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Zusammenfassung

Diese Dissertation handelt von einem neuen so genannten sequentiellen quadratischen Hamilton (SQH)
iterativen Schema um Optimalsteuerungsprobleme mit Differentialmodellen und Kostenfunktionalen, die
von glatt bis zu unstetig und nicht-konvex reichen, zu l6sen. Dieses Schema basiert auf dem Pontrya-
gin Maximumprinzip (PMP), welches notwendige Optimalitdtsbedingungen fiir eine optimale Losung zur
Verfiigung stellt.

In diesem Rahmen wird eine Hamiltonfunktion definiert, die ihr Minimum punktweise an der optimalen
Losung des entsprechenden Optimalsteuerungsproblems annimmt. In diesem SQH Schema wird diese Ha-
miltonfunktion durch einen quadratischen Strafterm erweitert, der aus der aktuellen Steuerungsfunktion
und der Steuerungsfunktion aus der vorherigen Iteration besteht. Das Herzstiick des SQH Schemas ist die
punktweise Minimierung dieser erweiterten Hamiltonfunktion um eine Aktualisierung der Steuerungsfunk-
tion zu bestimmen. Da das PMP keine Differenzierbarkeit in Bezug auf das Steuerungsfunktionsargument
verlangt, kann das SQH Schema dazu benutzt werden, Optimalsteuerungsprobleme mit sowohl glatten als
auch nicht-konvexen oder sogar unstetigen Kostenfunktionalen zu l6sen.

Das Hauptergebnis dieser Dissertation ist die Formulierung eines robusten und effizienten SQH Schemas
und eines Rahmens, in dem die Konvergenzanalyse des SQH Schemas ausgefiihrt werden kann. In diesem
Rahmen bedeutet Konvergenz des Schemas, dass die berechnete Losung die PMP Bedingung erfiillt.

Die steuernden Differentialmodelle der betrachteten Optimalsteuerungsprobleme sind gewohnliche Dif-
ferentialgleichungen (ODEs) und partielle Differentialgleichungen (PDEs). Im PDE Fall werden elliptische
und parabolische Gleichungen, sowie die Fokker-Planck (FP) Gleichung betrachtet. Fiir sowohl den ODE
als auch den PDE Fall werden Annahmen formuliert, fiir die bewiesen werden kann, dass eine Losung eines
Optimalsteuerungsproblems das PMP erfiillen muss. Die erhaltenen Resultate sind fiir die Diskussion der
Konvergenzanalyse des SQH Schemas essentiell. Diese Analyse hat zwei Teile. Der erste ist die Wohlge-
stelltheit des Schemas, was bedeutet, dass alle Schritte des Schemas ausgefiihrt werden kénnen und ein
Ergebnis in endlicher Zeit liefern. Der zweite Teil ist die PMP Konsistenz der Losung. Das bedeutet, dass
die Losung des SQH Schemas die PMP Bedingungen erfiillt.

Im ODE Fall werden die folgenden Resultate erhalten, die die Wohlgestelltheit des Schemas und die
PMP Konsistenz der entsprechenden Losung darlegen. Lemma 7 legt die Existenz eines punktweisen Mi-
nimums der erweiterten Hamiltonfunktion dar. Lemma 11 beweist die Existenz eines Gewichtes des qua-
dratischen Strafterms, sodass die Minimierung der entsprechenden erweiterten Hamiltonfunktion zu einer
Kontrollaktualisierung fiihrt, die den Wert des Kostenfunktionals verringert. Lemma 12 legt dar, dass das
SQH Schema stehen bleibt falls eine Iterierte PMP optimal ist. Satz 13 beweist die Kostenfunktional ver-
ringernden Eigenschaften der SQH Steuerungsfunktionsaktualisierung. Das Hauptresultat ist in Satz 14
gegeben, welches die punktweise Konvergenz des SQH Schemas gegen eine PMP konsistente Losung dar-
legt. Das SQH-Verfahren wird in diesem ODE Rahmen auf zwei Optimalsteuerungsprobleme angewendet.
Das erste ist ein optimales Quantensteuerungsproblem, bei dem gezeigt wird, dass das SQH-Verfahren
viel schneller zu einer optimalen Losung konvergiert als ein globalisiertes Newton-Verfahren. Das zwei-
te Optimalsteuerungsproblem ist ein optimales Tumorbehandlungsproblem mit einem System gekoppelter
hochgradig nicht-linearer Zustandsgleichungen, die das Tumorwachstum beschreiben. Es wird gezeigt, dass
der Rahmen, in dem die Konvergenz des SQH Schemas bewiesen wird, auf diesen hochgradig nicht-linearen
Fall anwendbar ist.
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Als néchstes wird der Fall von PDE Optimalsteuerungsprobleme betrachtet. Zunéchst wird ein allge-
meiner Rahmen diskutiert, in dem eine Lésung des entsprechenden Optimalsteuerungsproblem die PMP
Bedingungen erfiillt. In diesem Fall werden viele theoretische Abschéitzungen in Satz 59 und Satz 64 be-
wiesen, die insbesondere die essentielle Beschréanktheit von Zustands- und Adjungiertenvariablen beweisen.
Die Schritte fiir die Konvergenzanalyse des SQH Schemas sind analog zu denen des ODE Falls und fiih-
ren zu Satz 27, der die PMP Konsistenz der Losung, erhalten durch das SQH Schemas, darlegt. Dieser
Rahmen wird auf verschiedene elliptische und parabolische Optimalsteuerungsprobleme angewendet, die
lineare und bilineare Steuerungsmechanismen beinhalten, genauso wie nicht-lineare Zustandsgleichungen.
Dariiber hinaus wird das SQH-Verfahren zum Losen eines zustandsbeschrankten Optimalsteuerungspro-
blems in einer erweiterten Formulieren diskutiert. Es wird in Satz 30 gezeigt, dass wenn man das Gewicht
des Erweiterungsterms, der die Verletzung der Zustandsbeschriankung bestraft, erhoht, das Mafs dieser
Zustandsbeschrankungsverletzung durch die entsprechende Losung gegen null konvergiert. Weiterhin wird
ein Optimalsteuerungsproblem mit einem nicht-glatten L!-Zielverfolgungsterm und einer nicht-glatten
Zustandsgleichung untersucht. Fiir diesen Zweck wird eine adjungierte Gleichung definiert und das SQH-
Verfahren wird benutzt um das entsprechende Optimalsteuerungsproblem zu I6sen.

Der letzte Teil dieser Dissertation ist einer Klasse von FP Modellen gewidmet, die auf bestimmte sto-
chastische Prozesse bezogen sind. Die Diskussion beginnt mit dem Fokus auf Random Walks bei dem auch
Spriinge mit enthalten sind. Dieser Rahmen erlaubt die Herleitung eines diskreten FP Modells, das einem
kontinuierlichen FP Modell mit Spriingen und Randbedingungen entspricht, die sich zwischen absorbierend
bis komplett reflektierend bewegen. Diese Diskussion erlaubt die Betrachtung der Driftsteuerung, die aus
einer anisotropen Wahrscheinlichkeit fiir die Schritte des Random Walks resultiert. Danach werden zwei
Drift-Diffusionsprozesse und die entsprechenden FP Modelle mit zwei verschiedenen Steuerungsstrategi-
en fiir ein Optimalsteuerungsproblem mit Erwartungswertfunktional betrachtet. In der ersten Strategie
hdngen die Steuerungsfunktionen von der Zeit ab und in der zweiten héngen die Steuerungsfunktionen
von Ort und Zeit ab. In beiden Féllen wird eine Losung zum entsprechendem Optimalsteuerungsproblem
mit den PMP Bedingungen charakterisiert, dargestellt in Satz 48 und Satz 49. Die Wohlgestelltheit des
SQH Schemas ist in beiden Féllen gezeigt und weitere Bedingungen, die die Konvergenz des SQH Schemas
zu einer PMP konsistenten Losung sicherstellen, werden diskutiert. Der Fall einer Ort und Zeit abhén-
gigen Steuerungsstrategie fithrt auf eine spezielle Struktur der entsprechenden PMP Bedingungen, die in
einem weiteren Losungsverfahren ausgenutzt werden, dem sogenannten direkten Hamiltonfunktionsverfah-

ren (DH).



Summary

This thesis deals with a new so-called sequential quadratic Hamiltonian (SQH) iterative scheme to solve
optimal control problems with differential models and cost functionals ranging from smooth to discontin-
uous and non-convex. This scheme is based on the Pontryagin maximum principle (PMP) that provides
necessary optimality conditions for an optimal solution.

In this framework, a Hamiltonian function is defined that attains its minimum pointwise at the optimal
solution of the corresponding optimal control problem. In the SQH scheme, this Hamiltonian function is
augmented by a quadratic penalty term consisting of the current control function and the control function
from the previous iteration. The heart of the SQH scheme is to minimize this augmented Hamiltonian
function pointwise in order to determine a control update. Since the PMP does not require any differ-
entiability with respect to the control argument, the SQH scheme can be used to solve optimal control
problems with both smooth and non-convex or even discontinuous cost functionals.

The main achievement of the thesis is the formulation of a robust and efficient SQH scheme and a
framework in which the convergence analysis of the SQH scheme can be carried out. In this framework,
convergence of the scheme means that the calculated solution fulfills the PMP condition.

The governing differential models of the considered optimal control problems are ordinary differential
equations (ODEs) and partial differential equations (PDEs). In the PDE case, elliptic and parabolic
equations as well as the Fokker-Planck (FP) equation are considered. For both the ODE and the PDE
cases, assumptions are formulated for which it can be proved that a solution to an optimal control problem
has to fulfill the PMP. The obtained results are essential for the discussion of the convergence analysis of
the SQH scheme. This analysis has two parts. The first one is the well-posedness of the scheme which
means that all steps of the scheme can be carried out and provide a result in finite time. The second part
part is the PMP consistency of the solution. This means that the solution of the SQH scheme fulfills the
PMP conditions.

In the ODE case, the following results are obtained that state well-posedness of the SQH scheme and
the PMP consistency of the corresponding solution. Lemma 7 states the existence of a pointwise minimum
of the augmented Hamiltonian. Lemma 11 proves the existence of a weight of the quadratic penalty term
such that the minimization of the corresponding augmented Hamiltonian results in a control updated that
reduces the value of the cost functional. Lemma 12 states that the SQH scheme stops if an iterate is PMP
optimal. Theorem 13 proves the cost functional reducing properties of the SQH control updates. The main
result is given in Theorem 14, which states the pointwise convergence of the SQH scheme towards a PMP
consistent solution. In this ODE framework, the SQH method is applied to two optimal control problems.
The first one is an optimal quantum control problem where it is shown that the SQH method converges
much faster to an optimal solution than a globalized Newton method. The second optimal control problem
is an optimal tumor treatment problem with a system of coupled highly non-linear state equations that
describe the tumor growth. It is shown that the framework in which the convergence of the SQH scheme
is proved is applicable for this highly non-linear case.

Next, the case of PDE control problems is considered. First a general framework is discussed in which
a solution to the corresponding optimal control problem fulfills the PMP conditions. In this case, many
theoretical estimates are presented in Theorem 59 and Theorem 64 to prove in particular the essential
boundedness of the state and adjoint variables. The steps for the convergence analysis of the SQH scheme
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are analogous to that of the ODE case and result in Theorem 27 that states the PMP consistency of
the solution obtained with the SQH scheme. This framework is applied to different elliptic and parabolic
optimal control problems, including linear and bilinear control mechanisms, as well as non-linear state
equations. Moreover, the SQH method is discussed for solving a state-constrained optimal control problem
in an augmented formulation. In this case, it is shown in Theorem 30 that for increasing the weight of
the augmentation term, which penalizes the violation of the state constraint, the measure of this state
constraint violation by the corresponding solution converges to zero. Furthermore, an optimal control
problem with a non-smooth L'-tracking term and a non-smooth state equation is investigated. For this
purpose, an adjoint equation is defined and the SQH method is used to solve the corresponding optimal
control problem.

The final part of this thesis is devoted to a class of FP models related to specific stochastic processes.
The discussion starts with a focus on random walks where also jumps are included. This framework allows
a derivation of a discrete FP model corresponding to a continuous FP model with jumps and boundary
conditions ranging from absorbing to totally reflecting. This discussion allows the consideration of the
drift-control resulting from an anisotropic probability of the steps of the random walk. Thereafter, in
the PMP framework, two drift-diffusion processes and the corresponding FP models with two different
control strategies for an optimal control problem with an expectation functional are considered. In the
first strategy, the controls depend on time and in the second one, the controls depend on space and time.
In both cases a solution to the corresponding optimal control problem is characterized with the PMP
conditions, stated in Theorem 48 and Theorem 49. The well-posedness of the SQH scheme is shown in
both cases and further conditions are discussed that ensure the convergence of the SQH scheme to a PMP
consistent solution. The case of a space and time dependent control strategy results in a special structure
of the corresponding PMP conditions that is exploited in another solution method, the so-called direct
Hamiltonian (DH) method.



Chapter 1

Introduction

One central topic of optimal control theory is the investigation of necessary optimality conditions that a
solution to an optimal control problem hast to fulfill. In this thesis, we consider (among others) optimal
control problems having the following structure

rg,iunJ(ym) = /Z (h(y) + g (u)) dzx

(1.1)

such that ¢ (y,u) =0 and u € Uyq

where the state y and the control w can depend on time or space variables or both depending on the
differential model ¢ (y,u) = 0. The function h determines the objective of the state y at each point
of the domain Z and g determines the cost of the control u at each point of Z. The task is to find a
control in the admissible set U,q such that the cost functional J is minimized subject to the governing
differential model ¢ (y,u) = 0. Such an optimal control is called a solution to (1.1). For this purpose,
necessary conditions that such a control has to fulfill are exploited for designing efficient numerical solution
algorithms. For example, a common approach for the first-order characterization of a solution to optimal
control problems is the Lagrange approach [48, 55, 95, 54| where first and second order methods are
used for the numerical calculation of a solution [96, 19]. However, in this framework the calculation of a
subdifferential is necessary, and the existence of a subdifferential requires some smoothness of the problem
like directionally differentiability or convexity of the reduced cost functional [96, 82, 58, 10].

In this thesis, we focus on the Pontryagin maximum principle (PMP) [67, 81, 16, 77, 42, 28, 92, 93,
41, 35, 80, 95] that provides an alternative characterization of a solution to an optimal control problem.
In this framework, a Hamiltonian function is defined that attains its minimum pointwise at the optimum
with respect to all possible values of the control. Thus a derivative of the cost functional with respect to
the control argument is in general not necessary in order to characterize a solution. This is the starting
point for our considerations in this thesis where we use the minimum of a Hamiltonian function instead of
a gradient or elements of a subdifferential in order to obtain a PMP consistent scheme. This allows us to
consider not only optimal control problems with smooth but also with non-convex and even discontinuous
cost functionals without the need of regularization techniques as in |70, 53, 56, 57].

In this thesis, we consider different cost functionals where the cost of the controls can be continuous
and convex or just lower semi-continuous [3]. If the corresponding cost functional is weakly lower semi-
continuous, then the existence of an optimal solution can be obtained with variational techniques, see [95]
for instance. However, difficulties arise in the case of cost functions that are only lower semi-continuous
as the following discussion illustrates.

Consider the lower semi-continuous function

1 if 2#£0

R—=R, z—g(z):= ,
g 9(2) {O if z=0
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which is associated with the so-called L%norm [, g (u(z)) dz of a function u : @ — R on the open set
Q CR™ n e N. We choose 2 = (0,1) and
1 ifzel[f+k1+k
w@) =L el rRleh) oy
0 1f:r€(0—|—k,§+k‘)

for 2 € R. Then we choose a sequence u,, (x) := u(mz), m € N for z € Q. According to [7, Proposition
1] or [59, A property of the mean value|, we have that the sequence (up,),,cn Weakly converges to the
mean value of v on €2, which is % representing the weak limit denoted with u. Then we have, since

u is a constant function on €, that fol g (a(x))dxr = 1. Furthermore, we have by a direct calculation

that fol g (um (z))dx = 3. This means that we have a sequence (um,),,cy Weakly converging to @ which

contradicts the condition of weakly lower semi-continuity as follows

1 1

1 liminf/ g (um (x))dx < / g(u(z))de =1.
2 m—oo [q 0

Consequently in the case of a so-called L°-cost functional, the proof of existence of an optimal solution is

not possible with a direct variational technique.

We remark that for g being lower semi-continuous, the existence of a minimizer can be proven on a
compact admissible set, see [21, Theorem A.2|. However, in order to characterize this solution with the
PMP condition, the technique of needle variation is required in this thesis. The values of a function and of
its needle variation differ at most on a ball centered at an arbitrary point of the domain where the values
of the needle variation are set to a constant value from an admissible set of values on this ball. In order to
apply the technique of needle variation, it is necessary that all needle variations of all admissible controls,
that means the needle variation of any admissible control at any point of the domain and any radius of
the ball, are included in the admissible set. Thus the compactness of the admissible set contradicts the
accommodation of all needle variations of all admissible controls.

Since the focus of our work is the PMP characterization of optimal controls and their computation
by our PMP-based optimization solver, we consider bounded convex and closed admissible control sets in
Lebesgue spaces (which are not compact) and assume existence of optimal controls in these sets.

However, notice that our approach covers all cases where continuous and convex cost functionals
appear, and in these cases, we prove existence of optimal solutions in the sets mentioned above. On the
other hand, our work provides a framework to address control problems that are beyond the continuous
and convex cases, for which a PMP characterization is possible and the related optimization procedure
constructs a minimizing sequence that converges to a point satisfying the PMP condition.

Next, we give an overview of existing work about numerical schemes based on the PMP and show how
our presented scheme is related to them. In particular, we refer to the work [17, 40, 85, 88, 97| and further
[27, 62, 63, 69, 73, 87| where in both cases a Hamiltonian function is pointwise minimized in order to
calculate the next iterate of the control function. We consider two major variants in the class of schemes
using the PMP. The first one, the so-called successive iteration scheme, originates in |62, 63] where the
Hamiltonian function from the PMP is pointwise minimized. For any pointwise update of the control, the
state variable from the previous iteration is used. This strategy results in an efficient calculation method
because the number of solving the state equation is kept small. However, this method is not robust
with respect to its convergence behavior since the minimization of the Hamiltonian is independent of the
control-to-state map and thus does not consider the variation of the state with respect to the control.
Furthermore, there is a lack of convergence theory for this class of PMP based schemes. The second major
variant of PMP based methods originates in [85, 88| where the Hamiltonian function is augmented with
a quadratic penalization term consisting of the difference between the current control value and the one
from the previous iteration. Furthermore, the minimization of the augmented Hamiltonian depends on
the control-to-state map since with any pointwise update of the control the state variable is updated. For
this class of schemes, there is convergence theory available, see [17]. The theory says that for smooth
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cost functionals the corresponding scheme converges to an optimal solution that fulfills the variational
inequality corresponding to the optimality condition of the Lagrange approach. However, in this latter
framework it is required to update the state after each pointwise update of the control. Consequently, this
class suffers from a large computational effort for minimizing the augmented Hamiltonian. In the present
thesis, we develop a new scheme that combines the advantages of both methods mentioned above.

In our method, that we call sequential quadratic Hamiltonian (SQH) method, an augmented Hamilto-
nian is considered and is pointwise minimized where the state variable from the last iteration is used and a
quadratic penalization term consisting of the difference between the current control value and the one from
the previous iteration is included. This ensures that the update of the control is sufficiently small such that
the state variable of the previous iteration is still a good approximation for the currently updated control
while by fixing the state variable the minimization process avoids to be too computationally expensive. In
this setting, we provide a framework that allows to prove convergence of this scheme to a PMP consistent
solution, which means that the obtained solution fulfills the PMP conditions for optimality. Besides the
theoretical investigation of the convergence of the SQH scheme, we also show that the results from the
corresponding algorithm can be numerically checked for optimality with the PMP and thus validate the
proposed framework.

In Chapter 2, we consider optimal control problems governed by ordinary differential equations (ODEs).
We set up a general framework in which we prove the PMP characterization of an optimal solution and
the convergence of our SQH scheme. The characterization with the PMP follows essentially the reasoning
in [81]. The corresponding result is Theorem 5. Next, we prove the well-posedness of our scheme and
its convergence to a PMP consistent solution. The main result of this chapter is Theorem 14, which
states the convergence of the SQH method to a PMP consistent control. For this purpose, we formulate
an assumption in (2.32) that ensures a sufficient descent of the augmented Hamiltonian in each sweep
of the SQH method such that the iterates converge pointwise to a solution that is PMP optimal. This
condition replaces the requirement of differentiability of the augmented Hamiltonian with respect to the
control argument. It is shown that all requirements of this theorem are fulfilled for several cost functionals
including smooth L?- and non-smooth L!-functionals for which we prove existence of optimal controls.
Next, we demonstrate the applicability of our framework, defined in Section 2.1, with two cases and show
that all our requirements are fulfilled to obtain convergence of our SQH method. The first case is an optimal
quantum control problem with a bilinear control mechanism. The second case is an optimal tumor control
problem where the tumor growth is modeled with highly non-linear coupled state equations. Both optimal
control problems have non-smooth cost functionals. We show existence of an optimal solution and prove
that both cases are included in our theoretical framework such that we have the PMP characterization of
an optimal solution and the convergence of the SQH method. For the quantum optimal control problem,
we choose L?-cost and L'-cost terms where we compare the numerical performance of the SQH method
with the performance of a globalized Newton method. In this experiment, the SQH scheme converges much
faster than the globalized Newton method where the output of both methods are PMP optimal. Then we
replace the L'-cost term by an L°-cost term and show that the L%-cost term appears advantageous with
respect to the total convergence time of the SQH method. In the second application, we consider a model
for optimal tumor treatment consisting of anti-angiogenesis and irradiation. In this section, we apply the
SQH method to an optimal control problem with a system of coupled highly non-linear state equations
that model the dynamics of tumor growth. We verify that this optimal control problem is covered by our
theoretical framework such that also in this case convergence of our SQH method is proved and verified
by our numerical PMP test.

