4) for different values of ¢,

Table 6.6.. Results for (Ex4) with o = 2 for the adaptive spatial refinement strategy

(a) nondynamic version

Ntot ‘ v ‘ J* - J(QUvua) ‘ Ieff
175 | 1.0e+01 -6.820e-02 1.40
175 | 3.2e+01 -1.055e-02 1.55
175 | 1.0e+02 -1.798e-03 1.30
175 | 3.2e+02 -5.705e-04 0.55
567 | 3.2e+02 -3.097e-04 1.90
567 | 1.0e+03 -9.484e-05 1.37

1939 | 3.2e+03 -1.994e-05 1.31

6363 | 1.0e4-04 -8.729e-06 1.23

(b) dynamic version

Ntot 0 ‘ J* _J(QUauU) ‘ Ieff
175 | 1.0e+01 -6.820e-02 0.54
175 | 3.2e+01 -1.055e-02 0.54
175 | 1.0e4+02 -1.798e-03 0.59
175 | 3.2e4+02 -5.705e-04 0.63
567 | 3.2e+02 -3.097e-04 0.64
567 | 1.0e+03 -9.484e-05 0.68

1459 | 3.2e+4-03 -2.192e-05 0.72

3809 | 1.0e4-04 -7.623e-06 0.60
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6. Numerical Results

dynamic version the spatial error indicators are close enough to each other that the same
spatial refinement is chosen on every temporal interval. When the dynamic discretization kicks
in in level 6, the dynamic version produces slightly smaller functional errors.

1)\'\'\'{
i) .

|
T

—— dynamic
- - nondynamic

(a) Convergence of the error (b) Mesh for (Ex4), created by nondy-
namic refinement strategy

Figure 6.10.. Comparison of the dynamic and the nondynamic approach of the
spatial discretization for (Fx4)

102



7. Optimal Control of Young Concrete
Thermo-Mechanical Properties

In this chapter the results of the previous work will be applied to a large-sized real-world
problem. Large-sized means that a large number of degrees of freedom is needed for the coarsest
sensible discretization, which is due to the presence of physical phenoment of different order of
magnitude. The spatial domain {2 is a three-dimensional, non-convex set with characteristic
structures of different length scales. Similarly, in the considered time interval [0, 7] chemical
processes of a very small duration take place that need to be resolved. The state variable
consists of two components so that the control-to-state operator represents the solution of a
system of differential equations. The control variable is comprised of parameters as well as a
component that is distributed in time.

7.1. Problem introduction

In the field of civil engineering, especially construction, the decision process on how to execute
the building of any structure needs to include different aspects, e.g. stability, practicability,
security, legal issues and so on. The means to fulfill these criteria are obviously all interconnected
and influencing each other. Finally, they all have different costs, so that the task is to minimize
the overall cost in compliance with the above criteria.

A classical problem within this set is the control of the properties of a young concrete structure.
The word “young” refers to the time span beginning just after the pour of the concrete,
where it is a liquid paste, until the solidification is complete and the concrete has reached
maximum strength. The entity of chemical processes is often referred to as hydration. This
process, including the following mechanical hardening, takes usually a few days. The driving
force of these is the heat development, as an exothermal chemical reaction takes place during
the solidification. The thermal expansion and following contraction, possibly under external
restrains, leads to internal tensile stresses, that may decrease the possible workload the structure
can sustain when in use later, or even cause the concrete to crack. Measures that are usually
taken to decrease the stresses include

- varying the concrete recipe, that is the mixing ratio of the ingredients,

- changing the choice of ingredients in the concrete recipe, e.g. changing the type of
cement, or using additives,

- manipulating the temperature of the raw material before the pour, that is the initial
condition,
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7. Optimal Control of Young Concrete Thermo-Mechanical Properties

- manipulating the heat exchange at the boundary, that is shifting the stripping point and
after stripping the heating or cooling of the blank surface.

In the context of optimal control, these measures correspond to the control variable q. The
task is to control the stresses, or certain derived quantities according to user specification,
with minimal cost. Due to the financial magnitude of the problems addressed, it is no doubt
worthwhile to utilize computational methods to decrease the costs.

The chemical and physical processes taking place in the young concrete phase are well
investigated. For the use of scientific computation, models of different complexity and accuracy
have been developed. For an overview over the general field, see [28, 43, 82, [90] and the
references therein. Publications that deal with partial aspects are [30), B34, [84], O8] for the
investigation of the heat produced during the hydration, [61] for the study of creep phenomena,
and [I] for the investigation of the influence of the moisture content. Aspects of the stochastic
distribution of material properties are dealt with in [55]. In the following sections, a scenario
of a concrete hydration problem will be specified, and a suitable model chosen.

In practical use, these models are mainly used for simulation computations. That means, the
user chooses a constellation, that is the values for the control ¢ are assigned by user experience.
Then one forward simulation is carried out. If the resulting state does not violate the constraints,
it is usually accepted. If it violates the constraints, or the user has the feeling that the solution
is not ,,good enough® ¢ is changed, again by user experience. An example for the course
of action can be found in [77], further descriptions in [28, 81]. To the author’s knowledge
the problem has never been investigated from the viewpoint of mathematical optimization.
The imperative to minimize costs (under the above security and stability constraints) on the
other hand does point strongly to using optimization, at least if the computational effort
can be limited reasonably. This is not clear due to the large size of the simulation problem
alone, and demands an efficient discretization. In section Section several classes of optimal
control problems will be formulated for the young concrete hydration problem. These are
state constrained parabolic optimal control problems, so that the techniques from the previous
chapters will be applied to some instances of the problem in the last section.

7.2. Modelling the involved quantities

Current models require at least the two quantities temperature and maturity to characterize
the state of the concrete. They will be denoted by y(¢,x) and 7(¢, z) in the spatial point = € 2
at time ¢ € [0, T, respectively. Staying in the framework of the previous chapters, we set

u(t,x) = (y(t,z), 7(t, x)) (7.1)

as the state of the optimal control problem. More state variables that can be used in broader
models like moisture content, stresses etc. will not be considered here.
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7.2. Modelling the involved quantities

Basis of the forward operator S(q) = u will be the heat equation

cpye(t,x) — ANAy(t, z) = Q(t, x) in (0;7] x £2
, y(0,2) = yo in £2 (7.2)
%y(tvl‘) =0 (y(t,x) —y(t,z)) on (0;T] x I,

where the internal heat source Q(t, x) is composed of the heat internally produced by the
chemical reaction, and the possible decrease by some water cooling device. While y(t, )
is considered a given external temperature profile, the heat capacity ¢, density p, and heat
conductivity A are material parameters and thus potentially subject to the control measures,
as well as the initial temperature yg and the heat transfer coefficient . In the following the
considered user influences will be precisely modelled, specifying the influence of ¢ on these
quantities.

The direct influence of the user on the concrete composition is as follows: We assume the
concrete recipe specified by the partial densities p; of its ingredients. The set of ingredients
is fixed for our purposes, see table Table but could of course be extended. Also the
type of ingredients like cement species, additives and so on, is fixed and has to be made by
user experience. The partial densities are now to be assigned to the control variable ¢, but we
notice that not all four partial densities can be manipulated independently from each other,
as they must fulfill a volume condition: denoting the partial volumes by V; and the overall

volume by V', the relation
SV=v & Yoy (7.3)

has to be fulfilled, with p,; denoting the bulk densities of the ingredients, see Table for
example data. Thus one degree of freedom is lost, and one of the partial densities can not be
considered a component of the control variable. The partial density of aggregate p, is chosen
to be that one, the others are assigned to the control component with the same index,

g :=pi 1=1...3,

so that the remaining partial density can be expressed by

q1 q2 q3
p4:pg’4 1777777 : (7.4)
Pg1  Pg2  Pg3

The composition of the mixture influences the heat equation ([7.2)) via the material parameters.

Table 7.1.. Partial densities and other components of the control variable

(a) partial densities (b) other
g1 = p1 partial density of (blast-furnace) cement q4 = Yo initial temperature
g2 = p2  partial density of fly ash qs =t stripping point
g3 = p3 partial density of water ge = w(t) water cooling rate
04 partial density of aggregate
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7. Optimal Control of Young Concrete Thermo-Mechanical Properties

For some of them, the connection is directly known. The density p(q) of the mixture is given
by

3
=1 g,

the thermal conductivity A(¢q) and the heat capacity ¢(q) of the mixture are simply the means
of the respective values of the ingredients, weighted with their partial densities:

3 .
Ag) = M '09’4) +Z<)\i)\4pg’4> % (7.6)
i=1

p(q pgi | P(q)
3
c — ¢ Pg,4 —c Pg,4 qi ‘ ‘
@ o) Z{ ( ' 4pg,i> p(q) (v.7)

Here \; and ¢; denote the heat conductivity and capacity of the single ingredients. Example
data, which will also be used in the numerical tests later, can be found in Table [B.2(a)

The second way of user influence on the technical process is the manipulation of the initial
temperature, we can directly set

Yo = qa (7.8)
to be a constant. While it would be mathematically possible to treat non-constant initial
temperatures yo(z), when considering young concrete the mixing of the ingredients before the
pour leads to an even temperature of the material throughout the domain.