In Chapter 3, we extend the framework of Chapter 2 to optimal control problems governed by elliptic
and parabolic partial differential equations (PDEs). With the same procedure as in the previous chapter
we show how to characterize a solution to an optimal control problem with the PMP and perform the
convergence analysis of the SQH method in the PDE case. For this purpose, we define a general framework
that holds for both the elliptic and the parabolic cases and prove convergence of our SQH method to a
PMP consistent solution. For this analysis, we prove L*°-estimates for the solution of the governing state
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model and for the corresponding adjoint equation. The discussion about the PMP characterization of
solutions to our PDE control problems results in Theorem 25. The convergence analysis is analogous to
the ODE case, although more involved, and the convergence to a PMP consistent solution is proved in
Theorem 27. Notice that, for the case of a differentiable control cost, we also prove in Theorem 29 that
the SQH iterates converge to the solution of the variational inequality characterizing an optimal control
in the Lagrange framework.

Next, we demonstrate the applicability of this framework to seven different PDE optimal control
problems. In particular in the parabolic case, we consider a linear and a bilinear control mechanism. In
the elliptic case, we have a linear and a bilinear control mechanism and in addition we consider a non-linear
state equation with distributed control. We show that in these cases the requirements of our framework
are fulfilled. Furthermore, we consider a state-constrained optimal control problem and an optimal control
problem with an L'-tracking term with a non-smooth state equation and show how to apply the SQH
method in these cases. In these problems, we have non-convex and discontinuous cost functionals. We
discuss the PMP optimality of solutions to the considered optimal control problems (assuming they exist)
and demonstrate how to obtain these solutions by the SQH method. We observe the convergence of
the SQH method to PMP consistent solutions. Furthermore, we investigate the performance of the SQH
method compared with a projected gradient method (pGM) and a projected non-linear conjugated gradient
(pNCG) method in the case of smooth cost functionals, showing that the SQH method is much faster than
the pGM and almost comparable with the pNCG method. In addition, we investigate the numerical
complexity of the SQH method that is linear in these cases.

We remark that our PMP framework is also appropriate to solve mixed-integer PDE control problems
and we demonstrate the applicability of the SQH method to optimal control problems where the values of
the control are in a discrete set. This demonstrates that the numerical treatment of mixed-integer problems,
like in [52], is also in the scope of our framework, since the minimum of the augmented Hamiltonian in
this case is given by an array search.

In the case of state-constrained optimal control problems, we formulate an alternative optimal control
problem where the state constraint is replaced by an augmented objective. This means that we add a
penalization term to the objective that restricts the violation of the bounds of the constraint. The solution
to the augmented optimal control problem is characterized by the PMP and it is shown that the SQH
method converges to a PMP consistent solution. In this case, in Theorem 30, we prove that increasing
the penalization parameter decreases the discrepancy between the state bounds and the state. In the case
of an L'-tracking term, a solution to the corresponding optimal control problem cannot be characterized
by the PMP within our framework. However, we demonstrate how to define an adjoint equation in this
case and we observe that the solution of the SQH method results in a reduction of the cost functional and
fulfills the PMP test.

In Chapter 4, we focus on a drift-controlled Fokker-Planck (FP) equation. The FP equation models
the evolution of the probability density function of stochastic processes. We start our investigation by
considering a random walk with jumps and different boundary conditions ranging from absorbing to totally
reflecting. This results in different discrete FP models from which we derive continuous FP equations.
This discussion illustrates the macroscopic model parameters of the Fokker-Planck equation by the model
parameters of a microscopic random walk. In particular, this investigation allows a discussion of the drift-
control mechanism that results from an anisotropic probability for the steps of the random walk. Next,
we formulate continuous FP optimal control problems with two different control mechanisms. In the first
one, the controls are time dependent and the space dependency is explicitly given by a bilinear control
structure. In the second one, the drift is a space and time depended optimal control. We characterize
in both cases a solution to the optimal control problems with the PMP, resulting in Theorem 48 and
Theorem 49. Furthermore, we show that the SQH method is well-defined and discuss the convergence of
the scheme. We validate our results with Monte-Carlo simulations.

In the Appendix, we provide technical results that we use for our discussion and proofs in this thesis.
Specifically, we discuss the measurability of functions that are pointwise determined as the result of an
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arg min-function, which is the basic procedure in the SQH method. Furthermore, we prove L*-results for
elliptic and parabolic PDEs. In addition, we discuss that the adjoint variable corresponding to our FP
optimal control problem is bounded in the L?-norm by the L?-norm of the corresponding controls. Then,
we discuss a sufficient PMP based condition for an optimal solution. This condition is given in (5.34) and
is a growth condition with respect to the control argument of the Hamiltonian. In Corollary 69, we focus
on the special case where the optimal control problem consists of an L?-tracking term and a distributed
control mechanism. We show that any pair of a state and a control variable that fulfills the corresponding
necessary PMP optimality conditions is a solution to this optimal control problem. Then we discuss the
general assumptions made in Section 2.1 with respect to replacing single assumptions by alternatives, in
particular the weakening of these assumptions, in the case that we only aim at characterizing a solution
with the PMP. In Section 5.6, we describe the numerical codes that implement the SQH scheme in the
numerical experiments.
The results presented in this thesis are partly based on the following publications:

e [21]: Tim Breitenbach and Alfio Borzi, "A sequential quadratic Hamiltonian method for solving
parabolic optimal control problems with discontinuous cost functionals", Journal of Dynamical and
Control Systems (2018), pp. 1-33.

e [20]: Tim Breitenbach, Mario Annunziato and Alfio Borzi, "On the Optimal Control of a Random
Walk with Jumps and Barriers", Methodology and Computing in Applied Probability 20, 1 (2018),
pp. 435-462.

e [47]: Melina-Lorén Kienle Garrido, Tim Breitenbach, Kurt Chudej and Alfio Borzi, "Modeling and
Numerical Solution of a Cancer Therapy Optimal Control Problem", Applied Mathematics 9 (2018),
pp- 985-1004.

e [25]: Tim Breitenbach, Mario Annunziato and Alfio Borzi, "On the optimal control of random walks",
IFAC-PapersOnLine 49, 8 (2016), pp. 248-253.

e [22]: Tim Breitenbach and Alfio Borzi, "On the SQH scheme to solve non-smooth PDE optimal
control problems”; Journal of Numerical Functional Analysis and Optimization (2019), pp. 1-43,
2019.

e [24]: Tim Breitenbach and Alfio Borzi, "A sequential quadratic Hamiltonian scheme for solving non-
smooth quantum control problems with sparsity”, submitted to the Journal of Computational and
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e [23]: Tim Breitenbach and Alfio Borzi, "The Pontryagin maximum principle for solving Fokker-
Planck optimal control problems”, submitted to the Journal of Computational Optimization and
Applications, 2019.
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CHAPTER 1.

INTRODUCTION



Chapter 2

An SQH framework for ODE optimal
control problems

In this chapter, we discuss the characterization of solutions to optimal control problems governed by
ordinary differential equations (ODEs) in the framework of the Pontryagin maximum principle (PMP)
and their computation by a sequential quadratic Hamiltonian (SQH) method. The applicability of the
SQH method for solving a quantum optimal control problem with a bilinear control mechanism and for
solving an optimal tumor treatment problem with a highly non-linear ODE model both with non-smooth
L'-cost functionals is demonstrated. The existence of optimal solutions, their characterization with the
PMP conditions for optimality and the convergence of the SQH method to a PMP consistent solution are
proved.

2.1 The formulation of ODE optimal control problems

Consider the following initial value problem

y () =f(ty(t),u(t) for t € (0,T)
(2.1)
y(0) =wo
on the interval [0,T], T > 0 with y : R — R"™, ¢t — y (¢), the time derivative y = %y and yp € R", n € N,
the initial value of the state. The control function u : R — R™, ¢ — wu (t), m € N can be chosen from the

following admissible set of controls

U :=U!

m
ad X - x ULy

with Ugd = {u cL?(0,T)| u(t) € K]U a.e.}7 Kg] a compact set in R, j € {1,...,m} and Ky == K}; x ...
K{}. We assume that (2.1) is uniquely solvable in the sense of [90, Definition C.2.1| on the interval [0, T
for any u € U,q. Therefore there exists a function y : [0,7] — R", t — y (¢) that is absolutely continuous
on [0,7] and fulfills the following integral equation

t
y<t>=yo+/0 f(Ey (D) u (D)) di (22)

for any t € [0,7] and any chosen u € U,qg, see |90, Definition C.2.1]. We call such a function a global
solution to (2.1). The definition of absolute continuity [90, page 471] also implies that any component
function y; : [0,7] — R, i € {1,...,n} is absolutely continuous. Furthermore, we define the set I C R™ as
the convex hull [10, Section 3.1] of the union of all images from each solution y to (2.1) for any u € Uyg,
given by

I == conv{y ([0, T]) C R"| y solves (2.1) for u € Upq} .
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Our purpose is to investigate the following optimal control problem

T
minJ (y, u) 12/0 (h(y (1) + g (u(t))dt + F (y(T))

Yy, u
v = f(t,y(t),u(t)) forte (0,T) (2.3)
y(0) =wo
u € Uyg

where we have g : Ky — R, u +— ¢ (u) a lower semi-continuous function. This means that for any sequence
(2k)peny € Ku converging to z € Ky it holds that liminfy o g (2x) > g (2). Furthermore, we require that
g is bounded from below. Additionally, we assume that the functions h: I - R, y +— h(y) and F : I — R,
y — F (y) are bounded from below.

Next, we discuss the existence of solutions to (2.3). If the cost functional of the optimal control problem
is weakly lower semi-continuous, then the existence of a minimizer can be proven with the variational
technique, see [95]. An example is a continuous and convex cost functional where the right hand-side
of the ODE implements a linear or bilinear control mechanism, as in Section 2.5. In this section, the
variational technique is applied to the case of optimal control problems governed by a highly non-linear
system of ODEs with a bilinear control mechanism and a convex and continuous cost functional with
L?-L'-costs of the control. However, our requirement for g being lower semi-continuous may result in cost
functionals that are not weakly lower semi-continuous, as discussed in the Introduction. In this case, we
assume that (2.3) is well defined and admits a solution.

In the following, we formulate further requirements that we underlie for our analysis. For this purpose,
we need first and second derivatives of h, F, f with respect to y in the finite dimension framework as
in [4, VII, VIL.4| where we denote with D, the first and with D, the second derivative with respect to
the variable y. This notation also holds throughout the chapter. The L°-norm for any vector valued
function ¢ : R — R?, 72 € N is defined by ||¢||p = maxj=1. 5 HQHLOO (o,r) Where (i : R — R is the i-th
component of ¢ and || - | oo (0,7 is the L>°-norm for a real valued function, see [5, X.4] for a definition.
Next we remark that integration over a vector valued function is componentwise defined and we have that
I fo (ﬂ dt||p~ < fo I¢ () || poodt for any t € [0,T], see [5, X Theorem 2. 11] The LP-norm is defined

as follows ||C||zr = (21—1 ||CzHLp 0T )5 where HQHLP 01) = (fo G (t |Pdt) is the LP-norm for a real
valued function, see [5, X.4] for a definition with p € (0, 00). The assumptions are given as follows.

A.1) The functions h: I - R, y— h(y), F: I >R, y— F(y)and f: I — R" y+— f(t,y,u) are twice
continuously differentiable for every u € Ky and for any ¢ € [0, T].

A.2) The functions f : [0,T] x [ x Ky — R", (t,y,u) — f(t,y,u), Dyf : [0,T] x [ x Ky — R™*",
(t,y,u) = Dyf (t,y,u) and Dy, f : [0,T] x I x Kyy — R™ ™" (t,y,u) — Dy, f (t,y,u) are Borel
measurable on [0,7] x I x K.

A.3) For almost all ty € (0,7) and for any y solving (2.1) where u € U,y and any @ € U,, there exists an
open set E (tp) C (0,7") containing t¢ such that fE ) fi (t,y(t),u(t))dt <ooforallie{l, .. n}

A.4) The function f : I x Ky — R"™, (y,u) — f (t,y,u) is continuous for all ¢ € [0, 7.

A.5) There exists a constant L > 0 such that the functions f; : Ky — R, u— f; (t,y,u), (%lfi : Ky — R,
u a%lf’i (t,y,u) for I, € {1,...,n} are Lipschitz continuous with |f; (t,y,u1) — fi (t,y,u2)| <
LY [(w); = (u2); | and [52- fi (t,y,u1) — 5% fi (8 y,u2) | < LT | (w); — (ug); | for any fixed
y € I and t € [0,T]. That means the Lipschitz constant L is independent of all ¢t € [0, 7], all u € Ky
and all y € I.
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A.6) There exists a constant ¢ > 0 such that Ha%lfl (hy,u) L~ <c, ||8%lh (y) ||z < e, ||8%lF (y) ||z < e,

2 2 2 .
H%ﬁ (y,u) L~ <ec ||%h(y) ||z < cand ||%F (y) lzee < cforalli,i,¢e{1,...,n} and

all y € I and all u € K.

Since h is twice continuously differentiable the functions a%lhoy [0, T] = R, t — (%h (y(t),le{1,...,n}

and ﬁgyzhoy ([0, 7] = R, t— ﬁgyzh (y (1), l,i € {1,...,n}, are Lebesgue measurable for any Lebesgue
measurable function y. This can be seen with a similar proof to Lemma 51 as continuous function are
Borel measurable [36, Examples 2.1.2| and the function y : [0,7] — R"™ is Lebesgue measurable since any
component function y; is Lebesgue measurable |36, Example 2.6.5] due to its continuity [36, page 42].
Then the composite functions are also measurable [36, Proposition 2.6.1]. Analogously the vector-valued
function (t,y,u) : [0, T] — R*">m ¢y (¢, y (), u(t)) is Lebesgue measurable as any component function
is Lebesgue measurable [36, Example 2.6.5].

Remark 1. As the Assumption A.2) might be considered to be quite technical we remark that if the
functions (t,y,u) — f(t,y,u), (t,y,u) — Dyf (t,y,u) and (t,y,u) — Dy, f (t,y,u) are continuous on
[0,T] x I x K7, then Assumption A.2) is fulfilled [36, Examples 2.1.2]. By the continuity of (t,y,u) —
f (t,y,u) also Assumption A.4) is then fulfilled.

In order to check Assumption A.5) and Assumption A.6), we usually face the problem that the es-
timations depend on the state variable y. Therefore the usual way of checking Assumption A.5) and
Assumption A.6) is to use the argument that continuous functions take their minimum and maximum
on a compact set [3, IIT Corollary 3.8]. For this purpose, the boundedness and closedness of Ky can be
obtained by construction of the admissible set. The boundedness of I can be proved as follows. The
existence of a constant K > 0 such that ||y||r~ < K for all (y,u) fulfilling (2.1) with u € Uyq is sufficient.
For example, for f(u) = u, f(y,u) = y+u or f(y,u) = uy, Gronwall’s Lemma, see Lemma 57 in the
appendix, guarantees the required boundedness for u () € Ky for almost all ¢ € (0,7T) with Ky bounded
analogous to (2.55). However, any argument that ensures a solution that is bounded by a fixed constant for
all u € Uy,yq is useful for this purpose. We show an example for this in Section 2.5 where the boundedness
of the state is shown with an argument different from Gronwall’s Lemma.

We remark that the triple (¢,y,u) in the assumptions above reduces to the tuple (y,u) if the right
hand-side does not explicitly depend on t.

In the rest of this chapter, we write hy (y) == (Dyh (y))" for the transposed of the first derivative of
h with respect to vy, f, (t,y,u) == Dy f (t,y,u) the first partial derivative of f with respect to y for any
t € [0,T]. We remark that the possibly explicit time dependency of f is often neglected for the rest of this
chapter, especially in proofs, in order to save notational effort.

2.2 The characterization by the Pontryagin maximum principle

In the next step, we characterize a solution to (2.3) by the PMP that provides necessary characteristics
that a solution to (2.3) has to fulfill. For this purpose, we define the Hamiltonian function H : R x R™ x
Ky x R®™ — R as follows

H (t,y,u,p) = h(y)+gu)+p"ftyu) (2.4)

where ()T is the transposed of a vector in R™. The adjoint equation for (2.3) is given by
—p (£) = hy (y (1)) + £ (L, y (£) ,u (1)) p (t) (2.5)

with the terminal condition p (T') = (D, F (y (T)))", p: R = R™, t = p(t) and p’ := 4 p the derivative with
respect to t where (y, u) solves the initial value problem (2.1) with u € U,4. There exists a unique solution
to the linear inhomogeneous differential equation (2.5) for the interval [0, 7] according to Theorem 55 in
the Appendix. In addition from Theorem 55 we have that any solution p to (2.5) is absolutely continuous
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and thus the L*-norm ||p||r~ is well defined as continuous functions take their maximum value [3, III
Corollary 3.8| on a compact set.

The arguments that are used for the characterization of a solution to (2.3) are analogous to [81, Section
4] or |21, Section 3]. Crucial for our proof that a solution to (2.3) fulfills the PMP is the needle variation
of a function u* € U,q that is given by

_Ju te S, (to) N [0, T]
)= {u () e 0.T\S (1) 20

where u € Ky, Sk (to) an interval centered at to € [0,7] whose measure, denoted by |Sk (t9) |, goes to zero
for k to infinity. Furthermore, the intermediate adjoint equation is given by

' = h(y,p2) + f (y1,y2,u1)" p (2.7)
with

B(T) = F (yr.3) = (/ DyF (42 (T) + 0 (31 (T) — y2<T>>>de) |

- 1
I (y1,y2,u1) 12/0 fy (W2 + 0 (y1 — y2) ,u1) df

where the integration is also componentwise and

~ 1
)= [y 0 01— ) a0

According to Lemma 56 the functions F, f and h are well defined and there exists a unique absolutely
continuous solution to (2.7) on the interval [0, 7.

Next, we prove a convergence property of the intermediate adjoint equation. In the following, the
notation varl < var2 means that the variable varl is replaced by var2 in the corresponding equation.

Lemma 2. Let u* € L?(0,T) and y* be the solution to the initial value problem (2.1) for u <+ u* and p*
be the solution to (2.5) for y < y* and u + u*. Let uy be defined in (2.6), y be the solution to (2.1) for
u < uy and pg the solution to (2.7) for y1 < Yk, y2 < y* and uy < up. Then

lim ||yx —y*||ze =0
k—o0

and
lim ||px — p*||z= =0
k—oo

for almost all ty € (0,T).

Proof. As y* and yj, solve (2.1), a subtraction provides

t t
uk — Y =/ I (k> ug) — f(y*aU*)dfz/ I Wrsw) — F (5 ue) + f (5 ue) — f(y*,u”)dt
0 0 (2.8)

t 1
— [ h ) w) e - v+ F ) f )i
0 Jo
where we use the fundamental theorem of calculus [4, VI 4.13| for 0 — f(y* + 60 (yx — y*),ux) since
y — fy (y,u) is continuous for every v € Ky due to Assumption A.1), see [78, Chapter 5 Theorem 6] and

that the composite function of continuous functions is continuous |3, III Theorem 1.8]. From (2.8), we
obtain that

(W) — (0"); = / / 0 08) Lyt 00 () = (7)) 0 ) = 0
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and thus
() — ()| < / / - o 1k) Ly 4000|460 (| () — (0700 ) + i (0 ) — fi (9" u") .
0

Consequently from Assumption A.5) and Assumption A.6) we obtain

D)y = ( |</ Z(CZ’ Yk )ZI+LZ|(u;c)l—(U*>ZI> dt
i=1 i=1 =1

which gives the following

n

S i — / ncZ| y)i = (), 1dt + nL g — |11,

i=1
By Lemma 57, we have that

n

D1 — ()| < (nL 4+ nLeTe™ ) Jug — u*| 1 (2.9)
=1

which holds for all ¢t € [0,7]. Next, by the definition of the needle variation (2.6), we have that

n_ T
ur —ull;1 = ug); dt = / u* ; |dt. 2.10
[T g/o | (ug); — ()| Z o 6 (2.10)

From (2.10) and [15, Theorem 5.6.2] we obtain

lim ||ug —u*||pr =0 (2.11)
k—o00
for almost all ¢ty € (0,7"). From (2.9) and (2.11), we have for all 7 € {1,...,n} that

Jim | (), () = (57), ()] =0 (212)

for each ¢t € [0,7] for almost all ¢ty € (0,7"). This implies that limg o0 ||yx — y*||Le = 0 for almost all
to € (0,7).

In the next step, we consider the difference of the solution p to (2.7) and the solution p* to (2.5),
which is transformed into an initial value problem by 7 : =T — ¢, as follows

Pk —D

fl(yk, Vb f (e v un) pE — hy (y*) — fy (v )T prdf

t 1 1
/0 hy (y* + 6 (yr — y™)) — hy (y*)d9+/0 Fo W 40 (g — y7) un) o — fy (%, u*)T p*dédi

Il
S oS o

t 1 t 1
/hy 6 yk—y>>—hy<y*>d9dt+/0/o 5y "+ 0 — ) ) (g — p°) dBdi

0

~+

1
| (3 +0 =) )" = £ +0 =) ) ) b

P o

+

S— o~

+ fo W+ 0k — ™), u)" — (y*,u*)T) p*dodi.

(2.13)
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For each component i € {1,...,n} of (2.13), we obtain

0 -
/ / 3yz Y) ly=y*+0(—y*) — @h(y) |y=y=dOdt
L

) . o
/ /0 < y, k) ’y Y +0(y—y*) — ayfl (yau )|y*+0(yk—y*)> (p )ldadt
=1 ¢

! n 8 * * g
// ( ) ot~ g ) e ) ()
0 Yi

and consequently

0 -
/ / 8y ) ly=y+0(—v) — @h(y) |y=y~ |dBdt
+/ /0 Z |87y'fl (> u") ly=y+oye—y | (| (Pr)y — (), 1) dfdt

//OH(
N

Now we prepare the application of the dominated convergence theorem [36, Theorem 2.4.5|. The functions
8 o) o) *

(0,1) = g, ( ) ly=y &)+ 000 (0)—y=0))> (0:8) = G-h (W) ly=yr ), (0:8) = - fu (U ") ly=y (&) 40001 (6)—u7 (1))

and (0,t) — 8y fi (Y, u*) [y=y=(r) are measurable as discussed in the proofs of Theorem 55, Lemma 56 and

(¥ u") ly=y+o(y—y) ((Pr); — (p*),) dodt

(2.14)

P . . )
05089 ey t-17) — 5 00 s ) 11 07) D

. 9 . . )
(Y, W) ly=y+0(r—v*) — 8Tﬁfz (y,u )Iyy*!> (I ("), 1) dodt.