The third user influence measure to consider is concerned with the heat exchange of the
concrete stucture with the environment. While the heat exchange coefficient can be a function
o(t) in general, in engineering practise it is likely to be a piecewise constant function. In the
utilized model it is assumed that ¢ is constant with a given value for some time after the pour,
that is the time span when the formwork is applied to the construction. After stripping the
formwork at some time tg, o takes a different value. The stripping point itself, however, is
user controllable, and thus included in the control variable as

to = ¢s- (7.9)
So the heat exchange coefficient is given as
oo: t<gs
t) = . 7.10
U( ) { or: t>gs ( )

From equation there remains one term to be considered, the internal heat source Q(t, ).
Two phenomena take part in this, the chemically produced heat Qc(t, x) due to the chemical
reactions within the concrete, and the heat deducted by a possible water cooling device Qp (t,z),
so that _ ‘ '

Qt,z) = Qc(t,z) + Qp(t, x). (7.11)
Many publications are devoted to the study of the chemical heat Q.(x,t); for the model
employed in this thesis the considerations from [55] were used as a starting point. In the
literature dealing with these models it is common to introduce the degree of hydration

Q.(t, )

a(t,zr) = 0w (7.12)
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7.2. Modelling the involved quantities

as a new variable. There, () is a material constant, the choice of which will be discussed
along with other material constants later in this section.

One more variable has to be introduced first. The reason is that the chemical heat source
model needs to reflect two different effects. For one, the chemical reaction rate depends on the
temperature y, increasing with y. But it also depends on the leftover raw material, which can
be indicated by the heat that has been produced until that time point. This second effect is
commonly incorporated into the model by the use of a quantity called maturity or effective
age, here denoted by 7. The interpretation of the maturity is to trace the heat development
back to one calibration configuration. This means «(7) describes the progress of the reaction
in a test scenario that can be achieved under controlled conditions. For these tests usually
adiabatic boundary conditions are chosen.

For both the course of a(7) and 7(¢,-), a number of models have been discussed in the civil
engineering literature, for an overview see e.g. [29]. A common form for the maturity is
T(t,z,y(--)) = fgg (y(0,2)) df with an appropriate function g(-). One maturity, which was
introduced by Saul [84], is

() = / W do. (7.13)

0

This model does not incorporate material parameters, thus it is independent of the concrete
recipe. A more involved approach which can be motivated by chemical reaction kinetics is the
maturity of Freiesleben Hansen et al. from [34],

T(tz,y(,0) = O/exp @ <2;3 - m» de. (7.14)

In this formula R is the universal gas constant and A the activation energy. The activation
energy of the hydration reactions can generally depend on the temperature. But according to
[55] (5.22)], an activation energy constant in the temperature is applicable to a large class of
cements (containing "German cements"), so for simplicity we are assuming a constant activation
energy, given by

A
= = B030K - csi, — 2050K, (7.15)

and cgyr, depends on the type of cement only, see [55, Chapter 5] and Table [B.2(b)l The
adiabatic reaction progression can be modeled by Wesche’s proposal in [98] as

a=a(r)=ew", (7.16)

where ay, by < 0 are material parameters. Another very common model was introduced by
Jonasson [30]:

a=a(r)=c" [log(Hi)]bJ (7.17)

where ay,b5; < 0 and 7, > 0 are material parameters. When using this model, experiments find
only a small range of values the parameter a; takes, so some sources set a; to the approximate
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7. Optimal Control of Young Concrete Thermo-Mechanical Properties

value aj = —1 to begin with (see [43, Section 2.3.2.5] or [79, formula 4.1 and 4.2 in Section
4.1.2]).

In the model of the chemical heat source it remains to specify the values of the material
parameters. For optimization problems with constant concrete composition, these parameters
Qoo, aw, by, by, 7, can be assumed to be known constants. The values chosen for numerical
tests can be found in Table If however the concrete composition is subject to the control
variable, then they have to be regarded as Qx(q), aw (q), bw (q),bs(q), 7k(q). Unfortunately,
no analytic relation of these parameters to the concrete composition is known. So until more
in-depth research is carried out, the test measurements from [55, Appendices C,D] are used.
These give the values of the material parameters for a number of standard concrete recipes.
These data points are used as reference points for a parameter fitting approach. For the
numerical tests in this thesis, the linear models

4
Qx(q) = MmQu0+ > Mo (7.18)
=1
4
aw(q) = Mawo+ Y Maw,ipi, (7.19)
=1
4
bw(g) = mpwp+ Z MYW,i i (7.20)
=1
4
bi(g) = mpjo+ Z M.J1,i Pis (7.21)
i=1
4
Tk(q) = m’Tk,O + Z mTk7ipZ'7 (722)
i=1

were used. The parameters mqw,;, Mmyw,i, My, My, iy MQ..,i are hereby found by linear fitting
of the data from [55], see Appendix [B|and especially Table for example data.

With this, the chemical heat source is modelled. It remains to consider Qp(t, x) as the deducted
heat of a possible water cooling system, which is the last considered method of user influence.
It is thought of as one pipe of radius 7 going straight through the concrete structure. Water
of temperature y. colder than the concrete is pumped through the pipe at a rate of w(t)
extracting heat energy from the concrete. The modelling is taken from [53]. For simplicity,
we do not model the pipe as boundary with according Robin boundary conditions, but use
the distributed term Qp in the right hand side of . The amount of extracted energy can
be controlled by the flow rate of the water w(t), which can be adjusted over time. Thus @,
depends on the time point ¢, but since the cooling water heats up as it runs through the
pipe, Qp also depends on the spatial position x. For an easier description we consider z as
lengthwise coordinate of the pipe, such that z takes values between & = 0 at the inflow and
z = [ at the outflow, see Figure for an illustration. A mapping  — z, which gives the
lengthwise position of any point x inside the pipe, is easily obtained. The deducted heat is
modelled as follows:

Qplt,,w(t)) = 20U (y e 2w<x1:r(vtv)<pz:v<t>v>v (v~ yc>> |

(7.23)

108



7.2. Modelling the involved quantities

w

el (7.24)

with ow(w(t)) = (350 + 210 wit i/ /m>

following the considerations in [53] section 8.3].

Figure 7.1.. Cooling pipe inside a concrete body. While any point within the body
can be described by its spatial coordinates x = (x1, 2, x3), every point
inside the pipe, which is simplified as a one-dimensional object, can
also be described by its distance from the inflow .

To integrate all the models into one state equation, not only the temperature y but also the
maturity 7 is considered as a component of the state variable. This is benefitial due to the

dependence (7.13)) or (7.14)). Also the term Q. is replaced via (7.12) and the chain rule by

. Oa Ot
QC - Qooaja

and the two partial derivatives in this expression are denoted by h and g. So, with explicit mark-
ing of the dependencies of all functions on ¢, y, 7, but suppressed time and space-coordinates,
the state equation reads: For a given ¢ € R® x L>®(]), find a u = (y,7) € W (I, H'(£2))? such
that

7 =g(y) in (0;7] x £2
(@) p(@)ye — Ma)Ay = Qoo( )g9(y) h(7,q) — @pg) in (0;T] x 2
T(O, ) in .Q (7.25)
y(0,2) = yo( ) in {2
oy =o(a) (7~ ) on (0:7] x 02,

where the functions g, h are chosen according to the models discussed above as

1
g(y) = y ;:0 0 (Saul’s maturity) or (7.26)
() = <A<1 ! )) (maturity of Fr. H  al) (7.27)
9(y) = exp { 5 503 5731y maturity of Fr. Hansen et al.), :
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and

h(7,q) = aw (q)bw (q) e (@770 phw (@)1 (model of Wesche) or

(7.28)
by(a)
bJ(q) _[IOg(H'ﬁ)} [ ( T >}bJ(Q)—1
h(t,q) = ————e¢ Tk log 1+ model of Jonasson).
r)=" @ e @ ( )

(7.29)

7.3. State equation

In this section we will study the properties of the state equation. For an arbitrary, but constant
control g € @ it can be written as

7 =g(y) in (0;7] x 2
cpyr — AAY = Quog(y) (1) = Qp  in (0;T] x £2
y(O,x) =Y in 2
0 _
%y—a(y—y) on (0;T] x 012.

with given constants ¢ > 0,p > 0, Qo > 0,40, and o € L*([0,T1]), v, Qp € L>([0,T]x I'). This
is a parabolic partial differential equation for y coupled with an ordinary differential equation
for 7 in every point x € £2, which is not in the functional analytic setting of the previous
chapters. To apply the central concepts of this thesis, first the existence and uniqueness of a
solution of will be shown. For the proof some properties of the functions g and h are
necessary:

Assumption 7.1. The model functions are continously differentiable, g,h € C*(Ry), and
possess the following properties: For g there holds either

- g is affine linear, so g(y) = C1y+ Ce < C(1+y) (case 1), or

- g is a bounded function with bounded derivative, so |g(y)| + |¢'(y)| < Cs (case 2).
For h there holds:

- h and its derivative are bounded, so |h(7)| + |h'(T)] < C.

Remark 7.1. Tt can be checked that the models ([7.26))-(7.29)) used in this thesis fulfill Assump-
tion as long as the material parameters have their natural sign a,b < 0,7, A, R > 0.

Further, define the set
K :={veL*(Ix2):|plwor < B},

where B is a constant independent of y, 7 and will be determined in the course of the following
lemmas. K is then a compact, convex and nonempty subset of L?(I x §2) due to the compact
embedding of W(0,T) into L(I x £2).
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7.3. State equation

Theorem 7.2. The system of equations (7.30) with the parameters given as above, and the
functions q, h fulfilling Assumption exhibits a solution u = (y,7) € K x HY(L*(£2)). Also
it holds that ||y L (oxr) < Co with a constant Cy > 0 independent from y and T.

This theorem will be proven by applying Schauder’s fixed point theorem to a fixed point
operator D which will be built up step-wise over the course of the following lemmas.

Lemma 7.3. The Nemyzki-operator Dy: y — g(y) maps the set K into L*(I x £2), and is
continous from L*(I x ) to L*(I x £2).

Proof. To prove that g(y) € L?(I x §2) for all y € K: distinguish two cases by the properties
of g according to Assumption [7.1

- Case 1: If g is affine linear, then

g Z2(rxa) = //(g(y))2dfcdt S/ C*(1+ y)*dadt < C,
Ix82 Ix(?

with C depending on B, C, I, 1.
- Case 2: Since g is bounded,

l9W N2 rx) < C3 / dedt < C,
Ix(2

with C' depending on C, I, £2.