Lemma 52. According to Assumption A.1) the functions y — (%_h (y), i = 1,...,n, are continuous and
thus bounded on a compact set [3, III Corollary 3.8|. Also as y* is continuous there exists a compact set
B* C R" such that the image y* ([0,7]) C B*, see [3, III Theorem 3.6] and [3, Theorem 3.2|. Because
of the uniform pointwise convergence of yj, for almost all tg € (0,7"), see (2.9) and (2.12), there exists a
compact ball B C R™ with B* C B such that the image (v* + 6 (yx, — y*)) ([0,7]) € B. Therefore the
functions

0 0
(0,t) — |8T;ih (Y) ly=y* (&) 10y () —y* (&) — @h W) ly=y= )

for all i € {1,...,n} are bounded. The functions

(6,1)

* a *
Jo (Y ™) L=y )40y () =y (1) — @fl (Y, u") ly=y* 1) |,

i, € {1,...,n}, are bounded by Assumption A.6). For any fixed (6,t) € [0, 1] x [0, T, we have the pointwise
limit

. 0 0

i {15, W) b= o +000-v @) = 57 W) ly=yr ] ) =0

k—o00

lim g
k—oo \ O 4

and

(Z/, U*) ‘yzy*(t)th‘)(yk( —y*(t)) — 7fl (Z/, ‘yzy*(t)|) =0
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due to the continuity of y +— a%_h (y) and y — %fl (y,u*) for all 7,1 € {1,...,n} and almost all ¢ty € (0,7,
see [3, III Theorem 1.4]. Furthermore, we have that

0 d \ < \
|8T/-fl (v, ug) |y:y*+9(yk—y*) - @fl (y,u") ‘y:y*+0(yk—y*)| < LZ | (Uk:)l —(u )1 |
(A (A l:l

by Assumption A.5). We define the functions

0
/ / ayz Y) ly=y+0(u—v) — @h(y)‘yw*’dgdt

T 1 n a (9
_ B W)l sptr ey — 2 fy (g, 0" [y ), 1) dédt.
/0 /0 ;aniﬁ (Y, ") ly=y* +0(ye—y*) 8yifl (y,u™) |y=y |> (I ("), 1)

Then we have by summing (2.14) over ¢ that
Z | (Pr); — (07); |
i=1
< Py yf L - / — ("), ) at
< (e oh) o <t§3§12| )Huk Wl +en [ N

and consequently by Lemma 57, we have that

and

n

D 1 (pr); — 0); 1 < (1 + enTe™T) &*
i=1

for almost all tg € (0,7) with the definition
ok = ( k z«) L .
; & +vi)+n Ierf(?x Z’ Huk U HLl

where we remark that the fixed function p* is a continuous function and thus bounded on [0, T, see [3, III
Corollary 3.8]. By the dominated convergence theorem [36, Theorem 2.4.5|, the calculation rules for the
limit |3, II Theorem 2.2] and (2.11), we have that

Jim | (o), (6) = (57), (1) =0

foralli € {1,...,n} and all t € [0,T] and almost all ty € (0,7"). This implies that limg_, ||[pr —p*||ze =0
for almost all ¢ty € (0,7). O

Now, we can go on with the proof that a solution to (2.3) fulfills the PMP. For this purpose, we need
the following lemma.

Lemma 3. Let (y1,u1) and (y2,us) solve the initial value problem (2.1). Then, it holds that

T
‘](ylyul) - J(?/Q,UQ) = / H (t,yQ,Uhﬁ) - H(tay2au25ﬁ> dt
0

where p solves (2.7).
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Proof. Because of the continuity of f, and h, in the state argument, we apply the fundamental theorem
of calculus [4, VI 4.13] and thus we obtain pointwise

fyrun) = f (yzou) = fy2 +0 (91 — y2) 1) lo=1 = f (42 + 0 (41 — y2) , 1) lo=0
1 1
:/ jeﬂyﬁe(yl—w),ul)d@:/ Ty (y2 40 (g1 = y2) s 1) (y1 = yo) d6
0 0

= f (y1, y2,u1) (Y1 — v2)

with the chain rule [4, VII Theorem 3.3|. Analogously, we have

h(y) — R (y2) = h(y1,92)" (y1 — y2)

and
F(y1 (1)) = F(y2 (1)) = F (y1,32)" (1 (T) —32(T)).

Next, we obtain

T
J (y1,u1) — J (y2,u2) —/O h(y1) 4+ g (u1) —h(y2) — g (u2) dt + F (y1 (T)) — F (2 (T))
T
= /0 h(y2) + g (u1) — h(y2) + h(y1) — h(y2) — g (u2) + 5 f (y2,u1) — ' f (y2, u1) dt

T
4 /0 BT F (2, u2) — 57 F (2, 12) dt + F (31 (T)) — F (32 (T))

T

= H (y2,u1,p) — H (y2,u2,D) + h (y1) — h (y2) dt
0

T
+/0 5 (f (s ) — f (ynown) + f (g, 1) — F (yoewn)) dt + F (51 (T)) — F (3 ()
T
H (yo,u1, ) — H (y2,u9, ) + (y1 — y2)" (ﬁ(y1yy2)+f(yl,y27U1)Tﬁ) dt
T

P (f (Y2 u2) — f (Y1, ) dt + F (y1 (T)) — F (y2 (T))

+
O\o

=/ H (y2,u1,p) — H (yo,u2,D) — (y1 —y2)" ' — 5" (v} — vh) dt + F (y1,92) (y1 (T) — y2 (1))

/ H (y2,u1,p) — H (y2,u1,p) dt
+1 (T F (y1,92) — 1 (D) F (y1,92) + F (y1,12)" (1 (T) — 2 (7))
where we use the partial integration [36, Corollary 6.3.9] in the third to last line. O

The next lemma is given as follows and relates the differences of the cost functionals to the difference
of Hamiltonian functions.

Lemma 4. Let u* € Uyy and u € Ky. Furthermore let ug be defined as in (2.6) for all k € N and yy, be
the solution to (2.1) for u < uy. Then, the following holds

: 1 * * * * * * *
lim = (J (yg, wr) — J (¥, u")) = H (to,y", u,p") — H (to, y*, u*, p*)
k—oo |Sk (tg)‘

for almost all to € (0,T) where y* is the solution to (2.1) for u < u* and p* is the corresponding solution
to (2.5) for y < y* and u < u*.
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Proof. With Lemma 3, we have
J (Yrur) — J (y*, u)

/ H y ukapk) H(y*aU*apk) dt = / H(y*vuvpk) - H(y*vu*vpk) dt 2.15
Sk (to)N[0,7] (2.15)

= / H (y*,u,p*) — H (v, p%) + (o — 097 f (v u) + (0" —pr)" (f (y*, u*)) dt
S (to)N[0,T

where py, is the solution to (2.7) with u; < ug, y1 + yr and y2 < y*. We multiply both sides of (2.15)
with m and apply the limit for k£ on both sides. Then we obtain

1
lim ——— (J (yg,u) — J (v*,u*)) = H (y*,u,p*) — H (y*,u*, p*

because with Lemma 2 and Assumption A.3), for k sufficiently large and thus Sy, (o) is sufficiently small,
we have that

1 T
lim pr—*)" f(y",u)dt
k—oo | S (1 )|| sktoﬂ[OT]( A

. . 1
< lim (Hp—p Iz ot Z!fz Y, u !dt> =0

’S (to) ‘ Sk( to)ﬂ[OT

and analogously

1 T
lim ———| (" —pr)" fy5u")dt[=0
k—oo |Sk (to) | /s, (to)n0,7)

for almost all ¢y € (0,7T) considering the limit rules |3, IT Remark 2.1 (a)], [3, IT Theorem 2.4], [3, Theorem
1.10] and the mean value theorem [15, Theorem 5.6.2]. We remark that the union of countably many null
sets is a null set, see [5, IX Remark 2.5 (b)]. O

Now, we have the following theorem that characterizes a solution to (2.3).

Theorem 5. Let (y,u) be a solution to (2.8). Then it holds that

H (t,y,u,p) = min H (t,y,w,D) (2.16)
we Ky

for almost all t € (0,T) where p is a solution to (2.5) with y <—y and u < 4.

Proof. As we have that J (g,a) > J (g, u) for all (g,a) solving (2.1) with @ € U,q, we especially have that
J (yg,ur) > J (g, u) for any solution (yg, ux) to (2.1) as ux € Usq. This can be seen as follows. The sum and
the product of measurable functions is measurable, see [36, Proposition 2.1.7]. The needle variation (2.6)
can be written as ug = u* X0, 1)\, (to) T UXSy(to)n[0,7]- Since the characteristic function x4 is measurable
if and only if A is measurable, see [36, Example 2.1.2] the needle variation is Lebesgue measurable, as
[0, T\ Sk (to) and Sk (to) N [0,T] are Lebesgue measurable, see [36, Theorem 1.3.6]. Furthermore it is
pointwise ur € Ky and thus we have by

m T 2
j; /0 ((u’“)f' t EE Z /0 [0,T\Sk (t0) i (t>> “ /Sk(to)ﬂ[QT] E
< i (/0 ((u*)j (t)) dt + u3| Sy, (to) |)

Jj=1
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the L2-integrability since u* € U,y and u; are real numbers for all j € {1,...,m}. Then we have from

J (yg,ur) — J (g,a) > 0 that m (J (Y, ur) — J (g,u)) > 0 and consequently

. 1 _ _ _
0< lim (J (yka uk) —J (y7u)) =H (t(]:yauap) - H (t()?y,uap)
k—o00 ’Sk (to) ‘
see [3, II Theorem 2.7] and Lemma 4 for almost all ¢y € (0,7"). From this we conclude, by renaming ¢
into t, that H (t,y,u,p) < H (t,9,u,p) for almost all ¢t € (0,7") and all u € Ky which is equivalent to

H(t7§7a7p) = wrgl%lUH(t7y7w7]5) N

2.3 Convergence analysis of the SQH scheme

In this section, we discuss the sequential quadratic Hamiltonian (SQH) scheme for optimal control problems
governed by ODEs in the framework of Section 2.1. This section is based on [22, Section 4| and |22, Section
3]. As already discussed in the introduction, the SQH scheme represents an advancement of the schemes
proposed in [62, 63| and [85, 88| in the context of ODE control problems. This procedure is characterized
by two important features. First, a quadratic pointwise penalization of the control’s updates. Second, the
computation of the state variable after the control’s update at all points has been completed.

In the SQH method, the Hamiltonian (2.4) is augmented with the term e (u (£) — v (t))* where

(u(t) = v (8)* =D (4 (t) = v ()"
j=1

Thus we define the following augmented Hamiltonian
K (t,y,u,v,p) = H (t,y,u,p) + € (u(t) — v (1))’ (2.17)
where K, : R x R"” x Ky x Ky x R® - R, € > 0. We use the notation

K (t,y,u,v,p) =K (t,y (t),u(t),v(t),p(t))

whenever an argument of K, is a function instead of a number.

Specifically, the quadratic term e (u (t) — v (t))* aims at penalizing local control updates that differ too
much from the current control value. This in turn prevents the corresponding state y to take values at ¢
that differ too much from the current value, see Lemma 4. Therefore we can reasonably pursue to update
the state variable after the control has been updated at all grid points.

The basic idea in developing the SQH scheme is to minimize K, over Ky at each point ¢ € [0,7] in
some given order, for instance lexicographically. For this purpose, there are several ways to calculate the
elements of K which minimize K. at the corresponding grid points. First of all, one can discretize K
and choose the corresponding minimizing value of K, by array search in the resulting discretized set and
assign this value to the control. Second, one can apply a secant method in the set K to find a minimum
of the augmented Hamiltonian up to a given tolerance. Third, one can use an analytical formula for a
minimum in Ky, if available. From these comments, we notice that the first approach can also be used if
the set Ky is a discrete set, and in this case an application can be mixed-integer optimal control problems
without the need for relaxation as in [52] for instance.

The main difference of our scheme with respect to the algorithm in [85, 88| and similar to [62], is
that, in the minimization process, we use K. (t, yk,u,uk,pk) instead of K, (t,yk“, u,uk,pk). In fact in
[17, 85, 88| an update of the state y is computed after each local pointwise update of the control, whereas
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in the SQH scheme the state y* of the previous iteration is used while minimizing K. This approach
provides a great computational advantage since the update of the state variable is a very costly procedure
in large-size problems. Furthermore, the implementation of the minimization of K, becomes much easier
since it involves only the control function.

Notice that the weight € plays an essential role to attain convergence of the proposed scheme while
penalizing large control updates. Our SQH scheme is given in detail in the following algorithm. The
strategy for the adaptive changing of € is based on that given in [85]. The scheme is implemented by the
following algorithm.

Algorithm 2.1 (SQH method)

1. Choose € >0,k > 0,0 >1,¢ € (0,1),n € (0,00), u® € Uyq, compute y° by (2.1) for u < u® and p°
by (2.5) for y + " and u < u?, set k « 0

2. Set,
u (t) = arg min K, (t, yk,w,uk,pk>
we Ky

for all t € [0,T]

3. Calculate y by (2.1) for v and 7:= 377" | [Ju; — (uk)] ||%2(07T)

4. If J (y,u) — J (y*,u*) > —n7: Choose € + o¢
Else:
Choose € + (e, y**! « y, uF* « u, calculate p**1 by (2.5) for y < y**! and u « u**
k< k+1

1, set

5. If 7 < k: STOP and return u*
Else go to 2.

We remark that Step 2 in Algorithm 2.1 can also be formulated as: Choose u € Ky such that
K. (t,yk,u,uk,pk> < K. (t,yk,w,uk,pk>

for all w € Ky and all ¢ € [0, 7).

In the following we explain the different steps of Algorithm 2.1. After choosing the problem’s parame-
ters and an initial guess for the control, we determine u such that the augmented Hamiltonian is minimized
for a given state, adjoint, current control and e. If the resulting control « and the corresponding y do not
minimize the cost functional more than —n7 with respect to the former values y* and u*, we increase e
and perform the minimization of the resulting K. again. Else, we accept the new control function as well
as the corresponding state, calculate the adjoint and decrease € such that greater variations of the control
value become more likely and thus accelerate the determination of an optimal control. If the convergence
criterion 7 < k is not fulfilled, then in the SQH scheme the minimization procedure is repeated. If the
convergence criterion is fulfilled, then the algorithm stops and returns the last calculated control u*.

Remark 6. The concept of augmenting the Hamiltonian, where the state variable from the previous iter-
ation is used for the calculation of an update for the control function, is valuable to solve time discrete
optimal control problems that are used for the training of neuronal networks as in |66, Section 3 to 4
and C| for instance. In this reference, they report the need of an update resulting from minimizing the
Hamiltonian that differs not too drastically from the previous control variable.

Next, we prove that for given ¢,y,v,p and € there exists a v € Ky that minimizes K. (t,y,u,v,p).
Thus, Step 2 of Algorithm 2.1 is well posed. Later, we prove that there exists an e sufficiently large
such that the condition for sufficient decrease of the cost functional’s value is satisfied and |lu® — u*~1|2,
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decreases such that the convergence criterion is eventually satisfied. Hence, Step 4 in Algorithm 2.1 is well
defined.
Concerning Step 2, we have the following.

Lemma 7. The function K. : R™ — R, w — K (t,y,w,v,p) attains a minimum for any (t,y,v,p) €
[0,T] x I x Kyy x R™ and any € € R.

Proof. We have that

w i Ke (ty,w,0,p) = h(y) + g (w) +p" f (t,y,w) + e (w - v)?

is bounded from below. This can be seen as follows. We just consider the terms depending on w since
the others are constants with respect to the minimization in w. Since w — f; (¢t,y,w), i € {1,...,n},
is continuous for any fixed ¢ and y due to Assumption A.4) and Ky is compact, we have that the set
{fit,y,w) e Rl we Ky}, i€ {l,...,n}, is compact, see [3, III Theorem 3.6|, and thus bounded, see [3,
IIT Theorem 3.2|. Consequently for any fixed p € R™, the function

w pT f (ty,w szfz ty,w

is bounded from below by a constant. The function w — € (w —v)* = €y iy (wj— Uj)2 is continuous
and thus it is bounded with an analogous reasoning as above for any ¢ € R. We remark that for the
special case that we just consider € > 0 the term € (w — U)2 is bounded from below by zero. The function
w — ¢ (w) is bounded from below by our requirement.

Thus there is a lower bound for w +— K¢ (t,y,w, v, p) and a biggest lower bound

d:= inf K (t,y,w,v,p)=inf {K,(t,y,w,v,p) € Rl we Ky}
we Ky
exists since any subset of R bounded from below has an infimum, see |3, I Theorem 10.4, Theorem 10.1].
Consequently for any given number € > 0, monotonically decreasing for increasing [ € N, there is a u;
with
d < K (tayaulvvap) <d+ €. (218)
If this was not the case, that means if there was an [ such that d + & < K (t,y,w,v,p) for all w € Ky,

then it would contradict d being the biggest lower bound which would be at least d + €; in this case.
By applying the limit on both sides of (2.18), we have for the minimizing sequence (u;);cy € Ky that

inf K. (t,y,w,v,p) = th (t,y,u;,v,p),

we Ky

see |3, Theorem 2.9]. As Ky is compact, there is an index set K C N such that for the corresponding
subsequence (ug)ycp it holds limy_,oo up, = u with u € Ky. Furthermore, we have with [3, II Theorem
5.7] and [43, Theorem 3.127| the following

inf K (t,y,w,v,p) :kh—>n;oK€ (t,y, ug, v, p) zlikrgg}fKe (t,y, ug, v, p)

we Ky

= timinf (h(y) + g (ur) + 0" f (& y,ue) + € (ug —v)°) (2.19)
> h(y) +g(w) +p" f (ty,u)+e(u—v)’ = K (t,y,u,v,p)

because of the lower semi-continuity of g and the continuity of f, see Assumption A.4) and [3, III Theorem
1.4]. O
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The issue if u, obtained in Step 2 of Algorithm 2.1, is Lebesgue measurable is discussed in Section 5.1
where we see that for all cases considered in this thesis this is certainly the case.

For the following analysis, we need some auxiliary results which are given and proved in the following.
In the next lemma, we show that the adjoint variable is bounded by a constant for all (y,u) solving (2.1)
with v € U,q. Furthermore it is made an extensive use of Gronwall’s inequality that is denoted in Lemma
57 in the Appendix.

Lemma 8. For the solution p to (2.5) there exists a constant C1 > 0 such that ||p||ree < C1 for all (y,u)
solving (2.1) with u € Ugq.

Proof. By the transformation 7 =T —t, p(7) =p(T — 1),y (1) =y (T — 7) and

Ffy(9,8) = f, (y (T = 7) ,u(T = 7))

we obtain an initial value problem
ﬁ/ = hy @) + fy (?37@4) P,
p(0) = (DyF (g O with p/ (1) = %ﬁ (1) = a%p (T —7) = —p' from (2.5). Its solution fulfills

p(r) = (DyF (g (0)))T+/0 hy (9(F) + fy (8 (7), @ (7)) b (7) dF,
see the proof of Theorem 55. Consequently for each component i € {1,...,n}, we obtain
) 0
5 (1) = 5 P Do+ [ 5-h0) i +Za
and thus by taking the absolute value we have the following

D=t + [ 15000 lymser

Adding up both sides of (2.20) provides

‘y g(r pl( )d%

pi (T) ] <

() ly=g(rlpe (7) 7. (2.20)

n

Z|ﬁz(7)|ﬁz<‘ Y) ly= y(O)‘+/| ‘yy)’+231

i=1 i=1 =1

i (g, 0 (7)) lymr |rpl<>rd7>.

Due to Assumption A.6), we have that

16 (1) £ C e [ Iin(7) a7
i=1 0

where C := nc + enT. With Gronwall’s inequality, see Lemma 57 in the Appendix, we obtain that
T ~
Z 1ps (1) | < C + C’nc/ exp (ncT) d7 = C (1 + neT exp (ncT))
0

where the right hand-side is independent of ¢ and thus p is bounded since each component is bounded by
Cy = C (1 + ncT exp (ncT)). By backsubstitution we have that also p is bounded. O

In the next lemma, we have a boundedness result for two different solutions to the initial value problem
(2.1).
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Lemma 9. There ezists a constant Cy > 0 such that for any two solutions (y1,u1) and (ya2,us) to the
initial value problem (2.1) with y1 (0) = y2 (0) = yo with uy,us € Uyq, it holds

[ (1); (8) = (32); (1) | < Coflur — ual[ s
for allt € [0,T] and alli € {1,...,n}.
Proof. We have that

¢
== [ @ (1)~ f (0o ()
and thus for all 7 € {1,...,n} it holds by taking the absolute value that
— (y2); (1) |

/Lﬂw Vs (8) — fi (1 () un () |+ i (1 () s (1)) — fi (o (2) a2 (1)) [
;ALEJWmuwwwgwwt

+/ /’ i (902 () =y (040001 (7)-a (8)) 196 (1)1 () = )y (D) [)

0

t n
< Lijuy —ug||pr + ¢ Z (| (y1); @ — (y2); (E) |) dt
0 =1

due to Assumption A.5), Assumption A.6) and with the application of the fundamental theorem of calculus
[4, VI 4.13]. By summing both sides of (2.21) over ¢, we obtain

D 1) () = (y2); ()| < nLljuy — w21 + Cn/o > () (B) = (g2), () 1) dt
=1 =1

With the Gronwall’s inequality, see Lemma 57 in the Appendix, we obtain that

(2.21)

Z | (y1); (8) = (2); () | < (nL + n?LeT exp (enT)) [lur — uz| 2

where Cy :=nL + n?LcT exp (enT). O
In the next lemma, we have a boundedness result for two different solutions to the adjoint equation
(2.5).
Lemma 10. There exists a constant Cs > 0 such that for any two solutions (p1,y1,u1) and (p2,y2,uz2) to
(2.5) with uy,uy € Uyq the following holds
[ (p1); () = (p2); (1) | < Csllur — ug[ 1

for allt €[0,T] and alli € {1,...,n}.
Proof. Analogously to the proof of Lemma 8, we have the initial value problem

(B1); (1) = (D2); (1)

=£f@m@@—ifwmm@+£ﬁ@bmm—imwummf

1

T N o
+ ] Zay,fl (Y, @1 (7)) ly=g () Z
=1

¢ =1

(Y, 42 (7)) ly=go(r) (P2); (T) dT
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for the difference of each component i € {1,...,n} of p; and py which gives by adding and subtracting
corresponding terms the following

(P1); (1) — (P2); ()
0 0 T 9 9 i
= a—yzF (y) |y:7)1(0) - @F (y> |y:z}2(0) +,/0 Gyzh (y) ‘y:g}l(%) - T%h (y) |y:@2(%)d7-

3 G () g (1) (7) = (), ()

=1

TN/ D . 0 o
+A§j< @m<»@mﬂ—®j@wu»@m>yWMﬂw

=1

0 R o
A ( ﬁ%m<mymwnmfmw<mywﬁwmer

Consequently, by taking the absolute value, we have that

| (1); (7) = (P2); (7) |
0 0 .
s%wF@HFmo 5P Ol + [ 150 0 g = 5 ) oo |07

/ i (y, 1 (7)) lymgo (| (| (1), (F) = (B2), (F) |) dF
0 1= 1

/0,1<

0 . N
/0 2 1( i (4,01 (7)) |y )—@f 1 (y, 02 (7)) [y= yg(T)|> | (p2), (7) |d7.

1y, 1 (7)) y=gn (- )—;%f (y, 61 (7)) y= y2(f)\> | (p2), (7) [d7

and thus

| (D1 () (ﬁ)()l

8 ~
/0 *ayl F () ly=g(0) +6(31 (0) (0140 (| (51), (0) = (), (0) ])

(=1

/ /0 5y€ay W (Y) ly=go (746051 (7 =2 (7)) |40 (| (1) (T) = (§2), () |) T

/Oll

q> <A e 3 01 (P) o 000 - 6 (1 )ﬁ%%mhﬁW)HMMﬁﬂﬁ

—1 ayﬁ 8%

(¥, 01 (7)) ly=gy (| (| (P1) (7) — (P2), (7) |) d7

0
/0 2 1( fi (g1 (7)) y=ga )*(,Tyzf 1 (Y, G2 (7)) ly=gs (- )|) | (D2); (7) [dT.

with the application of the fundamental theorem of calculus [4, VI 4.13], the triangle inequality for the
Riemann integral [4, VI Theorem 4.3| and the Lebesgue integral [5, X Remark 2.1 e)|. With Lemma 8 to
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estimate | (p2), (7) | for all [ € {1,...,n}, Assumption A.6) and Assumption A.5), we obtain
| (P1); (7) = (P2); (7) |
<D0 = O |+ [ 310 F) = G a7 e 316 (7) = o)y (7)) 7

/=1 =1

(=1
+Cien /O S (@0, () — (), (P47 + CuL /0 ' ; | () (7) = (2); (7) d7

(=1

and thus by Lemma 9 to estimate | (y1), (7) —(y2), (7) | for all £ € {1, ...,n} and the transformation formula
[5, X Examples 6.6 b)|, we have the following

[ (P1); (7) = (P2); (7)|

< enCollur — ugl[pr + enTColluy — ugl| 1 + 0/ > (1), (F) = (B2), (7)) dF (2.22)
0 =1

+ C1en®*TCyjug — ug|| 1 + CrL|Jug — g1

By summing up both sides of (2.22) over all i € {1,...,n} we obtain the following
D 1) (1) = (92); (1) | < Cllun = wol| +Cn/0 D (B (7) = (92), (7) ) d7
i=1 i=1

where C' == ¢n?2Co4cn?TCo+CenTCo+CinL. By Gronwall’s inequality, see Lemma 57 in the Appendix,
we have the following

D 101); (1) = (B2); (1) | < C (L + enTe™) [lur — uz| s
i=1

where C3 := C (1 + cheC"T). Thus we have the statement of the lemma after a backsubstitution to p;
and po for each component. ]

Next, we state a lemma concerning the minimizing property of the SQH iterates. Specifically, if in
one iterate no sufficient decrease of J is achieved, then it is possible to improve the descent by choosing a
larger € in K. A similar result can be found in [85, 17|. This lemma proves that, by increasing € in Step
4 of Algorithm 2.1 (e < o¢€), an € is obtained such that the condition for sufficient decrease is satisfied. A
similar result is proved in [17].

Lemma 11. Let (y,u) and (yk,uk) be generated by the SQH method, k € Ny. Then, there is a 8 > 0
independent of € such that for the € > 0 currently chosen by the SQH method and with corresponding
du = u — u* the following holds

J(gu) = J (y5 ) < = (e = 0) lul22.

In particular, J (y,u) — J (yk,uk) <0 fore>0.

2
Proof. We define 0y := y — ¥, dp .= p — pF and du? = Z;ﬂ:l ((5u)j)
of the vector function du. We also remark that we do not note the functional dependency on ¢ for
notational reasons. We use from Algorithm 2.1 that u is determined such that K. (t,yk,u,uk, pk) <
K. (t, y*, w, uk,pk) for all w € Ky and thus especially

where (du); is the j-th component

K. (tyku uk,p’“) <K, (t,yk,uk,uk,pk) =H (t, yk,uk,pk)
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for all ¢ € [0, T]. Then we have with (2.4) that
T =7 () = [0+ g -n (o) o () e F ) - F ()
= [ B T - (y ub )+ (65) F (F ) dt o+ Py (1) - F (4 (D))
_ /OT H (y,0,p) — H (s, 0,0%) + eu® + 1 (45, 0") = 1 (4 b, p) = couar (2.23)
[+ () 1 () e+ P )~ F (54 0)

< /OTH(y,u,p) -H (yk,u,p’“) —esu® —p' f (y,u) + (p’“)Tf (ykuk) dt+F (y,yk)T&/ (T)

where we apply the fundamental theorem of calculus [4, VI 4.13] in the last line with

F (y,y’“> = (/01 DyF (y’“ (T)+6 (y (T) —o* (T))) d9>T

Furthermore, we have with the Taylor series, see [4, VII Corollary 5.5, Theorem 5.8|, with the symmetry
of the second derivative [4, VII Theorem 5.2] that

H (y,u,p) — H (y’“,u,p’“) = H (y,u,p) — H (y — 6y,u,p — op)
1
= DyH (y,u,p) 6y + DpH (y,u,p) op — §5yTDyyH (y,u,p) 6y — 6p” DypH (y,u,p) 6y
+ Ry (H,y, p; 0y, 6p) (2.24)
1 1
= Dyh (y) 6y +p" Dy f (y,u) oy + f (y,u)" op — §5yTDyyh (y) oy — §pT5yTDyyf (y,u) 0y

— 6p" Dy f (y,u) 8y + Ro (H,y, p; 0y, 6p)

where Dy-, D, is the first derivative and Dy,-, Dy, is the second derivative with respect to the corre-
sponding variable, see [4, VII, VII.4| for details. In addition, we have with (2.5) and [36, Corollary 6.3.9]
that

T T
/ Dyh (y) 6y + p" Dy f (y,u) Sydt = / — (¢)" syat
0 0

, (2.25)
= [P ) =0 (30) dt = D, G (1) by ()
since 0y (0) = 0 and thus starting from (2.23) using (2.24) with (2.25) we obtain
J(y,u) —J (yk,uk>
< /OT—eau () 7 (o) + Ro (B psoy,6p) dt + (F (u.0F) — Dy (5 (1)) by (1)
T
+/0 " f (yF ) + )8 *5y Dyyh (y) oy — %pTéyTDyyf(y, u) 6y — op" Dy f (y, u) oydt

T
1
- /O —edu? +0p" (f (y,u) — f (yk,uk)) - 5cSyTDyyh (y) 8y — 5" 0y" Dy f (y, ) byt

T

+ /OT —6p" Dy f (y,u) 6y + Ry (H,y, p; 8y, 6p) dt + < <y y ) — DyF (y (T))> oy (T).

(2.26)
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Further, we have with
)= 1 (v5500) = £ wow) = £ (t) + f (ub) = 7 (5 0)
and from (2.26) the following
J(yow) = T (o, u")
< [ e o (1 5 (0) 47 (50) 7 (550)) 3007 Doyt () e

+ / —§pT5yTDyyf (y,u) dydt — op” Dy f (y,u) 6y + Ro (H,y,p; 8y, dp) dt
0

1
+ ( /0 DyF (4" (T) + 08y (T)) = DyF (y (T))de) 5y (T) .
Consequently by the fundamental theorem of calculus [4, VI 4.13] we obtain from (2.27) the following
J(yow) = 7 (")
) T n i n n 1 9 i
< _EHCSuHL2 +/ dez (fl (y,U) - fz (yvu )) + ;;5102/ %fl (yvu ) |y:yk+95yd‘95yldt
1

+ 0 _522 ylaya QZ pid yla 10Y0 fi0ye — Zzépz 5yldt
=1 [=1 1=1 [=1 ¢=1 =1 [=1
T
+/ Ry (H,y,p;0y,0p) dt
0
+ ) // TY+0((0—1)6y(T))) dd (1 — 0)dosy; (T
2.3 oul 5oy, E (1) +0((0—1)8y (T))) db (1~ 6) by, (T)

(2.28)

where we use that it holds
1
| DuF (4 ()4 06y (1)) = D, (y (1)
1l X .
— [ [ Dur (504 (4 (1) + 065 (1) = y (1)) ) b 0~ 1) 3y ()
/ / T)+6((0—1)dy (T))) dé (6 — 1) 5y (T") df
also due to the fundamental theorem of calculus [4, VI 4.13].

Now by Assumptions A.5) and A.6), Lemma 8, Lemma 9 and Lemma 10, we obtain from (2.28) the
following

J(y,u) —J (y’“uk)
1 1
< —ellulls + nLCyll5ulls + i TeCsColloul + Sn*TeCH|Bully + Sn'TeCiCEloull  (2:20)
T
+ n*TcCs3Col|6ull7 1 + n®cC3||5ul|7, +/ Ry (H,y, p; 0y, dp) dt
0

where we use the triangle inequality for the Riemann integral [4, VI Theorem 4.3] and the Lebesgue
integral [5, X Remark 2.1 e)|. Next, by [1, Theorem 2.14], we have that there is a constant ¢ > 0 such that
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|0ul| 1 < €||0u||p2. Furthermore the Taylor remainder Ry (H,y,p;dy, dp) is estimated by the remainder
formula [4, VII Theorem 5.8 and the boundedness of the second derivatives analogously to the calculation
which are done for the second derivatives for (2.29). Consequently from (2.29), we obtain the existence of
a constant ¢ > 0 such that

T (gu) = J (yF ") < —elloul2: + 0]oull3

which proofs the claim. ]
Next, we prove a lemma stating that Algorithm 2.1 stops when u*, k € Ny is a solution to (2.16).

Lemma 12. Let y* and u* be generated by Algorithm 2.1, k € Ng. If the iterate u* is optimal, then
Algorithm 2.1 stops, returning u®.

Proof. If u*, k € Ny, is optimal, then we have, according to Theorem 5, that

H (t,yk,uk,pk) = min H (t, yk7w7pk>

weKy

for almost all ¢t € (0,7") and thus
K. (t,yk,uk,uk,pk) =H (t,yk,uk,pk) <H <t,yk,w,pk)
2
<H (t,yk,w,p’“) +e (w —u* (t)) = K. (t, yk,w,uk,p"“)

for all w € Ky and for almost all ¢ € (0,7'). That means that an optimal solution is always among those

candidates being selected by our algorithm. On the other hand, once having an optimal solution u*, we

have to exclude that there is a £ € [0, T] where u* is optimal and a @ with (12 (ﬂ — ¥ (0)2 > 0 such that
K. (t~, yk,ﬂ,uk,pk) < K. (t~, yk,uk,uk,pk) in order to ensure that Algorithm 2.1 stays in its determined
optimal solution u*.

Suppose K. (t TaTRTLS k) < K. (t,yk,uk,uk,pk). First, we have, because of the optimality of u”,
that H (t~, y*, uk p ) ( ) for all w € Ky, especially for w = @ (i) Then, we conclude from

K. (ﬂ yk,ﬂ,uk,pk) < K. (f, yk,uk,uk,pk)
and the optimality of u* that
P ok ok Lk k 2 c ok k k 2
H(t,y ,U P ) —i—e(ﬂ(i) —u (tN)) §H<t,y , Uy P ) —|—e(ﬂ(f) —u (a)
= K. (f, yk,ﬂvuk,p’ﬁ < K. (ﬂyk,uk,uk,pk) =H (ﬂyk,uk,pk)

and consequently e (12 (ﬂ —uF (ﬂ)2 < 0. Algorithm 2.1 has updated the initial guess u° at most k times

where € is decreased by € < (e. Thus, we have that ¢ > 0 and therefore (fL () (j) < 0, which
means that @ = u* almost everywhere since the calculation holds for any £ € [0, 7] Where uF is optimal.
Thus du = 0 in the L? (0, T) sense and Algorithm 2.1 stops and returns u*. O

The following theorem states that the iteration over the Steps 2 to 4 in Algorithm 2.1 (no stopping

criterion) generates sequences (uk) keNo and (yk ) such that the cost functional J (yk, uk) monotonically
k+1 _ .k H _
U2 =

keNy
decreases with limy_, oo ||u 0. A similar result is proved in [17]. In the next two theorems we
analyze the convergence properties of these sequences (uk) keNo and (yk) keNo* Considering Lemma 12, we

assume for the rest of this section that no element of the sequence (uk) is optimal.

keNp
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Theorem 13. Let the sequence (yk) be generated as in Algorithm 2.1 (loop over Step

k
keno @ (0%) e,
2 to Step 4). Then, the sequence of cost functional values J (yk,uk) monotonically decreases with

lim <J <yk+17uk+1> _J <yk7uk>> -0
k—o0
and

lim [uf™t —uF| 2 = 0.

k—o0
Proof. Due to Lemma 11, we have that Algorithm 2.1 determines € > 6 in finitely many steps and we obtain
an update of the control that reduces the value of the cost functional by at least — (e — 6) [|u*™! — u"||2,.
This is seen as follows.

If the update is rejected because J (y,u) — J (y*,u*) > —nllu— u¥||2,, then € is further increased until

€ — 0 > n and thus

T () =7 (45 0k) < = (= 0) u— w2 < —nllu— ]2, (2.30)

Therefore there is an update after at least finitely many increases of € in Step 4 of Algorithm 2.1 and
we have that "™ « u with the corresponding u. Then we always have J (y**!, u*™1) < J (y*,u*) and
thus the sequence of iterates J (yk , uk) monotonically decreases.

As the cost functional is bounded from below, we have for any p > 0 the existence of a k € Ny such
that

—pn < J (ykﬂ,ukH) —J (yk,uk) <0 (2.31)

because any sequence bounded from below converges and any converging sequence is a Cauchy sequence,
see [3, IT Theorem 4.1, Theorem 6.1] for details, whose definition is used in (2.31).
Finally, as (2.30) also holds for ©**! instead of u, we obtain from (2.30) and (2.31) the following

pn > — (J (y’““,uk“) —J (ykuk)) > gl — 7. >0

for k sufficiently large and thus 0 < |[u**! — u*||2, < p for k sufficiently large. As p > 0 can be chosen
arbitrarily small, we have limy_,o [|[u¥* — u¥|| 2 = 0. O

From Theorem 13, we obtain that Algorithm 2.1 is well defined for x > 0. This means that there is
an iteration number k& € Ny such that ||u*+1 —u*| ;2 < k and consequently Algorithm 2.1 stops in finitely
many steps; see Step 4 in Algorithm 2.1 and Lemma 11.

Notice that v determined in Algorithm 2.1 Step 2 is measurable and, due to the pointwise bounds, we
have u € U,q. Thus especially (uk)keNo CU,q.

So far we have proven that Algorithm 2.1 is well defined, that means stops in finite time and generates
iterates u*, k € Ny, that minimize the cost functional as long as no iterate is optimal in the sense of
Theorem 5. The content of the next theorem is to prove the convergence of the iterates u* to a limit that
fulfills (2.16) at least up to a tolerance that can be chosen arbitrarily small. This limit is called a PMP
consistent solution of the SQH method. For this purpose, we state a further assumption to guarantee
convergence of the SQH method to a PMP consistent solution. Instead of a differentiability assumption
of the Hamiltonian with respect to the control argument, we have the following inequality to prove a
convergence theorem for the SQH method. We discuss our theoretical result represented by the following
theorem that states the convergence of the SQH method to the PMP solution, characterized by (2.16),
without any differentiability assumptions on the Hamiltonian function with respect to the control argument
u. Therefore this result can be applied to optimal control problems with discontinuous and non-convex
cost functionals. In our discussion, the assumption of differentiability of H with respect to the control is
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replaced by the requirement that for any iterate u*, k € Ny and for any e chosen by Algorithm 2.1 there
exists an r > € such that

2
K (ty" b gt ) v (w =t @) < K (6w, ) (2:32)

is fulfilled for all w € Ky and for all ¢ € [0,7]. This condition ensures sufficient descent of the cost
functional. In addition (2.32) implicates that u**!(¢) is the global minimum of the function w
K. (t, yk,w,uk,pk). If this was not the case and if there was another control function @ such that for
one ¢ € [0,7] it held uF*! (£) # @ (¢) and K. (£, y*, " u, p*) = K (£, 4", @,u", p*), then from (2.32)
for w = @ (t), we would have that r (@ (f) — uf*? (0)2 < 0 and thus @ (£) = «*™ (%) in contradiction to
uktl (f) #£ 1 (f) since 7 > 0 because € > 0.

A further implication of (2.32) is that if u in Step 2 of Algorithm 2.1 is determined such that it equals
v and thus v ! = «*, then we have that (yk,uk,pk) is already optimal in the sense of (2.16), which
means that

H (uyk,ukmk) = min H (t, yk7w,pk>
weKy

for almost every ¢ € (0,7") since we have from (2.32) the following

H (t,yk,uk,pk> +e (uk (t) — u® (t)>2 +7r (w —uF (t))2 <H (t,yk,uk,w,pk> +e <w —uP (t))2

for all w € Ky and for all ¢ € [0, 7] from which the PMP optimality condition (2.16) follows because € > r
and u**! = u*. Regarding Theorem 13, this means that if (2.32) holds, an update of an iterate u* strictly
decreases the cost functional value with respect to this iterate or u* is already PMP optimal if the update
provides the same cost functional value as u*.

In Example 17, we show that (2.32) is fulfilled for an L?-cost functional and in Example 18, we verify
(2.32) for an L'-cost functional. Certain discontinuous functionals are discussed later in the thesis as an
L°-cost functional or an L'- like cost functional. First we prove the following theorem that states the PMP
consistency of the result of our SQH method. For this purpose we extract subsequences from the sequence
of iterates. In order to denote the elements of this subsequence we use an infinite index set, denoted for

instance with K, that is a subset of Ny, which is denoted with K C Nj.

Theorem 14. Let the sequence (u"),cy, be generated as in Algorithm 2.1 (loop over Step 2 to Step 4)
and let (2.82) hold. Then for any subsequence (uk)keK’ k € K C Ny, with the property

li Fy=a(t
KAt (=)

for almost all t € (0,T), it holds that u € U,y and

H(t7g?a7ﬁ) = ng}glUH(t7g7w7ﬁ)

for almost allt € (0,T) where y solves (2.1) with u <— 4 and p is the corresponding adjoint variable solving
(2.5) for y + ¢ and u <+ 4.

Furthermore, for almost each t € (0,T) and any pn > 0, there exists a k € N and an index set K1 C Ny
and a k € K such that

H (ty’““,uk“,p’““) <H (uy’““,w,pk“) +u (2.33)

for all w € Ky and for all k > k with k € K.
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Proof. The iterates u™, n € Ny are measurable, see Section 5.1. Thus @ is measurable, see [5, X Theorem
1.14]. Since u* (t) € Ky for almost all ¢ € (0,T') we have that @ (t) € Ky for almost all ¢ € (0,T), see [3,
IT Theorem 2.7|. Since Ky is bounded we have that @ € U,q because u is integrable.
Next we construct a subsequence having all the properties that we need for the proof. Because of the
boundedness of
]uf (t) —u;(t)| <2 max max |uj
J=1,....m uJ'EK[JJ

for almost all t € (0,7), k € K and all j € {1,...,m}, we have by the dominated convergence theorem |36,
Theorem 2.4.5] that

lim |Ju® — @1 = 0.

k—o0
Due to Lemma 9 and Lemma 10, we have limg_,o ¢* (t) = 7 (t) and limy_,o p* (t) = p(t) for almost all
t € (0,T). According to Theorem 13, we have for the sequence (u"),,cy, that it holds limy, luntt —
u™||z2 = 0. Consequently we have for any subsequence and thus for the sequence (uk) pere that

lim [Juf ™t — k|2 =0
k—o0

since u¥*! is the following element of u* in the sequence (u")peny,- Then by [6, Proposition 3.6, Remark
3.7], there exists a subsequence with the index set K; C K such that

I (k“t—kt):o
PR G OO
for almost all ¢ € (0,7") where all the other convergence properties above remain since any subsequence of
a converging sequence also converges, see |3, II Theorem 1.15]. From this we can also conclude that

li L) = i (k“t—kt) li Fe)y=al(t 2.34
e 0T i (T O O) I w0 =0l 230
for almost all ¢ € (0,7) where we use the calculation rules for the limit [3, II Theorem 2.2|. Analo-

gously we have with Lemma 9, Lemma 10 and [1, Theorem 2.14], that lim s, sx00 (y*7! (£) — y* (¢)) =0,
limg, sp—00 (PP (¢) — p¥ (¢)) = 0 and thus

lim (1)

y(t
K13k—o0 y( )

and
el Pt () =P (1)
for almost all ¢t € (0,7).
As the control u¥, k € K1, is an element of (u™)
to (2.32) the following holds

neNy» it is determined by Algorithm 2.1 such that due

2
K. (t,y'“,uk“,uk,pk) +7 (w — yftl (t)) < K. (t,yk,w,uk,p’“)

with r > € for all w € Ky, for all k € K; and all ¢ € [0,7] which gives by inserting the definition of K,
the following

2 2

H (tjyk’ uk+17pk> Le (uk+1 (1) — ¥ (t))
<H (t,yk,w,pk> +e€ <w —uF (t)>2

for all w € Ky, for all k € K and all t € [0,T].