Continuity of D; follows from continous differentiability of g:
19(y) = 9(yn)ll Lo(1x2) < Clly = YnllLo(1x0) (Lipschitz-condition) so that a converging sequence

L2(i>)< 2) L2(Ix )

Un y has converging values g(y,) —  g(y). O

Lemma 7.4. The operator Do: g — 7, where T ist the unique function solving the ordinary
differential equation

=49
7(0) =0,

maps the set L?(I x §2) into HY(L*(£2)) C L*(I x £2), and is continous from L*(I x 2) to
L3(I x £2).

Proof. by basic properties of the integral. O
Lemma 7.5. The Nemyzki-operator Ds: 7 +— h(7T) maps the set L?>(I x §2) into the set

{h € LI x 2) : ||hllpexn) < Ca} € L*(I x £2), and is continous from L*(I x §2) to
L3(I x £2).

Proof. like in Lemma [7-3] O
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7. Optimal Control of Young Concrete Thermo-Mechanical Properties

Lemma 7.6. Let the operators Fy, Fy: L*(I x §2) — L%*(I x §2) be continous, and let their
images Fy(L*(I x 02)), Fo(L*(I x £2)) C {u : [|ull g (1x2) < C}. Then the product operator
F: (g,h) — Fi(g) - F5(h) is continous from L*(I x £2) x L*(I x 2) to L*(I x §2).

Proof. F maps to L?(I x £2) indeed, as

1E (g Wl L2 (1% 2) = 1F1(9) F2(P) | L2 (1x2) < I1FL(G) Lo (1) [F2(P) | L2 (1 ¢ 2) -

2 2
For a sequence (gy, hn) (g, h), that means gy, L U—? 2 g, and h, L U—é 2 h, the continuity of
F1, F» provides Fi(gy) (IXQ) Fi(g) and Fy(hy,) (IXQ) F5(h). Then

1 (9n, hn) — F(g, h)||L2 (Ix)
< |[F(gn, hn) — F( mh)HL2 Ix0) + 1 (gn, h) — F(g>h>”L2(I><Q)
= || F1(gn) (Fa(hn) — (h))||L2 Ix0) + [ F2(h)(F1(gn) — Fl(g))HLQ(Ix.Q)
< |[F1(gn)llLoc(rx2) 1 F2(hn) — F2(R)|| 2 (1x 02)

+ [ F2 (M) Lo (1 x2) [1F1(gn) — F1(9)[I L2 (1x2)
—0asn— oo

proves the continuity of F. O

Lemma 7.7. Forl € L®(I x 2) with ||l[|z(rx0)y < C there exists a unique solution y €
W(0,T),y € L>(I x §2) to either of the problems

cpyr — ANy = Quol in 2 cpyr — Ay = Qoo (Cry + C2)1 in 2
y(0)=yo  and y(0) =wo ,
Aey=o(y—y) on I’ Agy=o(j—y) on I’

and it holds ||yllwo,r) + [[YllLe(rx2) < Cllll o (rx0) < C? =: B with B only depending on
¢, Py A, Qoo, Y0,0,Y, C.
Proof. E.g. like in [76l, Proposition 2.1]. O
Lemma 7.8. The operator Dy: | — y, where y solves
cpyr — NAy = Qool in 2
y(0) = wo, (7.31)

0 _
Agy=0oy—y)onl

maps L>®(I x ) into K C L*(I x §2), and is continous from L*(I x ) to L*(I x §2).
Proof. Well-definedness of the operator was proven in the last lemma. For continuity, consider

a sequence L®(I x 2) D () Bc L®(I x 2). Let yn,y € W(0,T) C L*(I x 2) be the
according solutions y, = Dy(l,,),y = D4(l). We have to show y, L y. Subtracting the
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7.3. State equation

equations (|7.31)) for y and y,, we find y — y, solves problem (7.31]) with Qo (I — 1) as right
hand side, which by Lemma, [7.7] gives us

1y = ynllwo.r) < CN = lullL2xo)
thus proving the lemma. O
Lemma 7.9. The operator Dy: | — y, where y solves
cpyr — Ay = Qoo (Cry + C2)l in 2
y(0) = yo, (7.32)

maps L (I x 2) into K C L*(I x £2), and is continous from L*(I x £2) to L*(I x §2).

Proof. Again, well-definedness of the operator was proven in Lemma [7.7} With the sequence
{u s [[ullpeqren) < CF D (In) 5 1 C LRI x 2) as before, we set y, = Dy(ln),y = Da(l),
having to show y, £2> y. Subtracting the equations for y and y,, and substituting
2n = e Ty, 2 =e Iy, with L to be determined later, yields
ep(ze — zng) + cpL(z — 2,) — AA(z — 21) = Quo(I(C1y + C2) — 1n(Cryn + Co))e M (7.33)
2n(0) = 2(0) = ey,

A%zn —ole g —2z,)on T

0
)\%z =o(e g —2)on I

Testing this equation with z — z, and integrating over (2 x [0, 7] leads to
cp
E(HZ(T) — 2n(T)l| 7200y — 112(0) = 20 ()1 Z2(2)) + ePLllz = 2l Z2(1x 2)
=0
F AV = 2)Faeay + [ 0= 20)* = Qe [[UCIY + Co) = 1a(Cuya + Co)pe (2 = 20)
r Ix$2

To estimate the L2-norm of z — z, it suffices to consider the third term on the left hand side.
This is legit, as the other terms are positive. In the following we estimate the right hand side:

pLllz = 22y < Qoo [[(Coll = 1) + C1lly = g + lay = Lagm))e™ (2 = z0)
Ix$?

— Q.. //(02(1 —L)e Bz = 2) + Cryge Pz — 20) (1= 1) + Ciln(z — 20)?)
Ix$2

< Qoo(Call(1 = In)e 21y (2 = 20) | 2(rx2)+
Coll(l = )l Lorx )1z = Znll Larx ) 19l L (13 2) + Cilllnll Lo (12212 = 2nllT0 (13 2))
< QuCllz = znll 75102y + QCll T = )17 (12

Choosing L large enough gives the desired convergence. O
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7. Optimal Control of Young Concrete Thermo-Mechanical Properties

Now the proof of Theorem [7.2] can be given:

Proof. Case 1: g is affine linear. Then we define the operator D: K — K by
y — DyoDsoDyoDy(y).
Case 2: ¢ is bounded. Then we define the operator D: K — K by
y+—> Dyo F(Di(y), D3 o Dy o Di(y)).

In either case, the previous lemmas provide the well-definedness of D and its continuity
from L2(I x £2) to L?(I x £2). Since K is nonempty, convex and compact, the application
of Schauder’s fixed point theorem, see, e.g., [31, Chapter 9.2, Theorem 3], to D yields that
a solution y € K exists. Subsequent application of the previous lemmas gives additionally
T e H'(L?(2)) and y € L>(I x ), with ||yl 1o (1x02) < B. O

Theorem 7.10. Under the assumptions made in Theorem the solution u = (y,T) of the
state equation (7.30) is unique.

Proof. Let (y1,71) and (y2,72) be two solutions of ([7.30). We denote
U=y —y2,  p=TI- T

By a few calculations it can be shown that there holds:

e =g'(y*)u in (0,7] x £2
n(0)=0 on {2
cpur = AAu = Qoo(g(y))W' (T7)p + h(72)g (y*)u)  in (0,T] x 2 (7.34)
u(0) =0 on {2
)\Eu = —ou on (0, 7] x I'
on ’

with some y*(t) € (y1(t),y2(¢)),7*(t) € (11(t), m2(t)). With a constant L > 0, that will be
specified later, consider the functions w(t) = u(t)e ™ and v(t) = u(t)e **. Then, (7.34)

transforms to

v+ Lv =gy w in (0,7] x £2
v(0) =0 on {2
cpwi + cpLw — AAw = Qoo (g(y1)W (7*)v + h(12)¢' (v )w)  in (0,T] x 2 (7.35)
w(0) =0 on {2
Aaﬁnw:—aw on (0,T)x I

Testing the first equation with v and integrating from 0 to 7" we obtain:

1 T o) L
5””(T)|’2 + L3220y = /0 (¢ (y")w(t),v(t)) dt < EHwH%Q(LQ(Q)) + §HV\|2L2(L2(Q))-
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Hence,

Iv[lL2(2(0)) < —5— ||w||L2 (L2(2))-

Testing the third equation in ((7.35)) with w and 1ntegrating from 0 to T" we obtain:

cp
5!\w(T)H2 + epL||wl 220y + MVWlIT2 2200y + ollwlZ2 20y

—Qoo/ /m2 Yw(t) da:dt—i—Qoo/ /gy1 Y u(t) w(t) du dt

<C1Callw|?

c1(1+C C
< 1( 0)

pAER) A LA
- L2(L2(2))

Note, that we used g(y1) < ¢(0) + Cry1 < C1(1+ Cp) due to the boundedness of the derivative
of g. Therefore, there holds:

cp Ci(1+C 03/2
21w<T>H2+<ch—clcz— L) olaqusgay + MTwls(ra(0y

+ 0'||w||%2(L2(F)) <0.

Choosing L large enough we conclude w = 0. Therefore y; = y2 and 7 = 7. O

7.4. Optimization problems

In civil engineering there is not just one prototypical optimal control problem to be found
for young concrete. Instead, the demands on the structure may differ in their nature. The
formulation of an optimal control problem of the form

)
u=(y,7) =S(q) by (7.30) (7.36)

has to reflect the precise situation on the applicant’s side. In this section, a number of common
choices of cost functionals and state constraints will be discussed.

Also note that the introduction of

q= (QI7 .. 'aQ6) = (p17p27p37y0-t07w) € R5 X LQ(I)

is to be seen as a ,maximum® control, but in practise not always all of these control measures
may be possible or desired. One can easily exclude some component(s) of (q1,...,gs) from the
formulation of ([7.30]) by inserting a constant value.

Remark 7.2. Although no control constraints were formulated explicitly, these are in a certain
sense still present for technical reasons: for every component in g there are upper and lower
bounds beyond which the physical quantities become meaningless: partial densities are bound
between zero and the corresponding bulk densities, and so on. It may be necessary to reflect
this in the implementation.
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7. Optimal Control of Young Concrete Thermo-Mechanical Properties

The formulation of the state constraint or the cost functional may utilize some physical
quantities that can be derived from the state variable. These are mechanical properties that
are developed during the solidification phase. One is the dergee of hydration itself:

a(t,x) = a(r(t,x)) by the model (7.16)) or ((7.17))

as an indicator for the progress of the hydration. Other model functions use the maturity, see,
e.g., [65], to approximate the tensile strength fe

a(r(t, ) — ao)71 7

1—0[0

Jet(t, ) = fetoo <

the compressive strength f..

felts2) = Joo (AN 00) T

1—040

and Young’s modulus

t _ 73

1-— Qo
The final values fet oo, fec,00, Foo and the exponents 71, 72,73 are constants. Typical values for
the final values are in the range of f. o = 2.5 MPa, fcc 0o = 40 MPa, Ey, = 30 GPa, and for
the exponents y1 = 1,72 = 3,73 = 3.

7.4.1. State constraint

The simplest pointwise state constraint is bounding the temperature from above. This demand
may be necessary explicitly since above a certain temperature range the chemical reactions in
the hydration change, putting the construction at risk. This is formulated as

y(ta 1’) < Ymaz < G(ta x,u(t,x)) = Ymazx — y(t, 1’) >0,

with, e.g., Ymaz = 70°C.

A meaningful constraint of the strength of the concrete could be demanding a minimum value
for the tensile strength (compressive strength is seldom a problem) at every time point or in
the endpoint only. This results in the formulation

a(t(t,z)) — ag

71
fct(tax) > fct,min(t) < G := fct,oo < ) - fct,min(t) >0 or

1—0&0

a(r(T, z))
1-— (&%)

— 7
fct(Tvx) > fct,min <~ G:= fct,oo ( 0) - fct,min >0

with fetmin(t) Or fetmin given.

A frequent constraint is a criterium for freedom of cracks. Since the development of the
temperature inside the structure causes the building up of tensions, the structures are often
at risk of cracking. Although these tensions could be approximated by solving the equations
of linear thermo-elasticity, and so the cracking predicted, the effort to solve the additional
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7.4. Optimization problems

partial differential equations is frequently avoided by using temperature criteria instead. One
criterium that is often used states that if the maximum temperature difference within the
structure is 15K or lower, then no cracks do occur. From physical considerations it is often a
priori known where the coldest and warmest point of the structure is going to be. Naming
these points x1, x9, the constraint is

y(t,xl) — y(t,xg) < 15K Vte [O,T].

This criterium can not be written with a constraint function G as in Section [2.1.3l But also in
this case an analog approach is possible by defining

G:=15~- y(t,.%'l) + y(tv 33‘2)

7.4.2. Cost functional

Here are now some suggestions for contributions that may be chosen to be used as summands
in the definition of a cost functional.

An obvoius suggestion is to take the term cost functional literally, and have

- Fi(q1,q2,q3) describe the actual material costs of cement, fly ash, water and additives,

- F5(qa) describe the heating or cooling costs of the raw material,

- F3(g5) describe the costs for the application of the formwork,

- Fy(ge) describe the costs for operating the water cooling device.
These suggestions amount to control costs.
Additionally, or instead, state costs can play a role in the sense of real monetary costs. For
example failure to reach an agreed upon goal in terms of the tensile strength may result in
having to pay a fine, the amount of which depends upon the time span the realization of
the minimum value was delayed. State costs can also gradually reward or penalize present
properties of the state on a user-defined scale, for example the consideration of tensile strength
as a property that is more advantageous the higher its value is, can lead to a summand

F5(fet(w)) with a monotonically decreasing function Fj.

The cost functional can also be used for the weak, or regularized, fulfilling of state constraints,

or an approach that weighs the fulfilling of the state constraints against decreasing of the cost
functional.
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7. Optimal Control of Young Concrete Thermo-Mechanical Properties

7.5. Examples and numerical results

7.5.1. Control of initial temperature and heat transfer

In this section an optimal control problem of young concrete hydration is considered that is
motivated as follows: Assume that a large part of a construction process is fixed for external
reasons, and only the initial temperature yq of the ingredients and the heat exchange coefficient
o can be chosen freely; the latter, e.g., by adjusting the thickness of the formwork. These are
commonly used methods to influence the temperature distribution. The executing company
may now have a standard construction procedure leading to some preferred values for yy and o,
and changing these values induces costs. If now the fulfillment of an additional state constraint
is demanded which the standard procedure would violate, the question is to find values for
10, 0 such that the state constraint is fulfilled at minimal cost.

Thus the parameter control problem is modelled by setting

q=(q1,¢2) = (yo,0) ER* =: Q.

as the control variable with the components ¢; denoting the initial temperature in °C' and ¢

the heat exchange coefficient in % The state equation is then given by
7 =9g(y) in (0;7] x £2
cpyt — MY = Qoog(y) h(1)  in (0;7] x 2
7(0,2) =0 in 2 (7.37)
y(0,2) = q1 in 2
0

apy=e@-y) o (BT]xI

For the following numerical tests the models and are chosen for the chemical
heat source, the remaining material parameters c, p, A\, Q are set according to the reference
concrete recipe in Table and y = 20°C is chosen as exterior temperature. The considered
temporal interval has a length of T'= 48 h and the spatial domain (2 is the wall illustrated
in Figure Since heat is only produced in the part of the domain that is labeled as ,new
concrete” g(y) and h(7) are set to zero on the ,foundation“ part of the domain. The objective
is then to solve the optimal control problem with upper temperature constraints

min 5(q1 — 20)% +5(¢2 — 8)%, ¢ € Q,

(Eas) 8(q) = (4,7)  according to (T3D), (7.38)
y(t,z) < 72°C

Note that the problem data have indeed been chosen in such a way that the optimal control of
the unrestricted problem (g1, g2) = (20, 8) violates the state constraints.

The computations were carried out with the interior point method with a barrier functional of
order o = 2, starting regularization parameter v = 0.3, a starting temporal discretization with
M = 12 equidistant time steps, and an equidistant spatial discretization with N, = 135 in
every time step.
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new
concrete

cooling
(possible)

foundation

Figure 7.2.. Computational domain for (Ex5) and (Ex7) consisting of a foundation
of old concrete (solid grey), where no heat is produced and a wall of
fresh concrete (shaded). In (Ex7) the latter includes a cooling pipe.

First consider the temporal discretization only. Leaving the spatial discretization and the
regularization parameter v constant, the global temporal refinement is compared to the adaptive
refinement driven by the error estimator 7 from . The results are displayed in Table
where the estimated optimal value of the cost functional is J* = 1937.8 and was obtained on a
finer temporal discretization than those used for the table. The temporal meshes created by
the adaptive process are depicted in Figure up to the level where M = 236. The efficiency

Table 7.2.. Results for (Fxs5), temporal refinement only

(a) Global refinement (b) Adaptive refinement

M| e [T = T(Gosuo) | T M| e | T = I(gous) | Lo
12 | 8.16e4-02 9.808e+02 1.20 12 | 8.16e+02 9.808e+02 1.20
24 | 5.93e+4-02 7.130e+02 1.20 18 | 6.14e+02 7.549e4-02 1.23
48 | 3.57e402 3.711e+02 1.04 32 | 3.65e+02 4.298e4-02 1.18
96 | 1.84e+02 1.877e+02 1.02 60 | 2.07e4-02 2.377e+02 1.15
192 | 9.32e+4-01 9.427e+01 1.01 120 | 1.18e+02 1.258e4-02 1.07
384 | 4.68e+01 4.719e+01 1.01 236 | 6.30e+01 6.478e+01 1.03
768 | 2.34e+01 2.357e+01 1.01 462 | 3.25e+01 3.283e+01 1.01

920 | 1.65e+01 1.646e+4-01 1.00

indices being close to 1 point to a good quality of the error estimation. The adaptive strategy
yields a marginally better error convergence than the global one, see also Figure [7.5(a)

Next, only the spatial discretization is subject to investigation. Starting from the initial
discretization again, the global spatial refinement strategy and the adaptive strategy using
error estimator (4.46]) are compared. The evaluation of the error with J* = 593.0 calculated
on the finest level, displayed in Table shows however also no significant improvement of
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Figure 7.3.. Adaptive temporal refinement for (Exs)

the functional error convergence. A locally refined mesh created during the process is shown
in Figure[7.4] Finally the fully adaptive algorithm is applied to the problem. Here the error

Table 7.3.. Results for (Ex5), spatial refinement only

(a) Global refinement (b) Adaptive, nondynamic refinement
Nmaz ‘ Th ‘ J* - J(qaaua) ‘ Ieff Nmam ‘ Th ‘ J* - J(Q(ﬂua) ‘ Ieff
135 | -2.48e+03 -3.640e+02 0.15 135 | -2.48e+03 -3.640e+02 0.15
765 | -1.91e+01 -1.019e+01 0.53 765 | -1.91e+01 -1.019e+01 0.53
5049 | -5.34e+00 -2.578e+00 0.48 3011 | -5.04e+00 -3.289e+-00 0.65
36465 -5.855e-01 13709 | -1.02e+00 -1.840e4-00 1.81

estimators 7., g, 1y, are evaluated and Algorithm is used to determine which discretization
is to be refined adaptively. The results are displayed in Table showing again a good
efficiency index. In Figure the convergence of the error is displayed, together with
the errors from the temporal and spatial refinement. For better visual comparability of the
convergence rate the starting values of these errors have been normed so that the plots share a
starting point. It can be seen that Figure indicates a better convergence rate for the
complete algorithm.
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Figure 7.4.. Locally refined mesh for (Exs)