+r <w — (t)) 2.35)
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Now, we consider (2.35) where it also holds due to our assumption r > € that

H(t yF uF ) +e( FEL () — ¥ (t)>2+e<w—uk+1 (t))2 < H<t,yk,w,pk) +e(w—uk (t)>2

and thus by inserting

(w — uktt (t))2 = (w —uF (t))

we obtain

2

N O R V) I O (t))T (uf (1) 1 (1)

H (t LR ) + 2 ( BHL(4) ok (t))2 + 2 (w " (t))T <uk (t) — ukt (t))

(2.36)

<H (t,yk,w,pk)
for all w € Ky, for all k € K and all t € (0,7). Then, by using the definition of the Hamiltonian, (2.36)
becomes the following

n(vt ) +g (v @) + (p’f) 0 F (8t 1) + 26 (a4 (1) = uF 1)
+ 2¢ (w—uk(t))T <u kH ) <h ( )-l-g( )+<pk>T(t)f(t,yk,w>

for all w € Ky, for all k € K; and all ¢t € (0,7"). Next, we have that € is bounded from below by 0 and
from above by o (n+ 6) due to (2.30) and the definition of Step 4 in Algorithm 2.1. The boundedness
of € guarantees that the corresponding terms in (2.37) go to zero for k to infinity, see [3, Theorem 2.4,
Theorem 6.1] since u” (t) —u**! (t) converges pointwise to zero for k € K; and (w — u (t)) is also bounded
as w,u’ € Ky for all k € K;. This connection is exploited in the next step. Now, as g is lower semi-
continuous, we apply the liminf on both sides of (2.37) where k£ € K; and recall that whenever a lim
exists the corresponding liminf equals the lim, see [3, Theorem 5.7] and recall the calculation rules for a
sum of liminf [43, Theorem 3.127|. Further, we set u**! (t) = a**! — @ := @ (t) for k — oo and for fixed
t. Then we have

2

(2.37)

Wkt _ Y > (@) = o (@
Jmin o (47 ©) = mint o () > 9@ =9 a0)

for almost all ¢t € (0,T) according to (2.34).We obtain for the left-hand side of (2.37) the following

lim inf <h (yk (t)) +g <uk+1 (t)) + (pk>T (t) f (t, ", ukH) + 2¢ (uk+1 (t) — u® (t))

2

Ki13k—o0
k T k k+1 — — T _ _
+2¢ (w—u () (uf (1) —u <t>)) > h(F (1) +9(@®) +5" () f (t.5,8) = H (t,5.9.p)
where we use the continuity of f according to Assumption A.4). For the right-hand side of (2.37), we have

timin (h (4" (1) +g(w)+ 0" (1) f (8,55 0))

Ki135k—0
= lm <h (1) + o)+ (1) 0 F (1.0, w))
=h(y 1) +gw)+p" () f(t,y,w) =H(t,7,w,p)

where we also use the continuity for f, see Assumption A.4) and recall that differentiable functions are
continuous, see [78, 1 The Rules of Differentiation|. Consequently, we obtain the optimality condition

H (t,y,u,p) < H (t,y,w,p)
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for all w € Ky and almost all ¢ € (0,7)).
In order to prove (2.33), we consider (2.35) inserting the assumption r > € and obtain

4 '(pk)T ) f (t’ykjukJrl) _ (pk+1>T ) f (t’yk+1’uk+1>
+ '(p’“)T ()1 (t.ohw) — () ()1 (t,ykﬂ,w)‘

((w b (t)>2 (k) (t))2 — (-t (t))2> ‘

by adding and subtracting corresponding terms. Now, for almost all ¢ € (0,7), by continuity, especially
Assumption A.4), and k € K, it follows the result (2.33) if £ is sufficiently large such that the last three
terms in (2.38) are smaller than the given p using the boundedness of € and [3, IT Theorem 2.4]. O

(2.38)

+e€

Remark. If Algorithm 2.1 determines a v in Step 2 with u = 4™ and consequently u" ™! = u, then by (2.32)
and the discussion following it, we have that u™ already fulfills the PMP optimality condition (2.16). On
the other hand, considering just a loop over Step 2 to Step 4, we have that, by Lemma 12, the iterates
following u" generated by Algorithm 2.1 equal 4™ up to a set of measure zero since the union of countably
many null sets is a null set, see [5, IX Remark 2.5 (b)]. This means that the iterates of the SQH method
generate a constant sequence in the L? (0,7)-sense with the limit u”. Since this also means pointwise
convergence of the iterates almost everywhere, the requirements of Theorem 14 are fulfilled and the PMP
optimality of u” is consistent with the statement of Theorem 14.

Remark 15. We have that Theorem 14 holds in a similar formulation for any subsequence (uk ) wero K EN,
of (u"),,en, With the property that limg sk oo |u¥ — || 2 = 0 with @ € U,q where we drop the assumption
limgsg oo v (t) = @ (t) for almost all ¢ € (0,7), see Theorem 27.

Remark 16. If we consider (2.33) on a set of a finite number of elements Fiy C [0,77] of the interval [0, T
and a fixed p > 0, then there is a k € N such that (2.33) holds for all ¢ € Fiy. This can be seen by applying
the calculation following (2.38) for each ¢t € Fy and then choosing the largest k.

From the proof of Theorem 14 and Remark 16, we obtain the following corollary. As shown in the
proof of Theorem 14, there exists a subsequence within the sequence of iterates (u"), .y, such that the
pointwise convergence

lim (uk'H (t) — u¥ (t)) =0, lim <y’“+1 (t)—y" (t)) =0and lim (p’““ (t) - p" (t)> =0,

k—00

k € K C Ny holds for almost all ¢ € (0,T). We denote with Q C [0, 77 the subset of [0, T] on which the
pointwise convergence above holds everywhere. That means the set Q equals [0,7] up to a set of measure
zero. Then the corollary is given as follows.

Corollary. Let the sequence (“n>neNo be generated as in Algorithm 2.1 (loop over Step 2 to Step 4), let
(2.32) hold and let f be bounded as follows || f (-,y,u) | < ¢ ¢>0, forally € I and v € Ky. For any set
of a finite number of elements Fx C [0,T] and any i > 0, there exists an iterate u™, it € Ny, fulfilling

H (t,yﬁ,uﬁ,pﬁ) S H (ta yﬁ7w7pﬁ) —|—IEL

for all w € Ky and for any t € Fiy.
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Proof. From (2.38) by adding and subtracting corresponding terms and not explicitly noting the time
dependence to save notational effort, we obtain the following

H <yk+1 s pkz—i-l) < H( k+1 w,pk+1>
T
4 ( k+1> <yk’uk+1> <pk+1> (f <ykz7uk+1> _f <yk+1’ukz+1>) |
T

(=) s () + (o ’““) (£ () = (4#10)1

2 2 2
+ € < 2uwuk + ( ) + 2wuft (ukH) — (ukH —uk> ) \
< 262 pF — it +2¢ Z lyk — bt

i=1 i=1

Le (2w‘uk+1 R AT T uk‘2>

for any t € Q where we use the fundamental theorem of calculus [4, VI 4.13] and the chain rule [4, VII
Theorem 3.3|. Consequently from the inequality above, due to the pointwise convergence mentioned just
before this corollary and the boundedness of K, for any t € Fi, there is a k; € K such that

H (y'ml?u%“,p’%t“) <H (y’;ﬁl,w,p’;t“) + f

is fulfilled for all w € K. Since there are only finitely many elements in Fp, we can take choose
7 ‘= max {l%t| te FN} + 1 to obtain the desired statement. ]

With the following two examples, we show how to verify (2.32), which is the central assumption for
the proof of the convergence result Theorem 14.

Example 17. Consider a one dimensional linear optimal control problem on [0,7] for u, < u < uy,
Uug < up, with the cost functional

1 «
J (ysu) =y — vl 72 + 5 ull7-,
2 2

a > 0, and the constraint 3’ = w with an initial value. The corresponding Hamiltonian is given by
H (t,y,u,p) = % (y — yd) + “u + pu. Then the augmented Hamiltonian is given by

1 a
5 (W= ya)* + S’ 4 put e (u—v)°.

K (t,y,u,v,p) = 5

In Algorithm 2.1, we have K. (¢,y*, u**1 ¥, p*) with

K. (t,yk,qu,uk,pk) < K. (t,y’“,w,uk,p’“> (2.39)
for all w € Ky. Next, we show that (2.32) holds. For the example, we assume w # u**1 because in the
case w = uF*1 we have that (2.32) is fulfilled with equality. Next, we show that (2.32) also holds for
w # s

If for the minimum uFt1 of the function w — K, (t, yk,w,uk,pk) it holds that ug < uFT! < wup, then
we have by 2 oK (t,yk,u, uk,pk) ly—ur+1 = 0, see [4, VII Theorem 3.13|, that

P = —auftl — 26 (ukH - uk> . (2.40)
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From (2.39) we obtain the following

2 2 2 2
% (ukﬂ) + pPuFtt e (uk+1 — uk) +r (uk+1 - w) < %fw2 + pPw + € <w - uk) (2.41)

and with (2.40) it consequently holds that

2 2 2 2
_ % (ukJrl) e (ukJrl) Te (uk> e <uk+1 _ w)

2
< —w? — —wuFt = 2ewu ! + 2euFw + ew? — 2ewn” + € (uk) .

2 2
(o) = (G e ()

which is fulfilled for r < § + €. Finally, if we set » = § + ¢, then r > € in the case of u, < uF T < .

This is equivalent to

2euk —pk

From (2.40), we have that the minimum of the function w — K, (t, y*, w, uk,pk) is given by

a+2e
If uFt1 = uy, then we have u#*! < % and thus
p* < 2eu — (o + 2¢) uFH? (2.42)
and if w1 = u,, then we have uft! > 26;‘117;5’6 and thus
PP > 2euf — (@ + 2¢) P (2.43)
From (2.41), we obtain
@ er1\2 k[, ke k1 k)2 k+1 2_a o K\ 2
§<u ) +p <u —w)+e(u —u> +r<u —w) Saw —|—e(w—u> . (2.44)

Noticing the sign of (uk‘H — w), we increase the left hand-side of (2.44) by inserting the estimation for

pF, (2.42) and (2.43), in both cases. If (2.44) is still fulfilled for r > €, then (2.41) is fulfilled in particular.
Inequality (2.44) is fulfilled for r < § + € and thus setting 7 == § + ¢, (2.32) is satisfied with r > e.

Notice that Example 17 also holds for a bilinear case where the term pu in the augmented Hamiltonian
is replaced by pyu and thus p* is replaced by pFy* in the calculations. See also the following example that
is performed with a bilinear control problem.

Example 18. In this example, we consider a one dimensional bilinear optimal control problem on [0, 7]
for uy < u < up, uq < 0 < up, with the cost functional

1 o
T () = 3lly = vallle + 5Nl + Bllull,

a,3 > 0, and the constraint ¢/ = uy with an initial value. The corresponding Hamiltonian is given by
H(t,y,u,p) =1 (y— ya)? + 2u? + Blu| + puy. Then the augmented Hamiltonian is given by

1

KE (ta Y, U,U,p) = 5 (y - yd)2 +

(07

2u2+5|ul+puy+e(u—v)2.

In Algorithm 2.1, we have K. (t, yk,uk“,uk,pk) with K. (t,yk,ukJrl,uk,pk) < K. (t,yk,w,uk,pk) for
all w € Kyy. Now, we show that (2.32) holds. In the following we consider each case 0 < uF*1 <y,
g < uFtl < 0 and w1 = 0 separately.

We start with the case that 0 < u*T! < w. In this case, analogous like in Example 17, we have

auftt 4 B 4 pFyt + 26 (u’“‘l - uk) =0,



2.3. CONVERGENCE ANALYSIS OF THE SQH SCHEME 45

thus
pPyF = —auf Tt — B — 2¢ (ukH — uk> (2.45)
and B -
2¢euf — B —
I (2.46)
o+ 2e
We insert (2.45) into (2.32) and obtain that
% uk+1>2 + BulTL 4 pFyFurtt e (ukJrl - uk)z +r (w — uk+1>2
, (2.47)
@ 9 k, k ok
< S+ Blwl +pytw e (w —u
which equivalently gives by inserting (2.45) the following
2
r (w - uk'H) < (e + %) (w - ukH) + B (Jw| — w) (2.48)

similar as in Example 17. For » = € + § > ¢, we have that (2.48) is fulfilled since if w > 0, then it is
B (w—w) =0 and if w < 0, then we have that 5 (—w — w) > 0.

k+1 k1  2euf—B—phy

In the case that u i2e

= up, we have from (2.46) that u . Consequently we have that

pFyF < 2euf — B — (a + 2¢) uF L

Since w — u*t! = w — uy < 0 and pFy”* is replaced by an expression that is greater, the expression

(w — uk‘H) pFy¥ is replaced by a term that is smaller. However, it is the same as discussed for (2.47)
where pfy* is replaced by (2.45). Therefore we obtain again (2.48), which holds for r = e + %, and thus
(2.47) holds in particular.

The case u, < u**1 < 0 is analogous to the case 0 < u**! < wu;, where we have 3 (Jw| + w) > 0 instead
of B(Jw| —w) > 0. Furthermore the same reasoning as in the case u**!' = u; holds for the case that

k _ ko k
uFtl = 4, where uFt! > % and thus

pryF > 2euF + B — (a4 2¢) M

k+1 k+1

In contrast to the case above where u = up, we have that w —u = w — ug > 0 and consequently the
expression (w — u’““) pFy¥ is again replaced by a term that is smaller and the argumentation is analogous.
Next, we have the case where v*t1 = 0. The fact that u**! = 0 means that

KG <t7 yk707 ukVpk> é KE <t7 yk’w’ uk’pk) (2'49)

for all w € Ky. Now, we perform a preliminary discussion that shows that the minimum

2k — B —phyt

w
! o+ 2e

of the parabola

2
w— K, (t, y* w, uk,pk) = %wz + Bw + pFyFw + € (w — uk) (2.50)

with the property (2.49) is not positive, that means w; < 0 and that the minimum
_ 2eut 4+ B —phyk
N o+ 2€

w2

of the parabola
2
w— K, (t, yk,w,uk,pk) = %wz — Bw + pFyFw + € (w - uk) (2.51)
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with the property (2.49) is not negative, that means wy > 0.

According to (2.49), the situation corresponding to (2.50) can be translated into ax? + bz + ¢ > ¢ for
all z > 0 with a > 0 and the situation corresponding to (2.51) can be translated into ax? 4 bx 4 ¢ > ¢ for
all x < 0 with @ > 0. We start with the case associated with (2.51). Then we have for the minimum z
that it holds & < 0. This can be seen es follows. The inequality axz? +bx + ¢ > ¢ for all z > 0 is equivalent
to ax 4+ b > 0 for all z > 0. The minimum of the function = — az? + bz + ¢ is characterized by the root &
of the first derivative such that it holds 2aZ + b = 0. If we now assumed that & > 0, then it would follow
that b < 0 in order to fulfill this equality. In addition we have that ax + b > 0 holds for all z > 0, that
means in particular it has to hold ax + b > 0, and 2aZ 4+ b = 0 at the same time. Inserting the equation
into the inequality provides the contradiction g > 0 to b < 0 as discussed before. Analogous for the case
(2.51) where it holds that ax? + bz + ¢ > ¢ for all # < 0 with @ > 0. Then we have that the minimum is
not negative.

Inserting the definition of K, Inequality (2.49) is given by

2 2
€ (uk> < (% + e) w? + Blwl + pPyFw — 2eufw + € (uk)

Now we conclude from the preliminary discussion in the situation (2.50) with w > 0 for the corresponding
function, which is given by

2
w»—>(%+e)w2+(5+pkyk—26uk)w+e<uk>

with its minimum w; = Mk;:%kyk, that it holds

2euf — B — pFy¥ <0
o+ 2¢ -

Consequently, we have that
Py > 2t — . (2.52)

Analogous in the situation (2.51) with w < 0 for the function
« 2 k, k k K\ ?
w+—><§+e)w +<7B+py726u)w+e(u>

we have that pFy* < 2eu® + 8.
Specifically, we have to show that K. (t, y*,0, uk’pk) +rw? < K, (t, vk, w, uk,pk), or equivalently that

2 2
€ (uk) +rw? < %w2 + Blw| 4 pFyFw + € (w - uk) (2.53)

is fulfilled for an r > € in order to show (2.32). For the case that w > 0, we have with an analogous
consideration as above in the present example using (2.52) the following

rw? < (% + 6) w? + Bw + 2evFw — fw — 2euFw

which is true for r = € + § and thus (2.53) is true in particular. Analogous the case where w < 0.
Finally, we conclude that in all cases we can choose r = € + § and thus (2.32) is fulfilled for the
considered L!-cost functional.

Notice that Example 18 also holds in the case of a linear control framework where 3y = w. For this
purpose, the term p*y* is replaced by p*. Further, we remark that the calculation in Example 18 also
holds in the case of o = 0, that means a pure L'-functional.
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2.4 Optimal quantum control

In this section, which is based on [24], we apply the SQH method to an optimal quantum control problem
both with an L'-cost term and with an L%-cost term of the control. We start with the L!-cost term and
similar to [32], we consider the problem given by

n

. 1 «
min J (y:u) =3 > Wi (T) = (ya);)* + §||U||%2(0,T) + Bllull L1 o,7)
’ i=1
st.y =(A+uB)y, t € (0,T) (2.54)
y(0) = yo
u € Uyyg

where A, B € R™*" are skew-symmetric matrices, Ky = [u, %] with u = —60, @ = 60 and U,y C L? (0, 7).
According to our framework from Section 2.1 we have that i (y) = 0, g (v) == Su® + B|u|, which is lower
semi-continuous, F (y (7)) == 330, (i (T) — (ya);) % f(y,u) = (A+uB)y and u : [0,T] — Ky. A
proof of existence of a solution to (2.54) can be found in [32] where the reasoning is similar to the proof
of Lemma 21.

Next, we check the Assumptions A.1) to A.6). The functions y — 0, y (T) — 2 3" 1 (v (T) — (ya),) 2
and y — (A + uB) y are quadratic or linear, respectively and thus Assumption A.1) is fulfilled. By Remark
1, Assumption A.2) and Assumption A.4) are fulfilled. Assumption A.3) is fulfilled since u € L? (0, T) and
the unique solution y of the state equation is absolutely continuous, see [90, C.4|. For the remaining two
assumptions, we use the boundedness of the state to show them. By Gronwall’s inequality, see Lemma
57, we have that each component of y is bounded as follows. We have by the definition of a solution (2.2)
that

w0 =50+ [ 3 (@) Ba)w ()
=1

and by taking the absolute value and summing up over all i € {1,...,n} we obtain

NACIESNACIEDS /0 71 (Aa + u (8) Ba) llw () |di. (2.55)
=1 =1 1=1 =1

Consequently by the boundedness of u we have from (2.55) the following

n T n
Z’%(t>§01+62/0 S i (7) |47
1 i=1

1=

for two constants c1,co > 0 which provides the desired boundedness result for each component of y, see
Lemma 57. Then Assumption A.5) and Assumption A.6) immediately hold. Thus, in the view of Example
18, the theoretical results from Section 2.2 and Section 2.3 are applicable.

In order to validate a numerical solution (y,u,p) from the SQH method for optimality, we define the
number

A (0= (H ()~ in H (p0p))

The number Ng, is the part of the grid points in % at which the inequality 0 < AH < 107, ¢+ € N, is
fulfilled. The parameter for Algorithm 2.1 are chosen as follows. We have x = 1071°, ¢ = 0.8, 0 = 2,
n = 1077, the initial guess ¢ = 0.005 and the control u® = 0.
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In our experiment, we consider 7' = 0.008, o = 2~ and

0 -1 0 0 00 00 0 00 0
1 0 0 0 00 00 -1 00 0
00 0 0 00 01 0 00 0
A=2m48-L 0 0 0 0 10| BT 00 0 00 o |
0 0 0 <10 0 00 0 00 —1
00 0 0 00 00 0 01 0
0 0
0 1
1] 1o
yO_ﬁO’yd_ﬁo
0 1
1 0

We discretize the interval [0, 7] equidistantly with a step size At = 107°. The state equation and the
adjoint equation are solved with a modified Crank-Nicholson scheme [34, Supplementary material, (129)].
The augmented Hamiltonian is given by

(%

2u2+mu\ +pT ((A+uB)y) + € (u—v)*. (2.56)

Ke(t,y,u,v,p) =
By a case study, we have that its pointwise minimum is given by

u= argmin K (t,y,u,v,p)

ue{u1,u2}

where

. ( < 2e¢v — p! By — ﬁ) >
u1 = min | max | 0, , U
2¢e +

and

U2 = min [ max | u, ,0
2¢ + «

with a similar calculation as that one starting on page 166 in the Appendix. In Figure 2.1, we show the
control for different 5 where we see that the control becomes sparser the higher g is. In Table 2.1 we give
the corresponding numerical optimality check, which validates Theorem 14 in the view of Example 18 and
give the CPU time for the calculation.

We remark that this numerical experiment with identical At as above can be performed with the
LONE code [33, 32| that is based on a globalized semi-smooth Newton method. The figures corresponding
to the experiment depicted in Figure 2.1 look identical, however the calculation time for 5 =1, § = 3 and
B = b ranges between 13 and 46 seconds. The reason for this is that the gradient method that globalizes
the semi-smooth Newton method takes a long time until it is sufficiently close to the solution where the
semi-smooth Newton method converges. Analogous, as for the solution from the SQH method, we perform
the same numerical test with the solution from the LONE code to check for optimality. We have that for
B =1, N =99.75%, N> = 86.64%, for 8 = 3, N, = 99.88%, Ng> = 78.53%, for =5, N2 = 99.88%,
Nog’ = 82.90% and for g =7, N(% = 100%, N%’ = 100% which supports the statement that the solutions
from both methods are identical, compare with Table 2.1.
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Figure 2.1: Optimal controls for different 3.
B ]\(7% %‘% ]YT% %% %‘% N%%S CPU time/s | # iteration | # update
1] 100 | 99.50 | 93.63 | 93.01 | 93.01 | 85.89 0.76 55 28
3| 100 | 100 100 | 99.88 | 96.13 | 79.40 0.66 47 25
51100 | 100 | 98.25 | 96.50 | 95.51 | 83.02 0.56 40 18
7 1 100 | 100 100 100 100 100 0.02 1 0

Table 2.1: Numerical optimality and CPU time in seconds required for the calculation for different 5. The
number of total iterations of Algorithm 2.1 is denoted by # iteration and the number of updates on the
initial guess is denoted by # update.

Next, we consider an optimal control problem that is similar to (2.54) where the L'-norm is replaced
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by the so called L%norm. We have

n

. 1 «
min J (y,0) = 5 D 0 () = W) > + (5 lel3aor) + Bllulloo))
’ i=1
st.y =(A+uB)y, t € (0,T) (2.57)
Yy (0) =1%o
u € Uad

where
0 ifu(t)=0

1 else

T
1wl oo, :/0 lu(t) |odt, |u(t)|o:= {

and Ky = [u,u] with u < 0 < u. We assume that there exists a solution to (2.57). The corresponding
augmented Hamiltonian is given by

[0
K (ty,u,v,p) = Su® + Blulo +p" (A+uB)y) +e(u—0)’.