Table 7.4.. Results for (Fxs5), complete strategy

Nma:v ‘ M ‘ v ‘ TIh ‘ Tk Ty n ‘ J*— J(QUa ua) ‘ Ieff
135 | 12 | 3.0e-01 | -2.48e+03 | 8.16e+02 | -7.56e+02 | -2.42e+4-03 -9.570e+02 0.40
765 | 12 | 3.0e-01 | -1.91e+01 | 2.32e+02 | -8.65e+02 | -6.52e+4-02 -6.032e+-02 0.93
765 | 12 9.5e-01 | -3.16e+-02 | 3.37e+402 | -8.85e+01 | -6.89e+01 -7.891e+01 1.15

3011 | 18 9.5e-01 2.81e-01 1.27e+01 | -9.74e+401 | -8.43e+01 -6.695e+01 0.79
3011 | 18 | 3.0e400 -8.544e+-00
- . 10 T
5 —— adaptive temporal refinement —+—complete adaptivity
107 - - uniform temporal refinement 1§ - - only temporal refinement
EN N -+ - only spatial refinement
S 10° |
$
- S0}
10't
‘ : \ 107 : ‘
10' 102 10° 10 10* 10° 10°

(a) Refinement of the temporal discretization

N tot

(b) Complete adaptive strategy

Figure 7.5.. Convergence of the error for (Ex5) for different discretization strategies.
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7.5.2. Control of the concrete recipe

The following example is concerned with the control of the concrete recipe. Changing the
composition of the concrete mix is a frequent way to manipulate the temperature development,
tensile strength or other quantities. According to the models set up in Section the control
recipe is controlled by the three partial densities of cement, fly ash, and water. Thus the
parameter control problem is modelled by setting

q=(q1,92,93) = (p1,p2,p3) € R = Q.

The state equation is then given by

7t = g(y) in (0;7] x £
c(Q)p(@)yr — M@)Ay = Quo(q)g(y) h(1,q) in (0;T] x 2
7(0,2) = in {2 (7.39)
y(oa I) =Y in {2
y=a (1) on (0:7) x I,

with the material models from Section specifically (7.5)), (7.6), for density, thermal
conductivity and heat capacity. For the chemical heat source the models 7.13|) and ((7.16))

are chosen, the occurring material parameters are modelled by (7.18)), (7.19)), (7.20) using
the example data from Appendix [Bl For the following numerical tests the remaining input

parameters are chosen as y = 20°C, yo = 15°C, 0 = 20%.

The considered temporal interval

Figure 7.6.. Computational domain for (Ezg), due to symmetry only one quarter
of the platform needs to be considered.

has a length of 7' = 48 h and the spatial domain 2 is the platform illustrated in Figure[7.6] The
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objective is then to solve the optimal control problem with temperature difference constraints

min 500(q; — 400)2 + 250(g2 — 60)% + 10(gs — 160)%, ¢ € Q,

(Exs) S(q) = (y,7) according to (7.39), (7.40)

where 1,29 € {2 are two given points. The idea behind the chosen values in (Exg) is to
mimick a frequent problem: The control minimizing the cost functional (400, 60,160) has a
high cement content. This may be cheap, since due to quick heat release the concrete structure
is quickly completed. But a too quick heat release can weaken the structure by inducing cracks.
This shall be avoided by demanding that the temperature difference constraint

ly(t,z1) — y(t, z2)| < 15 K

to be fulfilled. The points 1 and xo are the ones which are going to exhibit the coldest and
warmest temperatures, which in these types of concrete constructions are known pretty well a
priori. For the example problem (Fxg) the constants are chosen in such a way that (400, 60, 160)
does not fulfill the temperature constraint, and the objective is to find the cheapest control
that does.

The computations were carried out with the interior point method with a barrier functional of
order o = 2, starting regularization parameter v = 10, a starting temporal discretization with
M = 24 equidistant time steps, and a spatial discretization with N,, = 476 in every time step.
First consider the temporal discretization only. Leaving the spatial discretization and the
regularization parameter ~ constant, the global temporal refinement is compared to the
adaptive refinement driven by the error estimator 7 from . The results are displayed
in Table where the estimated optimal cost functional value is J* = 8213.3 and was obtained
on a finer temporal discretization than those used for the table. Again, a good quality of the

Table 7.5.. Results for (Exg), temporal refinement only

(a) Global refinement (b) Adaptive refinement

M ‘ Mk ‘ J* - J(QCMUU) ‘ Ieff M ‘ Mk ‘ J* _J(qaaua) ‘ Ieff
24 | -1.40e+03 -2.517e+03 1.80 24 | -1.40e+03 -2.517e+03 1.80
48 | -6.98e+02 -7.953e+02 1.14 36 | -7.59e+402 -9.258e+02 1.22
96 | -3.75e+02 -4.050e+02 1.08 52 | -5.13e+402 -6.312e+02 1.23
192 | -1.97e+02 -2.013e+02 1.02 84 | -3.34e+02 -3.641e+02 1.09
384 | -1.03e+02 -1.038e+-02 1.01 148 | -2.08e+02 -2.158e+02 1.04
260 | -1.22e+02 -1.244e+02 1.02

error estimation is obtained. The adaptive strategy leads to a slightly better error convergence
than the global one, see also Figure [7.7(a)|

Next, the fully adaptive algorithm is applied to the problem. Here the error estimators
v, Mk, M, are evaluated and Algorithm is used to determine which discretization is to be
refined adaptively. The results can be seen in Table In Figure the convergence of
the error is displayed, together with the errors from the temporal refinement.
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Table 7.6.. Results for (Fzg), complete strategy

Nmaa: ‘ M ‘ Y ‘ Th ‘ Mk ‘ Ty ‘ n ‘ J* - J(q<ﬂua) ‘ Ieff
476 | 24 | 1.0e+01 | -3.26e4+03 | -1.40e+403 | -9.17e+03 | -1.383e+-04 -8.436e+03 0.61
476 | 24 | 3.1e+01 | -2.91e+03 | -1.21e+03 | -7.23e+02 | -4.843e+03 -5.327e+03 1.10

2868 | 24 | 3.1e+01 | -9.28e+01 | -1.15e403 | -7.67e+02 | -2.010e+-03 -2.774e+03 1.38
2868 | 36 | 1.0e+02 | -9.60e+01 | -3.28e+02 | -9.89e+01 | -5.229e+02 -3.863e+02 0.83
2868 | 52 | 1.0e+02 -2.851e+4-02
: 10* :
—— adaptive temporal refinement \ ——complete adaptivity

- - uniform temporal refinement

NCENENY
normed error
=)

- ©- only temporal refinement

! S
10’ 10° 10° 10 Ny
M tot

(a) Refinement of the temporal discretization

(b) Complete adaptive strategy

Figure 7.7.. Convergence of the error for (Exg) for different discretization strategies.

7.5.3. Control of the flow rate of a water cooling system

This section deals with the control of a water cooling system. The control variable set as

q=(gs) =w(t) € L*(I) =: Q

gives the deduced heat by equations (7.23) and (7.24). The models (7.13) and (7.16) are
chosen for the chemical heat source, and the material parameters set as constants according to

a reference concrete recipe

c=1000%, p=20002%, X=2143]%,
Qoo = 293.2%, ay = —11, by = —1.

Further, the values for the occuring temperatures are chosen as yg = 15°C,y = 20°C, y. = 10°C

and the heat transfer coefficient o = 8.337712%. So the state equation is

7 =g(y) in (0;7] x £2
cpyr — AAY = Quog(y) h(T) — Qp(g)  in (0;T] x 2
7(0,2) =0 in 2
y(0,2) = yo in 2
0
%y:g(g—y) on (0;7) x I
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7.5. Examples and numerical results

The considered time interval has a length of T'= 96 h. The domain (2 is a wall that is erected
on a foundation, see Figure Since heat is only produced in the part of the domain that
is labeled as ,new concrete“ in Figure g(y) and h(T) are set to zero on the ,foundation’
part of the domain. The objective is then to solve the optimal control problem with upper
temperature constraints

¢

min”qn%Q(o’T)a q€eq,

(Ex7) S(q) = (y,7) according to (7.41)), (7.42)
y(t,x) < B57°C .

Note that the data of (Ez7) are chosen in such a way that ¢ = 0 is not a feasible control, that
means no cooling would violate the temperature constraint. Thus the most efficient cooling
profile is searched that obeys the temperature constraint.

The computations were carried out with an interior point method with order o = 2, see Sec-
tion [4.4] starting regularization parameter v = 5, a starting temporal discretization with
M = 6 equidistant time steps, and an equidistant spatial discretization with N,, = 765 in
every time step.