As | - |o is lower semi-continuous, we can apply the theoretical results from Section 2.2 and Section 2.3
with an analogous consideration as above if we can show that for any iterate u*, k € Ny and for any e
chosen by Algorithm 2.1 there exists an r > € such that

2
Ko (b uf b g ) o (0= a1 (1) < K (1 yF 0t ) (2.58)

is fulfilled for all w € Ky and for all ¢ € [0, T]. In fact, we can show this if we make a further assumption
denoted in the following lemma.

Lemma 19. We consider the optimal control problem given by (2.57). Let a > 0 and B > 0 be given.
If for all iterations uF, k € Ny, generated by Algorithm 2.1 it holds pointwise that either uF = 0 or there
exists a constant 0 > 0 with [u¥| > > 0,

—%«92 +B<0 (2.59)

and 6 < min (Jul, [@), then there exists a constant d > 0 such that (2.58) is fulfilled if |ul,|T| < d.
Proof. First we investigate the connection between p*, u* and v**! pointwise. An analogous consideration
as in Example 17 or Example 18 where we use that «**! minimizes w — K, (t,yk,w,v,pk) and thus

0= %KE (t,y*,w,v,p") if 0 < uFH <7 or u < uF1 < 0, provides the following

(pk)TByk Ut o (ukH _ uk) , (2.60)

k+1

Furthermore if u = u, then

N 5ok k
(p) By" <2eu” — (a+2¢)T (2.61)

and if v = u, then (pk)T ByF > 2eur — (a0 + 2¢) u.

k+1 2euk —pk

a+2e

take its minimum if @ # 0, that K. (¢t,y*,0,u", p*) < K (t, y*, Qﬁgi;fk,uk,pk) which is with b := a + 2¢

In the case that u = 0, we have for the value u = where 4 — K (t,yk,ﬂ,uk,pk) would
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equivalent to

k(T ok 2 k(KT n Kk k_ (T n, &k 2
e(uk>2<a<2eu (p) By) +5+pk26u (p) By +€<26u (p) By —uk>

T2 o+ 2e o+ 2 a+ 2

-5 (14 > () s () 0) ) o Gt ()
_ % <<pk) b72 ( pk Byk>2 4 200k (pk)TByk + a2 (uk>2>
-c(#)'- ;b<<pk> ) ) ()

and this in turn is equivalent to

0< —% ((pk>T Byk>2 + 2eut (pk)T By — 2¢ (uk)2 +bB. (2.62)

From (2.62) we obtain that it holds

2t = 2+ 2B < () Byt < 200t + /(a5 2 5. (269

If 26“+gp > wu, then we have K, (t y*,0,uk, p ) K (t Yk, w, uk, p ) which is equivalent to

0§—<2+e)u+ T +6+< ) By*u + eu® — 2euu”

and in turn

() ot (5o o

Analogous we have for zﬁa“i;fk < u that K. (t,y*,0,u", p*) < K (t,y*, u,u*,p¥) and thus
T «
(pk) Byk < 2euf — (5 + €> u— g

Next we show that for » = e the condition (2.58) holds for all w € Ky and t € [0,T]. We start with

k+1

the case that u = . Then we have from

K. (t,y’“,ﬂ, uk,pk) +r(w—1(t)” < K (t,y"“,w,uk,p’“>
that

T 2 2
%ﬂ2 + (pk) By (1 —w) + ¢ (ﬂ - uk) +e(w—1u)< %wQ + wlo + € (w — uk) . (2.65)

As @ — w > 0, the left hand-side of (2.65) increases if we estimate (pk)T By* with (2.61). If

(%

5 w + (2eu — (o +2¢) )(ﬂ—w)+e(ﬂ—uk)2+e(w—ﬂ)2§%w2+|w|o+e(w—uk>2 (2.66)

holds, then (2.58) holds in particular. A direct calculation from (2.66) shows that 0 < § (w — )% if w #£0
which is true and that 0 < $u? — 3 if w = 0 which is also true as [u| > §. An analogous calculation holds

for the case that vt = w.
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Also analogous for the case that 0 < u**! < @ or u < u**1 < 0 we have the following. By (2.60), we
obtain from

2
K. (t,yk,uk“,uk,pk> +7 (w — yftl (t)) < K. (t,y'“,w,uk,p’“)

with r = € that

o 2 o}
- (uk+1> +8< §w2 + Blwlo — cu*tw
which is true in the case w # 0 and if w = 0 then it is true by our assumption as |u**!| > 0 with

262+ B <0.
Finally, we consider the case that u**! = 0. Then from

K, (t,yk,O,uk,pk> +rw? < K, (t,yk,w,u’“,pk>
for r = € we obtain the following
a o K\ ok k
0< Sw” + Blulo + (p ) ByFw — 2eutw (2.67)
which is true for w = 0. If w > 0 there are two sub cases. Either
T
2euf — /2 (o +2¢) B < (pk) ByF,

see (2.63) or

T
2eur — (g + e) u— g < (pk> Byk,
2 u
see (2.64). In the first case we have that 0 < $w? + 8 — /2 (a + 2¢) fw which is true if

- V2 (a+2€) B— /2 (a+2€) B — 228 _ \/2(a+2e),8—\/@‘

« (67

The function

2(a+2) 8 — 4B _ 28
a  V2(a+26) 8+ VB

is monotonically decreasing. We have that € is bounded from above by o (n + ) due to (2.30) and the

definition of Step 4 in Algorithm 2.1 and thus this function takes a minimum with the value m

€ —

where we denote this upper bound of € by €. In the second case we have from (2.67) that
K. (t,yk,O,uk,p’“) +rw? < K. (t,yk,w,uk,p’“)

with r = € which is true if

2
gu+eu+§—\/(gu+eu+§> — 2003 28
w < =

- o 3 5)2 '
SU+eu+ = + <%ﬂ+€ﬂ+ ) - 2apf

i u

2
We remark that if (%ﬂ + eu + %) — 2a < 0, then this case has no restriction to w. Analogously to the
case above, we have that the smallest value is taken at € with the value

26

a= . =1 B a= . = B 2
2u+eu+u+\/(2u+eu+u> —2ap
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Both cases are fulfilled if we choose

283 2
V2(a+26) 5+ VI au+eu+§+\/(‘;u++ﬁ)2—2aﬁ

w < d := min

5 €

Analogously for w < 0 where we have that w > —d. Consequently the statement of the lemma is proved
if Ky C [—d,d]. O

For the numerical discussion we take the same example as above for (2.54), that means we solve (2.57)
with the same T, W, u, A, B, yo and g4 and the same parameters for the SQH method x = 10715, ¢ = 0.8,
o =2, n =107, the initial guess € = 0.005 and the control ©° = 0. The pointwise minimum of the
augmented Hamilton is given by

w= argmin K, (t,y,u,v,p)
ﬁE{O,ul,uz}

where
%1 = min [ max ( 0, —————= | ,u
o+ 2e
and

. ( ( 2ev — pTBy> >
u2 = min [ max [ 4, ——— ] ,0 ] .
o+ 2¢€

We have that u determined in Step 2 of Algorithm 2.1 is Lebesgue measurable, see the discussion in the
Appendix starting on page 166.

We discretize [0, T] with subintervals of size At = 107> for our experiment where we solve (2.57) for
fixed & and B that are multiplied by a constant s > 0 such that a = »& and § = %B . This simultaneous
alteration of o and f is motivated by (2.59) where « is supposed to become not too small compared with
. We choose & = 5-103 and 3 = 20. In Figure 2.2 we show the results of the SQH method for different
«a and S and in Table 2.2 we give the corresponding numerical optimality and the calculation time. This
experiment demonstrates that for appropriately chosen a and 3 a fast convergence is achieved while still
sparse solutions are provided. Furthermore, we see that the assumption from Lemma 19 that each iterate
of Algorithm 2.1 is pointwise bounded away from zero by a constant, if not zero, seems to be justified and
reasonable.
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Figure 2.2: Optimal controls for different o and 3.

2 3 4 5 8 15
P ];f’ ]\(;?’ ];? ];?’ J;,;% A;'f CPU time/s | # iteration | # update
2 | 87.39 | 87.39 | 87.39 | 87.39 | 87.39 | 87.39 0.40 26 19
5 | 85.14 | 85.14 | 85.14 | 85.14 | 85.14 | 85.14 0.34 22 16
12 | 85.02 | 85.02 | 85.02 | 85.02 | 85.02 | 85.02 0.05 3 2
14 | 100 100 100 100 100 100 0.02 1 0

Table 2.2: Numerical optimality and CPU time in seconds required for the calculation of a solution to
(2.57) for different sc where o = 5c-5- 1073 and 8 = s - 20. The number of total iterations of Algorithm
2.1 is denoted by # iteration and the number of updates on the initial guess is denoted by # update.

In the next experiment, we demonstrate that both optimal control problems (2.54) and (2.57) provide
the same controls that steer the quantum system to a state with an identical distance to the desired state.
For this purpose, we compare the solution to (2.54) with the one to (2.57) where the weights of the controls’
cost terms are chosen such that each state has the same distance to the desired final state according to
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3 (yi (T) = (ya);) ® = 0.0267 for a discretization At = 1077, This provides solutions for both optimal
control problems (2.54) and (2.57) that steer the quantum control system equally close to the desired
state what we use as our reference in this experiment. We choose @ = 0 and § = 1 in (2.54) (referred
to as L'-problem with L'-solution) and o = 1.47 - 1072 and 3 = 42 in (2.57) (referred to as L%-problem
with L%-solution). The rest of the parameters is set as discussed before. In this experiment, we compare
the L'-solution with the L°-solution. For this purpose, we plot the corresponding solutions in one figure
and consider their numerical optimality and CPU time that is needed for the calculation. In Figure 2.3
and Table 2.3 we can see the results for different discretizations. We have that the solutions equal each
other. However, the calculation time for the solution to (2.57) is only almost about a third of the time
that is needed for the calculation of the solution to (2.54) in the cases with a very fine discretization (from
At =1077). Consequently from a numerical point of view it can be advantageous to use an L°-problem
for the calculation of sparse solutions since the SQH method converges faster while providing identical
results compared to the ones from the corresponding L!-problem which includes to obtain each a state
whose distance to the desired state is the same.

We remark that instead of solving a pure L'-problem we can increase the weight of the L?-cost term
a and decrease the weight of the L!-cost term such that % S (i (T) — (ya);) % = 0.0267 is still fulfilled
and the solutions have a bang-bang structure to obtain a faster convergence for the L'-problem. Although
this provides an improvement for the L'-problem, the L°-problem can be solved much faster.
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Figure 2.3: Optimal controls for different discretizations where the time is on the abscissa and the value
of the control is on the ordinate.
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N2 N15

At CPU-time/s % 7? # iteration | # update
10-5 L! 0.87 100 | 93.13 59 36
Ji 0.70 84.89 | 84.89 49 27
10-6 L 17.1 100 | 93.24 116 84
L0 7.4 82.83 | 82.81 51 35
107 LT 116.7 100 | 93.11 78 62
L0 42.8 90.78 | 90.76 29 22
10-8 L! 1274.8 100 | 93.07 85 68
L0 427.2 91.07 | 91.06 29 22
10-9 L 13841.8 100 | 93.07 93 75
L0 4261.5 91.07 | 91.06 29 22

Table 2.3: Comparison of the computation time and the numerical optimality of the solution to the L!-
problem with the solution to the L°-problem. The number of total iterations of Algorithm 2.1 is denoted
by # iteration and the number of updates on the initial guess is denoted by # update.

2.5 Optimal tumor therapy

In this section, we investigate a non-linear model of ODEs modeling tumor growth and check that the
corresponding optimal control problem fulfills the Assumptions A.1) to A.6). This section is based on [47].
We start our discussion by illustrating some modeling issues.

We investigate a mathematical model for cancer development and treatment resulting from a combina-
tion of two complementary mathematical models. Both models consider the dynamics between the tumor
volume p and the carrying capacity g. One of the most commonly used models for tumor growth is based
on the Gompertzian growth law as follows

p=p(a—Elog(p)), a>¢&>0.

While the proliferation rate a of the cells is constant, the death rate £log(p) increases with a growing
tumor volume p. The value ¢ is given by
(¢)
g=exp|=].
£

The carrying capacity is a measure of how much tissue of the tumor is sufficiently vascularized such that
its cells are well supplied with nutrients and oxygen. Using this normalized carrying capacity, we obtain
the following relation for the tumor growth and the carrying capacity

p=6(2-1m(p) =p[m(exp (2)) —m(p)] = —gpin (2). (2.68)

For p < ¢ the tumor grows (p > 0) until p = g. For p > ¢, the tumor shrinks (p < 0) again until p = q is
reached. See [3, IV Theorem 2.5| for the connection of the derivative of a function and its growth behavior.

Next, we switch from a constant carrying capacity to a time-varying carrying capacity q. While the
equation for the tumor growth (2.68) stays the same, we have to develop an expression for the dynamics
of the carrying capacity. The basic idea is a combination of stimulatory (7)) and inhibitory (77) effects
as follows

q=Ts(p,q) —Tr(p,q) .

A modeling issue is the choice of Ts and T7. For this reason, we consider the model proposed in [51] as
follows

G =bp—dpiq (2.69)
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with the birth rate b > 0 and the death rate d > 0. This is a well-recognized mathematical model for
time-varying carrying capacity. However, it couples the tumor volume variable to the carrying capacity.
On the other hand, a model of time-varying carrying capacity that does not involve the tumor volume

explicitly is described in [44]. This model is computationally convenient since p does not appear in the
equation. We have

. 2 4

¢ =0bg3 —dgs. (2.70)
Based on validation with real data [44, 51|, both models appear promising in the quest of an accurate

description of tumor growth. For this reason, we consider a combination of the two models (2.69) and
(2.70) as follows

= <bq% — dq%> + (1 — ) (bp — dp%q>

where 3 € (0,1). Together with the equation for the tumor growth (2.68), we obtain the following
differential system that models the evolution of the tumor volume and of the carrying capacity of the
vasculature. We have

p=—am(;) (2.71)
qg=» (bq% - dq%> + (1 =) (bp — dp%q) .

Next, we introduce two control mechanisms in (2.71) that represent the treatment of cancer by anti-
angiogenesis and radiotherapy, respectively [86].

In our case angiogenesis is a process where a growing tumor develops its own blood vessels, which
provide the tumor with oxygen and nutrients. The anti-angiogenesis therapy is an indirect treatment
since it does not fight the tumor cells directly but influences the tumor’s micro-environment, in particular
the vasculature. The lack of oxygen and nutrients will force the tumor to shrink.

To model this treatment, we introduce a control u that takes its values in

KU = [O7ﬂ] )

u > 0, and represents the dose of the anti-angiogenic medicine. With the anti-angiogenic elimination
parameter 7 > 0, we can augment the equation for ¢ in (2.71) as follows

Gg=x (bq§ - dq%) + (1 =) (bp — dp%q) — yqu.
Hence, our model for an anti-angiogenetic mono-therapy is given by
p=—¢pln (%) , q= (bq% - dq%) + (1 —5) (bp - dp%q) — Yqu. (2.72)

The anti-angiogenic treatment influences the carrying capacity of the vasculature ¢, but as g appears in
the equation for p, it also influences the tumor volume p.

Radiotherapy is a treatment that uses ionizing radiation to kill cancer cells. To model this treatment,
we introduce the control w, which represents the dose of radiation and takes its values in

KW = [07@]7

w > 0. Following a model described in [98], the damage that is done to the tumor by radiation is modeled
as follows

(o) (a5 " (s) s 1) (273)
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with the radiosensitive parameters «, 8 > 0 depending on the treated tissue and the tissue repair rate
p > 0. To simplify the expression above, we introduce the function

t
r(t) ::/ w(s) e Pt=s)gs.
0
This is the solution to a linear ODE given by
r=—pr+w, r(0)=0

which is obtained by the Leibniz rule for parameter integrals [4, VII Corollary 6.8]. Hence, from (2.73)
the term that quantifies the damage done to the tumor can be written as follows

— (a4 Br) pw

Now, we have to take into account that the radiation has also a damaging effect on the healthy tissues.
Specifically, the damage on the carrying capacity of the vasculature ¢ is given by

— (s +07) quw

Notice that the radiosensitive parameters ¢,d > 0 have different values, because malignant and healthy
tissues have different characteristics.
Summarizing, our controlled model of cancer’s development and treatment is given by

p=—Ephn <£) — (a+ pr)pw
qg=xx (qu — dq%) (1— ) (bp — dp%q) — yqu — (¢ + 0r) qu- (2.74)
7= —pr+w

This model is completely specified by giving the values of the parameters appearing in it. These values
are specified in Table 2.4, see [11] and [44].

Description Value Unit
¢ | Parameter for tumor growth 0.084 [day ]
b | Tumor-induced stimulation parameter 5.85 [day 1]
d | Tumor-induced inhibition parameter 0.00873 | [mm~2day~!]
~ | Antiangiogenic elimination parameter 0.15 [mg( o) |day—*
« | Radiosensitive parameter for tumor 0.7 Gy~
B | Radiosensitive parameter for tumor 0.14 [Gy~?]
¢ | Radiosensitive parameter for healthy tissue | 0.136 Gy~
0 | Radiosensitive parameter for healthy tissue | 0.086 [Gy~?]
6 | Healthy tissue parameter 0.5 [day ]
p | Tumor repair rate % [day ]

Table 2.4: Model parameters.
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Usually, in the context of optimal control of cancer development models, the objective of the control
is to minimize the volume of the tumor at final time, that means p(T). See [86] for a detailed discussion
of this setting.

Now, while we keep this objective, we introduce additional terms that include a reduction of the tumor
volume p along the time evolution and L?- and L'-norms of the controls « and w. With respect to the
side effects of anti-angiogenetic medicine and radiotherapy, it is reasonable to have penalty terms for the
corresponding controls.

We define our optimal control problem with anti-angiogenesis and radiotherapy as follows

min J ((p,q,7), (u,w))

p7q7r7u’w

o (2.75)

T
0 % v
= 2/0 p2 (t) dt + §p2 (T) + ?’MHUH%Q(O’T) + MUHUHLl(U,T) + ?w||wH%2(O7T) + lu’wHw”Ll(O,T)

subject to

p(t) = ~p (O (5) = (a+ Br (1) pw (1)
0 (1) = 5 (bat (1) = dai (1)) + (1= ) (bp () = dpS (1) q () = va (B u (1) = (s +0r (1)) a () w(t) (276)
#(t) = —pr (t) +w ()
with the initial conditions
p(0) =po >0, ¢(0)=go>0, r(0)=0

and the functions u,w € L?(0,T) take their values in Ky and Ky, respectively. The admissible sets of
controls are defined by

Uyg = {u e L?(0,7)| u(t) € Ky a.e.} , Wea = {w e L?(0,7)| w(t) € Ky a.e.} . (2.77)

The parameters ,1, vy, fhy, Vw, lw > 0 can be chosen differently to obtain different settings. In the
following we drop the arguments of the function in order to simplify notation.

In the next step, we analyze the system of ODEs (2.76) with respect to the existence of a unique global
solution and its boundedness. Subsequently we discuss the existence of a solution to (2.75) subject to
(2.76).

For the investigation of (2.76) with respect to a unique global solution we define the set

I={(p,q,r) ER}| p<p<P,q<q<qGO<r <7}

where N
p = min <p0,qexp <—W>) >0,
3
_ b L (b\2
b = max gp0a E »40,DP0 | »
b\ 2
q::min<<> ,q0> exp((yﬂ+(g+5?)w+(1—%)dﬁ)T) > 0,
= d
3
_ b L (b\2
q ‘= max gPOa d » 40
and?::%

In the following lemma we prove existence of a unique global solution to (2.76).
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Lemma 20. There exists a unique global solution (p,q,q) : [0,T] = R, t — (p(t),q(t),r(t)) to (2.76)
in the sense of (2.2) for any u € Uyq and w € Wyq. Furthermore, the solution stays in I and thus any

component of the solution (p,q,r) is bounded by a constant that holds for all u € Uyq and w € Wy, defined
in (2.77).

Proof. According to [90, Proposition C.3.6] there exists a unique global solution (p,q,r) : [0,T] — R3,
t— (p(t),q(t),r(t)) to (2.76) if we prove that for the corresponding fixed initial values pg,qo > O,
r(0) = 0, the local solution stays in I on its maximum existence interval. For the proof, we define the
right hand-side of (2.76) by the function f : [0,7] x (0,00)* x R — R3, (t,p,q,7) — f (t,p,q,r) as follows

—~¢pin (2) = (a+ fr) pu
) + (1 —3) (bp — dp%q> —yqu — (s + 0r) quw (2.78)
—pr +w

4
3

ftpqr) = P24 (bq% —dg

for any fixed controls u € Uyg and w € Wyy. In the following we prove that the global solution (p,q,7) :
[0, 7] — R3, ¢t — (p(t),q(t),r(t)) to (2.76) exists and stays in I for any chosen control u € U,g and
w € Wyq in the right hand-side f.

We have that the function f (-,p,q,7) : [0,T] — R3 is measurable for each fixed (p,q,r) € (0, oo)2 x R,
the function f (¢,-) : (0,00)* x R — R? is continuous for each fixed ¢ € [0,7]. The function f (t,-) :
(0,00)% x R — R3 is locally Lipschitz continuous for any (p,q,7) € (0,00)* x R, which means that there
is a o > 0 with a ball B, (p,q,7) centered at (p,q,r) such that the function f (¢,-) : B, (p,q,7) — R3 is
Lipschitz continuous with a Lipschitz constant L > 0 possibly depending on (p, ¢, r) for each ¢t € [0, 7], due
to the continuous differentiability of f (¢,-) in an environment of (p,q,r) and the pointwise boundedness
of the controls u,w. Since each component t — f; (t,po, qo,0), i € {1,2,3} is integrable on [0,7], since
the controls are integrable, we have that there exists a unique local solution for any initial value (po, o, 0)
with a maximum existence interval [0, f), t > 0, see [90, Theorem 54].