First compare the global refinement strategy that refines all components uniformly with the
fully adaptive strategy, that first chooses the component(s) with substantial error contribution
according to Algorithm and then refines these locally. In the spatial discretization, the
non-dynamic approach is used first. The results, using the estimated value J* = 39.683440762,
can be seen in Table and Figure The error estimation yields efficiency indices not

Table 7.7.. Results for (Fxz7) for simultanous spatial and temporal refinement

(a) global refinement of spatial and temporal discretization

Nmao: ‘ M ‘ Y ‘ Th ‘ Mk ‘ Ty ‘ n ‘ J*_J(q0'7u0') ‘ Ieff

765 6 | 5.0e+00 | 9.36e-01 | 4.05e+00 | -5.58e+4-00 | -5.94e-01 6.763e-+00 -11.39
5049 | 12 | 1.6e+01 | 1.01e+00 | 5.73e+00 | -5.87e-01 | 6.15e+00 5.071e+00 0.82
36465 | 24 | 5.0e+01 | 4.21e-01 | 3.98e+00 | -6.36e-02 | 4.34e4-00 2.983e+00 0.69

(b) adaptive, non-dynamic refinement of spatial and temporal discretization

Nmam ‘ M ‘ Y ‘ Mh Nk My n ‘ J* _J(qcfaud) ‘ ICﬁ'
6

765 5.0e+00 | 1.01e+00 | 3.99e+00 | -5.58e+00 | -0.58e-01 6.846e+-00 -11.80
765 8 | 1.6e+01 | 1.65e4-00 | 5.05e+00 | -5.78e-01 | 6.12e4-00 6.563e+4-00 1.07
765 | 12 | 1.6e+01 | 2.48e+4-00 | 2.78e+00 | -6.00e-01 | 4.67e+4-00 3.606e+-00 0.77
5049 | 16 | 1.6e+01 | 1.50e+00 | 1.29e400 | -6.13e-01 | 2.17e+00 2.384e+00 1.10
18965 | 18 | 1.6e+01 1.330e-+00

far from 1. The adaptive strategy leads to a considerably faster convergence of the error.
During the repeated use of the error equilibration algorithm Algorithm all the components
(regularization, spatial, temporal discretization) have been refined at least once. This allows
for the following consideration: Compare the second line of Table and the third line
of Table At the same regularization parameter, the adaptive strategy uses a temporal
discretization with the same number of subintervals as the global strategy. But although the
adaptive spatial discretization uses fewer nodes than the global one, its discretization error is
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—+— adaptive, nondynamic ——adaptive, dynamic
10" b - o-global i - o - global

@u)-J
J(g,u)—

N 10 N 10
tot tot

(a) Global vs. nondynamic adaptive strategy, all (b) Global vs. dynamic strategy, fixed temporal
components can be refined discretization

Figure 7.8.. Convergence of the error for (Ez7) for different discretization strategies.

lower. The reason for this is that the M = 12 subintervals created by the adaptive strategy
are not equidistant, but instead resolve the time period better where large temperatures occur,
thus reducing the temporal discretization error greatly. The development of the temporal
discretization can be seen in Figure

In a second test, the dynamic approach of the spatial discretization is to be investigated. Since
the tests showed a strong focus of the effects on the time discretization around the point where
the maximum temperature is reached, the comparison is done by using a constant temporal
discretization with M = 12 equidistant time steps that is not refined during the process. The
process of error equilibration is now executed with the spatial discretization and regularization
errors of a semidiscrete problem (FP}), resulting in only the error estimators 1,7, being used.
The estimated optimal cost functional value, now that for (Py), is J* = 35.85. The results
are displayed in Table and Figure The dynamic discretization strategy yields
faster convergence than the global one. In fact, a better order of convergence is achieved.
Two examples for grids from the dynamic discretization approach can be seen in Figure [7.10]
representing the meshes with the most and the fewest nodes. To investigate the distribution of
the number of spatial nodes over time, a numerical test with a constant temporal discretization
with M = 48 equidistant intervals was carried out. The results are graphically displayed
in Figure One notes a large number in the first time step, that can be attributed to the
initial condition singularity, the mismatch between yy and y. Apart from this one time point,
the numbers are fairly low and change only moderately from time step to time step, except for
a spike in the middle of the time interval around ¢ = 30 h. Note that the need for a finer spatial
discretization occurs some time after the temperature maximum, compare Figure [7.11(b)]
Remember that this time point of maximum temperature was the one where the temporal
discretization needed to be refined according to the error estimator. This difference is somewhat
surprising and illustrates the fact that even for practical problems intuition is not always right
when dealing with the question where the local refinement is to be executed.

126
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Figure 7.9.. Development of the mesh-optimal water flow rate when using adaptive
discretization. Note the refinement of time intervals around ¢t = 16 h
only.

Table 7.8.. Results for (Ezy) for spatial refinement only, M = 12

(a) global refinement of the spatial discretization

Ntot ‘ Nmax ‘ Y ‘ TIh ‘ Ty ‘ n ‘ Jr - J(QUa ua) ‘ Ieﬁ
9945 765 | 5.0e+00 | 1.75e400 | -5.80e+00 | -4.05e+4-00 -9.806e-01 -0.24
9945 765 | 1.6e+00 | 1.69e+00 | -5.81e-01 1.11e4-00 2.498e+4-00 2.25
65637 5049 | 1.6e4+00 | 1.09e4+00 | -5.87e-01 5.04e-01 1.279e+4-00 2.54
474045 36465 | 5.0e+01 | 2.90e-01 -5.94e-02 2.31e-01 5.753e-01 2.49
3597165 | 276705 | 5.0e401 2.672e-01

(b) adaptive, dynamic refinement of the spatial discretization

Ntot ‘ Nmaw ‘ Y Th Ty n ‘ J*_J(qaaua) ‘ Ieff

9945 765 | 5.0e4+00 | 1.75e+00 | -5.80e+00 | -4.05e+00 -9.806e-01 -0.24
9945 765 | 1.6e+00 | 1.69e+00 | -5.81e-01 | 1.11e+00 2.498e+00 2.25
53309 | 5049 | 1.6e+01 | 1.08e+00 | -5.88e-01 4.90e-01 1.233e+4-00 2.51
195433 | 19957 | 5.0e4+01 | 2.77e-01 | -5.97e-02 2.18e-01 3.661e-01 1.68
636469 | 72311 | 5.0e+01 7.926e-02
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(a) at time t = 24 h, with N3 = 72311 (b) at time ¢ = 96 h, with N12=39451

Figure 7.10.. Two spatial discretization meshes for (Ex7)
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Figure 7.11.. Distribution of the number of nodes of the spatial discretization on
the time intervals when using dynamic spatial discretization, but
constant temporal discretization for (Fx7)



8. Summary

This thesis was concerned with the development of efficient numerical solution strategies for
elliptic and parabolic optimal control problems (OCPs) with pointwise state constraints.

The main analytical difficulty was hereby caused by the reduced regularity induced by the
state constraint. This needed to be accounted for in the functional analytic setting of the
problem, theorems on the existence and uniqueness of optimal solutions and the derivation of
optimality conditions.

Two optimization strategies were proposed for the numerical solution of the OCPs at hand.
The first is a primal-dual active set method that can be applied to the optimality system,
reduced to the control and multiplier variables, directly. This method was described in detail
for elliptic problems. A disadvantage is that it is only applicable to a certain class of OCPs.
The second optimization strategy is an interior point algorithm applied to a regularized variant
of the original problem. It was presented extensively for parabolic problems. The introduction
of an additional regularization parameter can here be seen as a disadvantage.

For the numerical solution of the problems, the governing equations were discretized by Galerkin
finite element methods. If the PDAS optimization method is used, this leads to the consideration
of discrete Borel measures, which poses an additional difficulty in the implementation. The
main point of the thesis here was however the choice of efficient discretizations. To that end,
estimators for the error with respect to the cost functional were developed, based on the DWR
method. Their contributions, potentially spatial, temporal, control and regularization error
estimators, were used in an error equilibration algorithm. Furthermore, localizations of the
temporal and spatial estimators were used in an adaptive algorithm creating locally refined
meshes. By these means an improvement of the convergence speed of the numerical solution
was to be achieved.

The efficiency of the developed algorithms was illustrated on several numerical examples.
Especially promising in practical regard is the application to the optimal control of young
concrete thermo-mechanical properties.
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A. Convergence order for the Laplace
equation with irregular data

This appendix considers the use of graded meshes in the approximative solution of elliptic
differential equations with irregular right hand side. The quintessential content of Appendix [A]
has been published in [3], in the creation of which the author of this thesis was also involved.
In contrast to the often considered L?-right hand sides, permitting less regular ones reduces
also the regularity of the solution and thus the approximation order on uniform meshes. The
use of graded meshes proves to be a remedy. Thus, following the discussion in Section [2.5]
motivates a similar procedure for the solution of optimal control problems with additional
state constraints.

Consider the elliptic boundary value problem
— Au = 6, in 12, u =0 on 02, (A1)

with a convex polygonal domain 2 C R?, and J, denoting the Dirac measure concentrated
in the point a € int(£2). Since this problem does not have an H!({2)-solution, consider the
solution u in the space

Wol’q(Q) ={ve Wl’q(Q) : v =0 on 9 in the sense of LY(92)},

€ [1,2), defined via
(Vu, Vo) =v(a) Yo e Wh(0) (A.2)

where ¢’ > 2 satisfies 1/q + 1/¢' = 1. If (A.2)) is approximated by the finite element method
by

(Vup, Vo) = vp(a) Yo, € V. (A.3)

where V}, is the space of linear finite element functions corresponding to a mesh 7 from a
family of quasi-uniform triangulations, then the error of the finite element approximation in
the L?-Norm converges only with order h', [88], as opposed to h? that would be obtained
for a regular right hand side in . The goal of this section is to prove that the use of
specially designed meshes improves the convergence order to almost the original rate, precisely
h2|In h[3/2.

Thus let (75) be a family of shape-regular triangulations of (2 that is graded with grading
parameter p = % towards the point a € int({2), i.e. for every cell T' € T}, the cell diameter hp
depends on the distance 74 of the cell T' from the point a by

hrl/z cor >0
B ~ T T A4
T { h? - rp =0 (A4)
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A. Convergence order for the Laplace equation with irregular data

W.l.o.g assume that
h<hy<l1

holds in order to ensure that In A does not change sign. The domain {2 is split into the sets

90: U Tand(h:()\ﬁo

rr=0
and an element T* € (2 chosen. Its diameter is h, ~ h2.