Now we show that the local solution stays in I on its maximum existence interval [O,f), t>0. We
start to investigate fs. Since —pr 4+ w is a linear inhomogeneous equation, we have, according to [90,
page 487|, that there is a global and unique solution on [0,7]. According to |3, IV Theorem 2.5 (i)], the
function r grows if and only if —pr + w > 0 which is equivalent to r < %. That means the biggest value
for r is % and since 7 (0) = 0 and w > 0, we have that 0 < r (t) < % for all [0,T].

The same reasoning holds for the first equation fi;. However, before we discuss this, we remark that
there is an interval [0,7) C [O,f), ¢t > 0 where the functions p(t),q(t) > 0, t € [0,%), for the following
reason. Since for the initial values it holds that pg,qo > 0, we have by the continuity of p and ¢ that for
example for %, there is a distance ¢ > 0 from zero such that it holds p (¢), ¢ (t) > 0 for all t € [0,).
The following discussion holds for the interval [0, f) where we have that p,q > 0.

For py > 0, the function p decrease if and only if —&pln (%) — (v + Br)pw < 0. Since p,q > 0, we
have that
w(2)2 toton
q 3

from which it follows that

qumpcja+ﬁﬂw>qup<fa+ﬁmw>-

3 3
That means if p is smaller than g exp (—@) > 0, the function p always increases and thus

p>1mn(nhwxp(—ﬁl+§ﬁyw>>2>0 (2.79)
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In the other direction, the function p can at most increase if p < ¢. If it holds that p > ¢, then p can only
decrease and thus p < pg.
Now we are able to estimate p depending on ¢ and consequently we investigate fo next. We have that

bq% — dq% = q% (b — dq%) > 0, equivalently b — dq% > 0 since q% >0 for all g € R, for

b\ 2
< | = .

For the second term we have that bp — dp%q >0 for g < %p% since p > 0. From the investigation of fi, we
have that p < ¢ or p < pg and thus we have that the biggest value that can be chosen for p is max (po, q).

1
Thus we have ¢ < gp% gq% or g < gp% = gpg. For the growth of ¢, we must at least have that one of

Wk

the two terms, bq% — dg3 or bp — dp%q, is greater than zero. According to our calculation, we have that

1 3 1 3
for ¢ > max <Zp§, (g) 2 ) both terms are negative and cause a decreasing of q. Thus max <Zp§’, (%) 2> is

(NI

1 3 1 :
the biggest value for ¢ that we can observe if gy < max gpé”, (%) 2 | and if ¢y > max (Zpg, (g) >, then

qo is the biggest value that we can observe for q. Therefore we have that

b1 /b2
¢ = max dp3’<d> ,q0 | -

Since if p < g, then p grows until p = q or if p > ¢, then p only decreases, we obtain

- b1 (b)?
p = max dp07<d> »40,DP0 | -

Now, we estimate the lower bound for ¢. For this purpose, we show that the term bq§ — dq% is non-
negative if ¢ is below a certain threshold such that we can focus just on the terms where ¢ is linearly

3
included. We have that the term bq§ — dqg is non-negative if ¢ < (g) 2. For the second term, we have

3
that bp — dp%q > —dﬁ%q. That means if g < (%) 2, then we have the following estimation. It holds

t 2 4 2
6 :q0+/ %<bq3 —dq3> +(1— ) (bp—dP3Q> —yqu — (s + 0r) qudt
0
7
2q0+/ —yqu — (s + 6r) qu — (1 — 5¢) dp’ qdt
0{ (2.80)
zqo+/ (=77 = (c+ oM@ — (1 - ) dp’ ) qdt
0

7
ZQO—/ Kqdt
0

where ¢ € [0,7) and K = <’yﬂ—|— (c+dr)w+ (1 — ) dﬁ%). If we choose € > 0 such that go — € > 0, then

(SIS

the function ¢ (t) = min ((Z) ,(qo — e)) exp (—K't) fulfills the following integral equation

7(®) = min ((Z) o~ e>> - kit (281)

Njw
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where it holds that

min ((Z)g ,(q0 — e)> - /Ot Kq(t)dt < qo— /OtK'q* (t)dt (2.82)

> (go — €), then
((b\?
min (d) J(go—€) | =g —€<q

min((fi)g,(qo—e)) = <Z)g < qo— €< qo.

From (2.81) and (2.82), we obtain the following

N

since if (g)

3
and if (5)* < (go — ), then

q(t) <qo— /Ot Kq(t)dt (2.83)

4(0) = min ((Z)

and consequently we can apply [65, Theorem 5.1.1] to (2.80) and (2.83) and obtain

q(i)>q(i):min<<z>

for all t € [0,7?). Because the argument holds for all ¢ > 0 sufficiently small, we have that ¢ () >
3 _
min <(Z) 2 ,qo) exp (—Kt) for all £ € [0,%). Since

i <<Z) ,q0> exp (—Kt) > min ((2) ,qo) exp (~KT) > 0

for all ¢t € [0, 7] we have that ¢ (t) > 0 not only for all ¢ € [0,%) but also for all ¢ € [0,). This means that
q (t) is bounded from below by

¢ '=min ((Z)g ,q0> exp <(’yﬂ+ (c+dr)w+ (1 — ) dﬁ§> T)

for all t € [0, f). From ¢, the lower bound of ¢ and (2.79), we have the lower bound of p which is given by

)|

Consequently the calculation above holds also on the maximum existence interval [O, f] since g holds for all
t € [0,T). This means that our local solution stays in I. Concluding, by [90, Proposition C.3.6], we have
that there exists a global solution (p,q,7) : [0,T] — R3 ¢t~ (p(t),q(t),7 (t)) to (2.76). Furthermore, this
solution stays in I and is essentially bounded by a constant that holds for all u € U,g and all w € W4,
given by max (p, q,7). O

Furthermore we have

Njw

,(QO6)> <q —€<q =q(0)

[N

, (90 — 6)) exp (= K1)
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Next, the existence of an optimal solution to (2.75) subject to (2.76) is proved in the following lemma.

Lemma 21. There ezists a solution u € Uyg and w € Wyq to (2.75) subject to (2.76), where Uyq and Wy
are defined in (2.77).

Proof. The existence of an optimal solution to (2.75) subject to (2.76) can be shown as follows. We know
that any solution z = (p, ¢, r) to (2.76) for

u€ Uy ={ue L2(0,7)|0 < u(t) <mae}, weWya={we L2(0,7) |0 < u(t) <wae.}
is an element of

X ={ze (L*0,7)’ |z =(p,q,r), 0<p<p, 0<q<q 0<r<

}

o | g

where U,q, Wsq, X are convex, bounded and closed.

Then we choose a sequence (un, Wy ),y € Uaa X Waq with corresponding solution (z,),.y € X to
(2.76) for (ug,wy) instead of (u,w), which minimizes the cost functional J. Such a minimizing sequence
always exists as follows. The cost functional J is bounded from below and thus the infimum

d = inf J (z (v, w) ,u,w) =1inf {(u, w) € Ugg x Wyq| J (x (u,w),u, w)}
(uvw)EUadXWad
exists, see [3, I Theorem 10.4, Theorem 10.1|, where z (u,w) is the solution to (2.76) corresponding to
(u, w) € Uyg X Wyq. Consequently for any given number €, > 0, monotonically decreasing for increasing
n € N, there is a u,, with
d<J (l‘ (Una wn) 7un7wn) <d+ ey

If this was not the case, that means if there was an n such that d + ¢; < J(x (u,w),u,w) for all
(u,w) € Uyg X Wyq, then it would contradict d being the biggest lower bound which would be at least
d + €; in this case.

By applying the limit on both sides of the last inequlity, we have for the minimizing sequence
(umwn)neN C Uqq X Wyq that

(u,w)elllflagxwad J(z (u,w),u,w) = 71113010 J (@ (Up, wy) , Up, W) ,
see [3, Theorem 2.9]. Since the set Uyg x Wy, is weakly sequentially compact, see [95, Theorem 2.11] and
due to the reflexivity of L? (0,T) spaces [95, Section 2.4], there exists an index set K7 C N such that for
the corresponding subsequence it holds that (ug,wy) — (u*,w*) for K1 3 k — oo and the weak limit
(u*,w*) € Ugyg x Weq exists.

In the next step, we show that there is an index set Ko C K7 such that the corresponding subsequence
of solutions (k) f, With xx = (P, gr, 1) € X to (2.76) for (uk,wy) instead of (u,w), k € Ko converges
uniformly pointwise to z* which is the corresponding solution to (2.76) for (u*,w*) instead of (u,w). We
have that (7)., € X and thus (zx),c g, i3 a bounded sequence in X. Since in addition each component
fi, © € {1,2,3}, of the right hand-side f defined in (2.78) is continuous as a function f;(¢,-) : I — R,
(p,q,7) — f(t,p,q,r) for any fixed ¢t € [0,7] and thus is bounded on I, see [3, III Corollary 3.8|, we
have that the function f; (t,p(t),q(t),r(t)) : [0,7] — R is bounded because of the pointwise bounded
controls and that (p(t),q(t),r (t)) € I for any t € [0,T1], see the discussion above. This means that the
derivative of p, ¢, r with respect to ¢ is essentially pointwise bounded. Consequently the sequence (xy),, K

is a bounded sequence in (H1 (0, T))g. From this it follows, that there exists an index set K> C Kj such
that z;, — z* and 7, — %x* in (H1 (O,T))3 for K9 5 k — o0, see [95, Theorem 2.11|. This can be seen
by taking the following continuous linear functionals on (H Yo, T ))3 For z;, — z* take the L2-scalar
product for instance and for & — %a:* take the L2-scalar product for &y, instead of z. Moreover, due
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to the compact embedding of (H' (0,7 ))5 into the space of the continuous functions (C (0,7))* with the
maximum norm, denoted with C, see [26, Theorem 8.8|, we have the existence of an index set K3 C Ky
such that we have the strong convergence for the corresponding subsequence zp — x* for K3 2 k — oo
with * € C, since C is a Banach space equipped with the maximum norm, see |75, page 65].

Next we prove that for the limit v* and w* with corresponding z* the constraint (2.76) is fulfilled. We
have that

T
0= / (Pk; + &pr In (%’j) + (a+ ﬂ?‘k)pkwk) pdt
0
for all ¢ € C°(0,T), the space of arbitrarily often differentiable functions with compact support, since

ug, wy with corresponding xy, fulfill (2.76). According to the definition of weak convergence, we have that
for the following continuous linear functional on H! (0, T) it holds
T T d
li epdt = —p*pdt.
i, wen= [ e

Since the continuous part of the equation is bounded, we have that

T T T
i Pk - ; Pk - * P
elin e ()t = [t _emn (3) ot = [t () ot

by the dominated convergence theorem [36, Theorem 2.4.5|. Next, we have that
T

li dt
ol ], (o B peanp

T T
= lim </0 ((a + Bri) pr, — (o + Br*) p*) wrpdt + /0 (o + ﬁr*)p*wmpdt) .

K33k—o00

As (a+ pr) pr — (o + pr*) p* is bounded we have by the dominated convergence theorem [36, Theorem
2.4.5] that

T
lim (4 Bri) pr — (a + Br*) p*) wrpdt
K33k—o0 Jg

[T eplim (ot 8= 0+ 50008 widar —o

since wy, is bounded for any k € N, see [3, II Theorem 2.4 (i)]. Because wy, is weakly converging in L? (0, T),
we have that the continuous linear functional fOT (a+ Br*) p* - dt on L*(0,T) converges as follows

T

T
lim (o + Br*) prwypdt = / (o + Br*) p*w*edt.
K3>k—o0 0 0

Summarizing, we obtain that

T d .

_ x * p* ®\ ok, ok
0—/0 <dtp +¢&p ln(q*) + (a+ Br) p*w )sodt

for all ¢ € C$°(0,T). Then it holds that

d .

Dok ¥ p*\ *\ Kk

iy &p ln<q*) (a+Bri)p*w

due to the fundamental lemma of calculus of variation, see [49, Chapter 1 Lemma 3|, which means that
the first equation of (2.76) is fulfilled for (z*, u*, w*). Analogously we argue for the equations for ¢ and 7,
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that means for the second and the third equation of the right hand-side of (2.76). Consequently, we have
shown that our weak limits (2*, u*, w*) fulfill the constraint (2.76).

In the final step we have to see that this weak limit is a minimizer sought. Our objective J : C X
Uasd X Waa — R, (x,u,w) — J(z,u,w) is convex and continuous as a map from C x U,gy X Wyq to R for
the following reason. The convexity follows from the non-negativity of p, the convexity of norms and the
Jensen inequality, see |72, Proposition 824]. The continuity follows from the composition of continuous
functions [3, IIT Theorem 1.8] as follows. First we the composition of the norm and the square of a function
which are both continuous maps. Second we have that

Ilp1 — P2HL2(0,T)

T
= \// (p1 (1) = p2 (1))* dt < VT| max (p1 () — p2 (¢)) |
0 t€[0,T]

<VT e [p1 (1) = p2 (1) | = VT||p1 — p2llzo<(o.1)

and

[ (T) = p3 (1) |
=1 (P1(T) +p2(T)) (p1 (T) = p2(T)) [ < 2p (p1 (T) — p2 (T))

< 2p t) — t)| =2p — oo
< 2p max, Ip1 (t) — p2 (1) | = 2Pllp1 — p2llL=(0,1)

for any two solutions pi, pa of (2.76) which proves the continuity as a map from C to R of the terms of the
functional J which include p. Consequently the functional J : C X Uyg X Woq — R, (z,u, w) — J(z,u,w)
is weakly lower semi-continuous, see [95, Theorem 2.12]. Since the sequence ()¢, converges strongly
in C, it follows that the sequence (xk)kng also converges weakly in C with zp — x* for K3 3 k — oo,
see [95, Subsection 3.4.3]. This means we write (x,ug, wr) — (z*,u*, w*). Thus, since the subsequence
is still a minimizing sequence, we have that

inf J = i J = liminf J > J(z*, v, w*
(u,w)EléladXWad (z (u,w) , u, w) Kﬁl}grimo (Tk, Uk, W) K};rarlkgloo (Tg, ug, wi) > J (x*,u*, w")

where the first equality sign is true due to the discussion above and for the second equality sign we recall
that whenever a lim exists the corresponding liminf equals lim, see |3, Theorem 5.7|. This proves that
(x*,u*, w*) is a minimizer sought. O

Next, we show that our Assumptions A.1) to A.6) are fulfilled. For this purpose, we define the right
hand-side of (2.76) by

—épln (g) — (a4 Br)pw
[y u,w)=|[ (bq% — dq%) + (1 — ») (bp - dp%q) —yqu — (s + 0r) qw
—pr+w

with y = (p,q,7). We have that A.1) is fulfilled for f (y,u,w), h(p) = %pQ, F(p) = gpQ (T). Since
the function (y,u,w) — f (y,u,w), (y,u,w) — Dy f (y,u,w), (y,u, w) — Dyf (y,u, w) are continuous on
I x Ky x Ky, we have that A.2) and A.4) are fulfilled, see Remark 1. Since I is bounded, as shown in the
proof of Lemma 20, we have that A.3) and A.5) hold. Due to the twice continuous differentiability of h
and F'| we have that also A.6) holds. Because the control mechanism in the present model is bilinear, we
can adopt the calculation from Example 18 to show that (2.32) holds. Therefore the theoretical framework

of Section 2.2 and Section 2.3 holds for the presented optimal control problem (2.75) subject to (2.76).
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According to Section 2.2 the Hamiltonian is given by
H (t7p7 q,T, A17 )\27 A37 u, 'LU)
= 0%+ G + w? o+ pful + polwl = M (€p1n (2) + (o + Br)pw)
+ Ao (% (bqg — dqg) + (1 —3) (bp — dp§q> —yqu — (¢ + 0r) qw) + A3 (—pr +w)

and the corresponding adjoint equations are given by

AN =—6p+ A\ <£ln <§) +&+ (a—I—Br)w) — X2 (1 — ) ( - %dp_%q)
o = —Algg — 2 (¢ (Bbg 75 — 4dgt ) + (1= 30) (—dp? ) —qu— (s + or) w) (2.84)
X3 = A1 Bpw 4 Aadqw + A3p

with the terminal conditions

AL (T) = 9p(T)
o (T) = 0
A3 (T) =0

where p, ¢, 7,u and w fulfill (2.76). We remark, since our optimal control problem fulfills the Assumptions
A.1) to A.6), the adjoint equation (2.84) has a unique global solution on [0,77], see Theorem 55.
For our SQH method, the augmented Hamiltonian is defined as follows

K (6,0, 4,7, Xt w,,10) = H (,p,0,7, 01, Ao, Mgy, ) + € ((w (8) = @ (6) + (w (1) = @ (1))

where € > 0 and K : R(J]r x R? x R? x Ky x Ky x Ky x Ky — R. The pointwise minimum is given by

Uy + 2€

—tw + A1 (1) (a4 Br (1) p(t) + X2 (t) (s + 97 (1) g (t) — A3 (t) + 2ed (ﬂ))
Uy + 2€

u () = min (u, max (07 —tu + A2 () yq (t) + 2€t (2) ))

w (t) = min <w, max (0,

where the calculation is analogous as the one starting on page 166 in the Appendix.

For our numerical illustration, we choose the model constants from Table 2.4 and the following con-
stants. We have ¢ = 0.5, pt, = pty = 10* and vy, = v, = 5-10%, 6 = 3, 9 =1, T = 7, py = 8000,
go = 10000 and ¢ = 0 for the optimal control problem. For the SQH method, we choose k = 1077,
o =50, ¢ =0.15, 7 = 107" and the initial guess € = 1% and the initial guess for the controls u® = w° = 0.
Our step size dt = Ti)o and we use an explicit Euler scheme to solve the state and adjoint equation.
Algorithm 2.1 converges after 15 sweeps of Step 2 to Step 4 in 0.06 seconds. The results are depicted in

Figure 2.4 where about p (T') = 180, ¢ (T") = 5200 and the inequality

0 S (H (t,p,q,?", A17)\27)‘371'6711}) — min H(t7p7Q7r7 Al,)\Q,A?),U,'LU)) S 10_15

weKy

is fulfilled for 78% of the grid points where p,q,r, A1, A2, A3, u and w are the return values of the SQH
method. This result validates the convergence of Algorithm 2.1 to a solution to (2.75) that is optimal in
the PMP sense (2.16).
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Optimal states Optimal controls
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(a) On the ordinate we have the values for p and ¢ and on the (b) On the ordinate we have the values for v and w and on
abscissa, we have the time in days. the abscissa, we have the time in days.

Figure 2.4: Results from the optimal control problem (2.75) calculated by the SQH method.



Chapter 3

An SQH framework for PDE optimal
control problems

In this chapter, similar to [21, 22|, we discuss optimal control problems that are governed by partial
differential equations (PDEs), specifically elliptic and parabolic PDEs. We characterize an optimal solution
with the Pontryagin maximum principle (PMP) and perform the convergence analysis of the sequential
quadratic Hamiltonian (SQH) method with which we solve the PDE control problems in this chapter. In
order to give an overview over the considered problems we shortly list them below.

P.1) miny, J (y,u) = fQ 3 (y(2,t) — ya (2, 1)) + g1 (u (1)) dedt
subject to (y ( 7t) 7U> + D(Vy('at)uvv) = (u ('7t) 77})7 3/('70) = Y0, u € Ugg;

P.2) min,, J =[5 ( ya (€))% 4 g1 (u (x)) dz subject to (Vy, Vo) = (u,v), u € Upg;
P3) ity (3.) = fiy & (0 (2) = ya (00)91 (u (@) d subect to (T, Vo)-+(ug, ) = (F.0), w € U

P.4) miny, J (y,u) = o 5 (4 (@.6) = ya (2,1)* + 01 (u (@, 1)) dedt
SubjeCt to (y ( ’t) 7U) +D(Vy ("t) ,V’U) + (u ('7t)y('7t) ’U) = (f ("t) ,U), y(-,O) = Yo, U € Ugg;

P.5) ming, J (y,u) = [ 3 (y(z) — va (2))? + g1 (u (x)) dz subject to (Vy, Vo) + (v, v) = (u,v), u € Uyg;
P.6) min,, J fQ 5 ya (2)) + g1 (u (7)) dz subject to (Vy, Vv) = (u,v), y < &, u € Upyg;

P.7) miny,,, J = [oly(z) —ya(x) |+ g2 (u(x)) dx
subject to (Vy, Vo) + (max (y, 0),v) = (u,v), u € Uyg;

where, in all cases, we choose homogeneous Dirichlet boundary conditions and we take

z| if |z] > s
g1 (z) = 12 12 ,s >0 and g2 (2) =In(1+ |2|) (3.1)
0 else

with z € R. In the following, we use the notation varl < var2 which means that the variable varl is
replaced by var2 in the corresponding equation. Furthermore the LP-norm for a vector Valued function ¢

with n components s defined by €175 = i 16l 1Gllencz = (f G (2) =) see 5, Xed
for a definition with p € (0, c0).

69
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3.1 Parabolic and elliptic optimal control problems

In this section, we formulate classes of elliptic and parabolic optimal control problems. In order to
distinguish between the elliptic and the parabolic case, we introduce the index i € {e,p}, where e refers
to the elliptic case and p to the parabolic case. We denote Z. .= Q@ C R", n € N and Z, := Q x (0,7,
T > 0 where Q is an open and bounded domain. Further, we define a vector of controls u = (u1, ..., Up,)
where each uj, j € {1,...,m}, m € N, is an element of the following admissible set of controls

a

Ujd = {Uj € LY(Z;)| uj(2) € K[J] a.e. in ZZ-}

with K7, C R compact, ¢ > 2 and Uyg = UL, x ... x U™ Ky == K} x ... x K.
For our cases, we define
Uaa = {L? ()| u(z) € Ky a.e. in Q}

n

in the elliptic case where g > max (2, 5 + 1) and Ky C R is a compact set, specified later. Analogous we
define

Uga ={L7(Q)| u(z,t) € Ky ae. in Q}

in the parabolic case where @ = Q x (0,7') and we have that ¢ > § + 1 for n > 2 and ¢ > 2 for n = 2.
Also in this case Ky € R is a compact set, specified later.

Next, we formulate our PDE constraint (governing model) in weak form as in [45, page 296] for the
elliptic case and as in [45, page 351/352] for the parabolic case.