The main result will be derived from a theorem that considers the application of these graded
meshes to problems with regular right hand side. Thus consider the Poisson problem with a
right-hand side f € L?(12),

—Az=fin {2, z=0on 02, (A.5)
and state the following theorem:

Theorem A.1. Let f € L?(02), z € HL(£2) N H?(£2) be the solution of problem (A.5) and z,
be a finite element approximation of z in the space of linear finite elements Vi, using a mesh
that is graded according to condition (A.4)). Then the a priori estimate

|(z = zn)(@)] < e[k 1z]| g2
holds for all h < hyg.

With this result the main result can be proven quickly:

Corollary A.2. Let u be the solution of (A.1) and up € V}, its finite element approximation
defined via (A.3)) on a family of meshes that are graded according to condition (A.4)). Then

the a priori estimate
[ — wp| 2y < ch?[Inh[*/?
holds for all h < hyg.

Proof. Denoting the error by e := u — uy, we define the function v € H&(Q) as the solution of
(Vo, V) = (e,9) Vg€ Hg(12),

i.e. the weak solution of the boundary value problem
—Av=e in 2, v=0 on 9.

Note that v € H%(£2) — W1P(£2) holds for any p < oco. Its finite element approximation
vy, € V}, is defined by

(Vup, Veon) = (e,on) Veon € V.
With these auxiliary quantities we can estimate |le|[ 12y by utilizing Theorem [A.1
lu = unllZ20) = lleliz (o) = (e;u) — (e un)
= (Vu,Vu) — (Vv, Vuy)
= v(a) = va(a) = (v —vn)(a)
< ch? b2 (V20| p2(0)
< ch?n P2 el 2.

Dividing this inequality by [lu — up|[2(0) gives the desired result. O
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As first step in the proof of Theorem define the weight function o : {2 — R by
o(z) == (|lz — a” + h})"/?

The following properties of o can be proven by calculation.

Lemma A.3. For the function o defined in the inequalities

ol + Vol <c
V20| < co™?
o) < bt if xe{T €T, : rp =0},
“erpt if xe{T €T, >0}

are valid.

(A.7)

For functions with elementwise H?-regularity the notation Vv € L?(£2) and Viv € L?(12)

given through
Vwulr = Voulp  and  Vivlp = Vol

will be used. The nodal interpolant of a function v € H}(£2) N C(£2) is denoted by Zv € Vj,.

We show the following estimate of a weighted interpolation error.

Lemma A.4. For any function v from the set
{ve HY(Q)NC(2) : ve HX(T) VT € Ty}

the estimate
||a_1/2V(U — T L2() < chllVivl 2o

holds on meshes of type (A.4)). For functions v € HO(Q) N H?(£2) this results in

o2V (v — Zyv) | 12 () < b V0] L2
Proof. One can calculate by using (|A.7))

o~ Y2V (v — Tyv) iz = > / Vo -T))P+ Y / V(v - Tyw)?

TCop TChp
< Y IRVl + Do erg Wl VR0l
TCS2o TC
2 2 112
<Y VPl Tae
TCO

This proves the assertion.
Lemma A.5. For any function v € H(£2) N H?(02) the inequality
IV (v = Tpv) | 120y < clloV?0] 120

holds provided the mesh is graded according to (A.4)).
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A. Convergence order for the Laplace equation with irregular data

Proof. With the help of the function o we can estimate the element size on the two subdomains.
On {2 there follows directly

h:<o%(z)  Vz € . (A.8)

On 2y one has o(z) > rp and o(x) > hs. Since there holds hy ~ hr;/2 the relation
h% ~ h2rp ~ hyrp is used to conclude

h% < co®(z) Va € (2. (A.9)

Now we can estimate

IV (0 = Zyo) 22 < cZ/h2|V2v|2 —c Y /h2|V2v|2+c /hZ\VQUF

TCQo TC2

With the estimates , one can continue with

IV (0 — )220y < CZ/UQ|V2U|2 = o202 0

and the assertion is proved. O

Lemma A.6. Let the function y € H}(2) N H%(£2) be the solution of the boundary value
problem
—Ay=win 2, y=0ondf? (A.10)

with a given right-hand side w € L?(£2). Then for h < hg the estimate
loV2yll 2(0) < cllnhlllowl| 20
holds, where o is the weight function defined in (A.6)).

Proof. Set £ := x — a and denote by &1, &2 its components. By the chain rule it holds

1€V 2yl L2() < IV (€I 2(0) + el VYl L2 i=1,2.
With the definition of o and the a priori estimate [|[V2y| 2(o) < c||AyH 2(¢) this yields

2
loV2yl 720 Z 1€V 2y l1720) + P2IIVZYll72 ()

2
> (I92(E0) 13200y + cllVyl320) ) + 2l Ay (320

With the use of h, < o we continue
2

loV2yl1 20y < €D IIAEWT2(0) + cllVYIT2(0) + cllodylTe o
i=1

2
<) N6yl 72 (o) + clVyllizio) + clowl?z g
i—1

< clloAyll7zq) + cllVylZa (o) + cllowlliz g
< CHUWH%%Q) + CHVyH%Z(Q)a (A.11)

136



where we have used inequality (A.7) and the definition (A.10|) of y. It remains to show that
IVyllL2(0) < M hlljow||p2(0)- Start with the estimation
HV?JH%%Q) = (Ay, )| < lloAyllrzo)llo " yllz2@2) = lowll 2o llo ™yl r20)- (A.12)

The last factor will be estimated by using its representation in polar coordinates (r, ) with
respect to a. In the following we use the observation

a(r):(r%hz)% = di(lna(r)—lno—(o»:i (A.13)

r 02

and the inequality

Ino(r) — lna(())’

r

< Yllnn|  for h < ho, (A.14)
g

which is proved later. Furthermore for simplicity of notation we replace the integration domain
2 by a disc of radius R = diam ({2) > 1 with the center in a, such that this disc contains {2.
We continue the function y with y = 0 outside the domain §2 such that this extension of the
domain does not change the value of any quantities involved. With the observation ,
partial integration with respect to the radius r, and estimate (A.14)) one can conclude

2m R
Ha_lyH%z( /U y d:c—//ra 292 dr

Ino(r) —Ino(0)]

o\§ D\§>

r 2y0yy dr df

IIn h|r|ydry| dr do

Qo

2T R
< c\lnh|//a_1r|y\|Vy]drd0
0

< efnhlllo™ Yl 20 VYl 2 ()
Dividing by |lo~1y|| £2(g) yields
lo ™ Yl r2(0) < bl VYl 120
Inserting this into equation and dividing by [|[Vy| z2(o) yields
IVYllz2(2) < cnhf|lowl| g2
and thus with the claim of the lemma.

It remains to prove inequality ([A.14). To this end, we distinguish the cases r > h, and r < h,
and begin with the case r > h,. Since o(r) is strictly monotone and positive the function
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A. Convergence order for the Laplace equation with irregular data

IIno(r)| takes its maximum at the left or right boundary of [0, R]. For h < hg these values
can be estimated by

Ino(0)] = [Inh| < c/lnh| and (A.15)

Ino(R)| = [Iny/R? + h2| < ¢|lnh|, (A.16)
since In/R2+h2 < In/R2+ h% = c|lnho| < c[lnh| for ¢ = Iny/R2 + h3/|lnho|. Thus it

follows
no(r) —Ino(0 <2 max no(r < n

again for h < hg. Since it is 1/r < ¢/o the inequality (A.14)) is proved.
For the case r < h, we can conclude by the mean value theorem

1 —Ino(0
no(r) —Inof >’ < max |[(Ino)'(s)| = max —.
0<s<hx 0<s<h. 0(s)?

S

r

As the last function is monotonically increasing on [0, h,| it takes its maximum at the end of
the interval. This means by using h. < o(r) < /2h,

lna(r)—lna((])’ < D < @l
~2n2° 20
and inequality (|A.14]) is also proved in this case. O

r

For our further considerations we introduce a regularized Dirac function by
s |T*|"'sign(z — 2z5) in T%,
0 elsewhere,

where z is the solution of (A.5) and z;, is the corresponding finite element approximation
from Theorem Notice that 6" € L?(£2). The corresponding regularized Green function
g" € H}(2) N H?(£2) is defined by

—Ag" =6" in 2, g" =0 on 8. (A.17)
Also, consider the function g,}l‘ €V}, as the Ritz projection of ¢" onto V4, i.e.,

(Var,Ven) = (V9" Von) Vo € Vi (A.18)
Lemma A.7. For the reqularized Green function g" defined in (A.17) the estimate

loV2g" | 120y < c[ln k|2

holds for h < hyg.
Proof. The assertion follows from setting p = h, in [33, Theorem B4]. In this paper, a C'!-
domain {2 is considered but this assumption is not necessary for the result of this lemma. [

Lemma A.8. For the reqularized Green function g" and its Ritz projection g;f defined in

(A.17) and (A.18), respectively, the estimate
lo™(g" = gh)ll2(2) < el hf*?
holds for h < hyg.
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Proof. We introduce the abbreviation e, := g — g;L‘ and consider the auxiliary equation

-2
g €4

—Ay in {2, y =0 on 912

lotegllz2 o)

Its weak form can be written as

o te ,U’l
(Vy, Vo) = T 07 2y e miq).
lo~tegll L2

The choice ¢ = e, yields
lo~ eqlz20) = (Veg, Vo) = (Veq, V(y = Tuy) < [Veqllizo IV — Tug) 2y (A19)

For the first term of the right-hand side we use Lemma with the choice v = ¢" and conclude
with the result from Lemma [A.7]

IVegllrz) < V(9" — Tng")ll 20y < clloV2g" 12y < cllnh|M/2. (A.20)

For the second term on the right-hand side of inequality (A.19) we write with the Lemmas
and

-2
e
IV(y — Tyl r20) < cloVylire ) < clnhl|jo—r2s = c|In A|. (A.21)
HU 69” 12(0
()
Inequality (A.19) yields together with estimates (A.20) and (A.21) the assertion of this
lemma. O

Lemma A.9. For the reqularized Green function g" and its Ritz projection g,’; defined in

(A.17) and (A.18), respectively, the inequality
IVa(o(g" = gh)Il < el hf*?
1s satisfied for h < hg.
Proof. We use again the abbreviation e, := i g;;, apply the product rule on every element
T € T, and get
V3(oey)|r = (V20)eg|r + 2Val|r - Veg|r + a(V3ey)|r.

This results with Lemma, in the estimate

IVa(oeg)I72(0) < ¢ (||U_1€g”%2(9) +[VeglFagm) + \|U(Vi2z€g)H%2(Q)) : (A.22)

The first term of the right-hand side of this inequality is estimated in Lemma [A-§] giving a
contribution of ¢[ln k[3. The second term is estimated in (A.20)). Since the equality VZ(glt|7) = 0
holds for linear elements on every element 7' it follows for the third term with application
of Lemma

lo(Vieg)Z2ia) = V26" 2 < clnhl. (A.23)
This means, Lemma yields together with the inequalities (A.22)), (A.20) and (A.23)) the
assertion. ]
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A. Convergence order for the Laplace equation with irregular data

Lemma A.10. For the reqularized Green function g" and its Ritz projection g;L‘ defined in

and the inequality
o2V (g" = gi) L2 () < chfinb*?
holds for h < hy.
Proof. We use the abbreviation e, := g — g}}f . With the product rule we observe
||Ul/2vegH%2(Q) = (Vey,0Vey) = (Veg, V(oey)) — (Veg, e4Vo). (A.24)
For the first term of the right hand side we apply the Galerkin orthogonality and estimate

(Veg, V(oey))

(Veg, V(oeg — Ii(oeg)))
o/?Ve,, 0 V2V (0e, — Ti(oe,)))

—

INA
._.,,;;\._.

|02 eqf 0 + llo™*V(9¢q ~ Ta(oeg) li2(0)

< <102Veg|21g) + ch? | VE(oeg) 1320

| =

H01/2Veg||L + ch?|In |3 (A.25)

where we have used Lemmas [A.4] and in the last two steps, respectively. For estimating
the second term of the right hand side of (A.24]) we consider another auxiliary equation,

—Ayzeiginﬁ, y=0 on 0f2.
legllz2(0)
Utilizing the weak form of this equation with e, as the test function, and later on Lemma @
we can write
legll2() = (Veg, Vy) = (Vey, V(y — Tny))

< |2 Veyl| 2 072V (y — Tuy) | £2(02)

< |62V eyl L2 () chl| VYl 120

< chl|o"?Vey| 120 (A.26)
since the L2-norm of e,/ e || r2(2) is one. With this result the second term of the right-hand
side of ([A.24) can be estimated with the help of Lemma as

(Veg,e,Vo) = (61/*Ve,, 072,V o)

o2V egll 2oy llo ™" 2eg Vol 2 (o)

N

IN

1 _
§H‘71/2V69”%2(9)+C||0 1/26’9”%2(9)

IN

1 _
§||01/2Veg||i2(9) +c(eg, 0 ley)

IN

1 _
§||0’1/2V€g||2L2(n) + cllegllzzllo egll 2o
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With estimate (A.26) and Lemma one can conclude
1
(Veg,¢90) < <o/ ey s ) + chlin ¥ o9, |
1
< ZHal/Qveg\|‘§2(m + ch?|In h|3 (A.27)

by applying Young’s inequality in the last step. With equation (A.24]) the assertion follows
from inequalities (A.25)) and (A.27]). O

Now Theorem can be proven.

Proof. Let T* denote an element that contains a, and set € := z — z;,. By using the nodal
interpolant 7, estimate

< max|e — Tyz + || /\Ihé\ dz
T*

< n%a*x|z — Ipz| + | T* 7 (T/|z — Ipz|dx + /|é[ da:)
* T*

< crr%a*x\z — Tpz| 4|1 /]é\ dz
T*

< cha | V22| ooy +c|T*|_1/|é|da:. (A.28)
T*

Since h, ~ h? it remains to estimate |T*|~! [ |é|dz. To this end, we consider the auxiliary
T*

problem ((A.17). From the weak form of this boundary value problem it is easy to see that

(Vg".7e) = (0",¢) = [T°|" [Jelda (A.29)
T*

is the term left to consider. With the Ritz projection gl defined in (A-I8)) we can write

(Vg",Vé) = (V(z — z),Vg")
= (V(z—21),V(¢" — g1))
= (V(z = Tnz), V(g" — g1}))
< o7 2V (z = Tp2) |l 2 o2V (9" — gD 122 (A.30)

using Galerkin orthogonality. The application of Lemmas [A4] and [A.10] yields together with
equation (A.29) the assertion. O
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B. Utilized data for the models of the
material properties of concrete

In the physical models established for the hydration of young concrete in Section a number
of material dependent quantities were utilized. Depending on the context, some of them may
be constants within the optimization problem at hand, or a dependence on the control variable
may be present. For the solution of a practical problem, the values of these quantities must be
determined according to the used material. The purpose of this appendix is to present realistic
example data for the material dependent quantities. These were also used in the numerical
tests presented in Section

In the case that the concrete composition is not subject to the control variable, the values
according to Table were used. If the specific composition of the concrete matters, the used

Table B.1.. Standard material parameters utilized for constant concrete composition

‘ parameter ‘ value H parameter ‘ value H parameter ‘ value
c 10727 p 200024 A 2.143-
Qoo 293.2% aw —11 bw -1
CST, 1.4 bJ -1 Tk 24

bulk values for density, thermal conductivity and heat capacity can be found in Table
The values of cgy, for different types of cement presented in Table [B.2(b)| have been taken
from [55, Table 5.6]. When the quantities Qoo, by, Tk, aw, by are needed in dependence of the

Table B.2.. Used data for material properties

(a) bulk properties for the ingredients (b) cst for different cements
‘ ingredient ‘ index % ‘ pgﬂi/% ‘ )\Z/m—v';( ‘ ci/kz—JK ‘ type of cement ‘ CSL ‘

cement 1 3000 1.3 0.80 ENCI CEM I (diff. types) 1.25
fly ash 2 2300 1.3 0.75 ENCI CEM II/B-V 32.5 R 1.25
water 3 1000 0.6 4.18 ENCI CEM III/B 42.5 LHHS 1.65
aggregate 4 2600 3.0 0.80 ENCI CEM III/B 42.5 LHHS + | 1.60

ENCI CEM III/A 52.5 1.40

ENCI CEM V/A 42.5 1.40

concrete recipe, see Section the models ((7.18)) through (7.22)) are used. In these models the
constants m.; are unknown until now. To determine them the following data is used: In [55]
Appendix C,D] some concrete recipes named ICO-03 through ICO-07 containing cement type
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B. Utilized data for the models of the material properties of concrete

CEM III are listed together with their material properties, see Table By insertion of the

Table B.3.. Data for modelling the dependence of material properties on the concrete

recipe
(a) recipes considered in [55] (b) measured data according to [55]
wame [ o | o2 | | oo | [weme Q] bs | m | aw | bw |
ICO-03 || 270 | 90 | 156 | 1836 ICO-03 | 379 | -1.37 | 20.14 | -10.2 | -0.65
ICO-04 || 390 | O 183 | 1786 ICO-04 | 361 | -0.83 | 26.35 | -4.6 | -0.39
ICO-05 || 280 | 100 | 152 | 1826 ICO-05 | 385 | -0.86 | 21.91 | -16.7 | -0.84
ICO-06 || 270 | 80 | 143 | 1876 ICO-06 | 379 | -1.01 | 25.44 | -6.55 | -0.49
ICO-07 || 240 | 110 | 150 | 1872 ICO-07 | 401 | -0.92 | 28.03 | -6.40 | -0.47

recipes and measured data into the models (7.18) through (7.22)) the parameters m.; can be
determined. In the following this is demonstrated for Q. Collecting the measured data in a
vector and the recipe data in a matrix by

379 1 270 90 156 1836
361 1 390 0 183 1786
Q=1 38 |, R=| 1 280 100 152 1826 |,
379 1 270 80 143 1876
401 1 240 110 150 1872

and the missing parameters in the vector mq__ = (mg_ 0mMQ. 1 MQ. 2MQ.. 3 mQOOA)T, then
model ([7.18)) is expressed by the linear system Rmgq_ = Qoo, which has the unique solution

mq.,. = (—1.7173¢ + 03 7.9182¢ — 01 1.2679%¢ +00 1.5762¢ +00 8.2926¢ —01)" .

The quadratic structure of this linear system of equations is occurring by chance here in the
sense that there were just as many recipes considered in [55] as the number of considered
ingredients plus one. In general with more measurements one would expect a higher accuracy
of the model, and the then rectangular, overdetermined system of equations would be solved
in the sense of least squares by solving the normal equations. The necessary measurements
are rare, especially since only data corresponding to the same type of cement should be used
according to experience.

For the other material parameters the procedure described above yields the parameters m. ;
displayed in Table [B.4]

Table B.4.. Model parameters utilized in (7.18]) through (7.22))

‘ parameter H m. o ‘ m.1 ‘ m. o ‘ m.3 ‘ m. 4 ‘
Qoo -1.7173e+03 | 7.9182e-01 | 1.2679e+00 | 1.5762e+00 | 8.2926e-01
by -7.4728e+4-01 | 4.4821e-02 | 4.5562e-02 | 2.6197e-02 | 2.8905e-02
Tk -1.0075e+-03 | 4.1591e-01 | 4.2298e-01 5.8434e-01 | 4.2816e-01
aw -3.7871e4-02 | -1.0769e-01 | -1.7945e-01 | 4.3651e-01 | 1.8826e-01
bw -2.1095e+4-01 | 2.9982e-04 | -2.1576e-03 | 1.8871e-02 | 9.5937e-03
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