Consider the bilinear form for the parabolic case as follows: B : HxH x[0,T] — R, (y,v;t) — B (y,v;t)
where the function space H, a set of functions mapping Z; to R, has to be chosen accordingly. Then, the
weak formulation of a parabolic equation is given by

(y’ (+,t) ,U) + B (y,v;t) = /Qf (z,t,y,u)v (x)dr (3.2)

for almost every ¢ € [0,7] and all v € H where (-,-) is the L?(Q) scalar product, 3y’ = %y and f :
R" x Rf x R x Kiy — R. Notice that f(z,y,u) = f (2,9 (2),u(2)), 2 € Z;, whenever an argument of f
is a function instead of a number. We implicitly assume for the rest of this chapter that if functions do
not depend on time, we refer to the elliptic case and if we consider an elliptic equation, then functions do
not depend on time ¢. This implies in the elliptic case that (3’ (-,t),v) = 0 for all v € H. We require that
(3.2) is well defined and that there is a unique solution y : Z; — R, z — y (2) to (3.2), that means that y
fulfills (3.2) for almost all ¢t € [0,7] and all v € H.

Now, in view of this requirement, we consider P.1) to P.7) and define H = H} (Q) and yo € H{ () N
L () in the parabolic case where we also assume a smooth boundary for 2. For P.1), we have the
bilinear form Bj (y,v;t) == D (Vy (-, t),v) and the right-hand side f; = u where the model of P.1) has
a unique solution y € L? (O,T, H? (Q)) N L (O,T; H} (Q)), see [45, 7.1 Theorem 5]. For the governing
model of P.2), we have the bilinear form Bs (y,v) = (Vy, Vv) and the right-hand side fo = u where
the constraint of P.2) has a unique solution y € Hg (Q2), see [45, 6.2 Theorem 1] and [1, Theorem 2.14].
Analogously for P.3) with B3 := By and f3 = f — uy and for P.4) with By := By and f; = f3, we have
a unique solution for the corresponding constraint where we require that Ky C Rg and f € L1(Z;). In
P.5), the constraint for Bs := B; and f5 := u — y> has a unique solution y € H} (Q), see [29]. The case
P.6) is analogous to P.2) where we additionally require that y < &, £ € R. The constraint of P.7) for
Bg == By and fs := u — max (y,0) has a unique solution y € Hg (€2), see [31].

In the next step, we formulate our general optimal control problem as follows

minJ (5.0) = [ B (=) + g (0 () ds
) ZZ

S /CU vx X V. = X X ulx vlx X (33)
t. /Qy< ) (@) dz + B (y,v;1) /Qf( oy (@,t) u (e, t) v (@) d

u € Uyg
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where z := (z,t) for the parabolic case and z := x for the elliptic case. We assume J to be bounded from
below and require that (3.3) is well posed. In particular, we assume g : Ky — R, z — g (2) to be bounded
from below and lower semi-continuous analogous to Section 2.1.

We remark that, analogous to Chapter 2, in the case of an L?-L'-functional, existence of an optimal
solution to (3.3), denoted with (y,u), can be proved. This case is included in our framework presented
in this section. Notice that the scope of our SQH scheme and the corresponding framework is beyond
this case. For the purpose of this thesis, we assume the existence of an optimal solution to (3.3) in order
to focus on its characterization in the PMP framework and the convergence analysis of the SQH scheme
under the assumptions listed below.

Before we define the corresponding PMP necessary optimality conditions that a solution to (3.3) must
fulfill, we introduce the adjoint bilinear form B* : H x H x [0,T] — R, (p,v,t) — B* (p,v;t), where we
require that

B* (p,v;t) = B (v,p;t) (3.4)

holds for almost every t € [0,7] and all v € H. The adjoint equation for (3.3) is, analogous to |81, Theorem
2.1], defined as follows

—W@W@+F@Mﬂ=/

0 0
—h — — t — t d .
[ (5o ) hmston + g @t mgap () 001 (35)

with p(-,T) = 0 where y is the solution to (3.2) and p’ = %p. We require that there exists a unique
solution p : Z; — R, z + p(z) such that (3.5) holds for almost all ¢t € [0, 7] and all v € H. We remark that
for P.1) to P.5) it is shown in Section 3.2 that the corresponding adjoint equations are uniquely solvable.

Crucial for the PMP and later for the SQH method is the Hamiltonian H : Z; x R X Ky x R — R,
(z,y,u,p) — H (z,y,u,p) that is given by

H (z,y,u,p) = h(y) +g(u) +pf(zy,u). (3.6)
Now, we can formulate the necessary optimality conditions given by the PMP. If p is the solution to (3.5)
where 3 is inserted for y, we write y < ¥, and « is inserted for u, we write u <— u, then we have that

H(Z7g7a7ﬁ) :ng}glUH(z7g7w7ﬁ) (3'7)

for almost all z € Z;. Notice that we use the notation H (z,y,u,p) = H (z,y(z),u(z),p(2z)) whenever
an argument of H is a function instead of a number.

We additionally assume that a solution to (3.3) fulfills the PMP (3.7). For the analysis of the SQH
method, we make the following assumptions, that are used in the corresponding proofs. For this purpose,
we define the set I C R as the convex hull [10, Section 3.1] of the union of all images from each solution
y to (3.2) for any u € Uy, given by

I == conv{y (Z;) C R| y solves (3.2) for u € Uyq} .
The assumptions are given as follows.

A.1) The functions h : I — R, v — h(v) and f : I — R, v — f(z,v,u) are supposed to be twice
continuously differentiable for all ©u € Ky and for almost all z € K.

Furthermore, we require the existence of a constant ¢ > 0 such that the following holds
A2) 16yllz2(z < clldullrziz,), 19pll2(z) < clldull 2z,

A.3) The function f : Ky — R, u+— f(z,y,u) is Lipschitz continuous with |f (z,y,u1) — f (z,y,u2) | <
¢ ity | (u1); — (u2); | for any fixed y € I and z € Z;. That means the Lipschitz constant c is
independent of all z € Z;, all u € Ky and all y € I;
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A4) |pllee(z,) < c for any solution (y,u) to (3.2) for u € Uyg;
2 2
A5) Ha%f Cyyu) Iz < 6 H@a?f 5y, u) ooz < e Ha%gh(y) [ zoo(z,) < cforall y € I and u € Ky;

where dy = y1 — y2, du = u; — ug, Op ‘= p; — ps and ”(;UH%Z(ZU = Z;n:l H(SUJ-H%Q(ZU where (yg, uy),
¢ = 1,2, are solutions to (3.2) and (yg, ug, p¢) are solutions to (3.5) . Additionally we require the following.

A.6) The function f: I x Ky — R, (y,u) — f(z,y,u) is continuous for all z € Z;.

We remark that the Assumptions A.1) to A.6) are fulfilled by P.1) to P.5), see Section 3.4. The cases P.6)
and P.7) are not covered by our PMP characterization that is similar to [81]. Nevertheless, we show how
to apply the SQH method to these problems.

We can show that optimal solutions to our problems P.1) to P.5) can be characterized by the PMP
with an analogous calculation as in [81]. The next section is devoted to this purpose.

3.2 The characterization by the Pontryagin maximum principle

In this section, we formulate a class of optimal control problems, including P.1) to P.5), where a solution
to the corresponding optimal control problem (3.3) fulfills the necessary equation (3.7). For this purpose,
we choose H = Hg (). The argumentation in the present section is similar to the one in Section 2.2.
Therefore, we recall the definition of the needle variation of a function u* € U,4 that is given by
g (2) = U z € Sk (z0)NZ; (3.8)

u*(2) 2z € Z;\Sk (20)

where u € Ky and Sk, (29) is a ball centered at zp € Z; whose measure, denoted by |Sk (z0) |, goes to zero
for k to infinity.

We remark that the function ug € Uyq for all k € N, for all z € Z; and u* € U,q. This can be seen as
follows. The function ug = u*x7,\ 5, (29) T UX s} (z) 15 measurable for all k € N and 29 € Z; because the sum
and the product of measurable functions is measurable, see [36, Proposition 2.1.7| and the characteristic
function y 4 is measurable if and only if A is measurable, see [36, Example 2.1.2]. Consequently the needle
variation is measurable. The integrability is seen by

]2/2 <(Uk)j (z)>qdz = j:il/zi\sk(zo) ((U*)j (z))qdz + /Sk(zo)ﬂZi ujdz
Sé;(éh«ﬁb&nqw+%WSMmH>

where we have the Li-integrability since u* € U,q and u; are real numbers for all j € {1,...,m}. As the
image of the needle variation is in Ky almost everywhere the needle variation it holds uy € LY (Z;).

Also in the PDE case we define the intermediate adjoint equation, analogous to [81, (22)] which is
needed for the PMP characterization, by

(3.9)

(7 020) B Goost) = [ (Bl + F @t ) p @) v@ds (310

with p(-,7) = 0 where y; is the solution to (3.2) for u < wuq, yo is the solution to (3.2) for u < wuz and
S 05
p' = z;p with

1
= 0
f(-%',t, y17y27u1) ::/0 aiy (x7t7y7u1) ‘y292+9(y17y2)d9
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and
y1,y2 / ay |y y2+0(y1— yz)da

Also, we require that there exists a unique solution p : Z; — R, z — p(z) such that (3.10) holds for almost
all t € [0,7] and all v € H. This implicitly includes that f and h are well defined for any solution yi, yo
to (3.2) for uy,us € Uyg.

In the next step, we have to the following lemma, analogous to Lemma 3, which is used for the PMP
characterization of a solution to (3.3).

Lemma 22. Let (y1,u1) and (y2,u2) solve (3.2). Then, it holds that
J (y1,u1) = J (y2,u2) :/ H (z,y2,u1,p) — H (2,y2,u2,p) dz
Zi

where p solves (3.10).

Proof. Because of the continuity of f and h in the state argument, we apply the fundamental theorem
of calculus [4, VI 4.13] and thus we obtaln pomt\mse

f (Z,yl,m) —f (2,y27u1) =f (2,y2 + 9(?91 - y2) 7U1) |9=1 —f (2792 +0 (y1 - y2> 7“1) |0=0
1
o .
= /0 Giyf (z,9,u1) |y:y2+9(y1—y2) (1 —y2)dO = f (2,91, y2,u1) (Y1 — ¥2)

with the chain rule [4, VII Theorem 3.3]. Analogously, we have

h(yr) = h(y2) = h(y1,92) (h1 = y2) -

Next, we obtain

T (o) = I () = | ) 9 ()~ (32) — g (1)

= /zih(w) +g(u1) = h(y2) +h(y1) — h(y2) — g (u2) + pf (2,y2,u1) — pf (2, y2,u1) dz
/ pf (2,y2,u2) — pf (2,92, u2) dz
/ H (2, 2,01, 5) — H (232,13, 5) + b (1) — h () d2
/ B (o) — (2o un) + f (5, w) — £ (2,0, 1)) d

=/ H (z,y2,u1,p) — H (2, y2,u2, p) + (B(?/l y2)+15f(2,y1,y2,U1)) (y1 — y2) dz
/ B (22 y2,u2) — f (2,1, 01)) dz

= /ZiH(z,yz,m,ﬁ) — H (2,2, u2,p) dz+/0T —p' (y1 — y2) + B* [D,y1 — y2; t] dt

- [k Bl s - Bl

Z/ZiH(z,yz,m,ﬁ) —H (20,1, 5) de

where we use the partial integration [95, Theorem 3.11] in the third to last line and (3.4). O
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Lemma 23. Let u* € Uyq and u € Ky. Furthermore let uy be defined as in (3.8) for all k € N and yy,
be the solution to (3.2) for w < uy. Let y* be the solution to (3.2) for u < u*, p* be the corresponding
solution to (3.5) for y < y* and u < u* and py be the solution to (3.10) with uy < uk, y1 < yr and

yo < y*. If
Jim lpr = pl e (z,)

and f is bounded on Z; x I X Ky, then the following holds

1
kinolo ’Sk (ZO)’ ( (ykvuk’) (y y U )) (Zvy y Uy P ) (Zvy yU P )

for almost all 2y € Z;.

Proof. With Lemma 22, we have
‘](ykauk) - J(y*7U*) - / H(Zay*7uk7pk) - H(Zvy*aqjkapk) dz
Z;
=/ H (z,y",u,pr) — H (2,y%,u", p) dz (3.11)
Sk(ZO)ﬂZ‘
- / H(Zvy*7u7p*) - H(Zay*7U*7p*) + (pk _p*) f (Z7y*au) + (p* _pk) (f (Zay*7U*)) dz.
Sk(ZO)ﬂZ
We multiply both sides of (3.11) with ERED]] ( ol and apply the limit for k£ to both sides. Then we obtain
1 * * * > * * *
lim 7(J(yk7uk) _'](y y U )) :H(Z,y y Uy P )_H(Zvy yu ,p )

k—o0 ’Sk (Zo) |

because with our two requirements that it holds limy . [|[px — p*[|ze0(z,) and that f is bounded on Z; x
I x Ky, we have that

1
lim pr—p) f(y",u)dz
R 19 ) Sy, B 77T W0

1
< l —p° o % 9 *7 d — 0
< lim (HPk pillc S 0) | Jsy o |fi (29" u) | Z)

and analogously

lim p*—pk) f(zy"u")dz[ =0
k—o0 |Sk (Z(])‘| Sk(zg)ﬁZi( ) ( ) |

for almost all zg € Z; considering the limit rules [3, II Remark 2.1 (a)], [3, II Theorem 2.4], [3, Theorem
1.10] and the mean value theorem [15, Theorem 5.6.2]. We remark that the union of countably many null
sets is a null set, see [5, IX Remark 2.5 (b)]. O

Remark 24. For the proof of Lemma 23 it is sufficient that z — f (2,y(z),u (2)) is locally integrable for
all y solving (3.2) and any u € U,q. However, using the boundedness of f on Z; x I x K is reasonable for
our purpose since it is fulfilled for P.1) to P.5) as Z;, I and Ky are bounded. Especially the boundedness
of I is shown below.

Now, we have the following theorem that characterizes a solution to (3.3).

Theorem 25. Let (y,u) be a solution to (3.3). Then under the assumptions of Lemma 23 it holds that

H(Z7g’ﬂaﬁ) - wnel}?UH(z va p) (312)

for almost all z € Z; where p is a solution to (3.5) with y <— y and u <+ a.
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Proof. As we have that J (g,a) > J (y,u) for all (g,a) solving (3.3) with @ € U,q, we especially have that
J (Y, ug) > J (9, ) (3.13)

for any solution (yg,ug) to (3.2) as ug € Uyq. This can be seen as follows. The sum and the product of
measurable functions is measurable, see [36, Proposition 2.1.7]. The needle variation (3.8) can be written
as Uk = U X 7,\Sy(z0) T UXS(z0)nz;- Oince the characteristic function x4 is measurable if and only if A
is measurable, see [36, Example 2.1.2| the needle variation is Lebesgue measurable, since Z;\Sk (z0) and
Sk (z0) N Z; are Lebesgue measurable, see [36, Theorem 1.3.6]. Furthermore it holds pointwise uy € Ky
almost everywhere and thus we have by

Z /ZZ <(Uk)j (Z)>q - ng ~/Zi\Sk(ZO) <(u*)] (Z)>q dz /Sk(zo)ﬂZi U?dz
3 (i)

i

the LY-integrability since u* € U,q and u; are real numbers for all j € {1,...,m}. Then we have from
(3.13) that it holds J (yg, ux) — J (g,u) > 0 and consequently m (J (yg,ug) — J (g,u)) > 0. Thus we
obtain

. 1 _ o o
0< lim ————— (J (ykvuk) - ‘](ya U)) =H (Zoaya u,p) - H(Zoay)u7p)v (314)
k—oo | Sk (20) |

see Lemma 23 and |3, II Theorem 2.7| for almost all zp € Z;. From (3.14) and by renaming z( into z, we
conclude that H (z,y,u,p) < H (2,9, u,p) for almost all z € Z; and all u € Ky which is equivalent to

H(Z?g7ﬂ7p) :u}IIG-l}glUH(Z7:g,w7p)'

O]

For the last part of this section we denote with wuj the needle variation defined in (3.8) and yj the
solution to (3.2) for u <— uy as well as p* the solution to (3.5) with y < y* and u < «* where y* is the
solution to (3.2) for u < u* € U,q. Furthermore we denote with pj the solution to (3.10) with u; < ug,
y1 < yr and yo2 < y*. Summarizing if we can show that (3.5) and (3.10) are uniquely solvable and
limy o0 [[pk — P* || Loo(2,) = O for almost all zg € Z;, then we have that Theorem 25 holds for a solution to
an optimal control problem of the class (3.3).

We remark that a general proof of the PMP characterization of solutions to an optimal control problem
constraint by semi-linear parabolic PDEs can be found in [81].

Next, we specify our cases. We use that Ky C R is a compact set and for the bilinear cases, that
means P.3) and P.4) in addition Ky C Rj. Furthermore, we have that

Uwg={ue Ll(Z;)| u(z) € Ky}

and ¢ = 2 for n = 1 and for n > 2 we have ¢ > 5 + 1 in the parabolic case. In the elliptic case we have
q=2forn=1and ¢ > § + 1 for n > 2. Then we require that yq € L9 (Z;). For P.1) to P.5), we start
to argue that I is bounded. This is in fact the case considering Theorem 64, Theorem 65, Remark 61,
Theorem 59 and Theorem 60.

Next, we define the following terms. If we write the “linear case”, we refer to P.1) and P.2). If we write
the “bilinear case”, we mean P.3) and P.4) and if we write the “non-linear case”, we refer to P.5). Now we
formulate the corresponding adjoint equations according to (3.5) where we always have that p (-, 7) = 0.
In the following of the section, we have that D > 0 for the parabolic case and D = 1 in the elliptic case.
For the linear case, we have

— (p’ (-, 1) ,U) + D (Vp(-,t),Vv) = /Q (y (x,t) — ygq (z,t)) v (z) d. (3.15)
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For the bilinear case, we have

— (@' (~1),v) + D(Vp (1), Vv) = /Q ((y (2, 1) = ya (z,1)) —u(z,t)p(z,1)) v (z)de (3.16)

and for the non-linear case, we have

(Vp, Vo) = /Q ((y (2) = ya (x)) = 3y* (x) p (2)) v (2) da. (3.17)

Next, we formulate the intermediate adjoint equations according to (3.10) where p(-,7) = 0. For the
linear case, we have

0.0+ D090 = [ (Fonn ) - wen )o@ @)

For the bilinear case, we have that

- (]3/ (‘775) 7U) +D (Vﬁ (‘775) ,VU) = /Q (; (yl (xvt) + Y2 (xvt)) — Yd (x’t) —u (x,t)p(x,t)) v (x) dx

(3.19)
and for the non-linear case we have

(Vp, Vv) = /

(500 @) 41 0) ~ 0 (2) — (0 @) 410 (@) (@) 41 @) (@) 0 (@) (320

where it holds that
1
0< /O 3 (y2 () + 60 (y1 () — 2 (2)))*d0 = 47 (z) + p1 (2) y2 () + v (x) .

Since y,y1,y2 € L (Z;) for P.1) to P.5), see discussion above starting on page 75, and with [1, Theo-
rem 2.14], we have that (3.15) and (3.18) admit a unique solution in Hg () for the elliptic case or in
L? (0, T, H? (Q)) N L™ (O, T; H} (Q)) in the parabolic case, respectively, with analogous arguments as in
the discussion about the linear case for the state equation (3.2), see Section 3.1. The other cases, that
means (3.16), (3.17), (3.19) and (3.20), can be discussed as the bilinear case for the state equation (3.2)
since u,u1,y? > 0 and 9% (z) + y1 (x) y2 (z) + 3 (z) > 0 where we also have a unique solution in Hg (€2)
for the elliptic case or in L? (0, T, H? (Q)) N L™ (O, T; H} (Q)) in the parabolic case, respectively.

For the same reason, the corresponding results Theorem 64, Theorem 65, Remark 61, Theorem 59 and
Theorem 60 also hold for (3.15) to (3.20) and thus we have the corresponding boundedness results for the
adjoint and intermediate adjoint variable.

Since |u — u*|? is integrable on every ball that is contained in Z;, we have that

I w9, = i —u* (2) |%dz = i —u* (2) |%d
Jir b=y = fr [ b= s i [ 9l
1
= lim S (zo)/ lu —u* (2)|9dz
k—oo Sk (ZO) Sk(ZO)ﬂZi

1
= lim Sj (2¢) lim / u—u*(2)%dz
k—o0 ( )k—>oo Sk (Zo) Sk (20)NZ; ‘ ) ’

=0-fu—u”(2)"=0

for almost all zy € Z; according to the mean value theorem [15, Theorem 5.6.2] and the limit rules [3, II
Theorem 2.4].
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Next we prove the condition
klim P — P*l| oo (z,) = 0
—00

for almost all zg € Z; for P.1) to P.5). We start proving that in the linear, in the bilinear and in the
non-linear case we have that

kg{.loﬂyk Y || Loe (22

for almost all zp € Z;. This is proved by subtracting the corresponding state equation (3.2) for u < u*
from (3.2) for u < ug. In the linear case we have

<(yk —y*) ,U) +D(V(yr —y*), Vv) = (ug, — u*,v)

where we obtain with Theorem 59 in the elliptic case or Theorem 64 in the parabolic case that limy_, o [|yx—
Y*|| Lo (z,) = 0 for almost all 2o € Z;. For the bilinear case, we that

(e =y 0) + DV @ = y"), Vo) + (wign — 'y, v) = 0
which is equivalently given by
(e =) 50) + DT (g = y"), Vo) + (e (g = 7)) = (4" (0" = i) )

where we have according to Theorem 60 in the elliptic or Theorem 65 in the parabolic case with f — u*—uy
that limy oo [[yx — ¥*[|Loe(z,) = O for almost all 2o € Z;. In the non-linear case we have that

(V (= v, Vo) + (= ()% ) = (g = ', 0)

which is equivalently given by
1
=) Vo4 ([ 307400 -0 =) 0) = (i = 00)
using the fundamental theorem of calculus [4, VI 4.13] for 0 — (y* + 0 (yx — y*))®. Since

1
/ 3(y" +0 (g — y"))2d6 > 0,
0

we have by Remark 61 for y < yx — y* that limj_, [|[yx — y*||L> (@) = 0 for almost all 2o € Z; in the
non-linear case.

In the next step, we prove for the linear, the bilinear and the non-linear case that limy_ o ||prx —
P*||zoe(z,) = 0 for almost all 29 € Z; where we have that p < py. In the linear case, we have that

- ((pk —p) ,v> +D(V(px —p"),Vv) = <; (e — y") ,v>

where we have with the same argumentation as above that limg oo ||pr — p*||1eo(z,) = 0 for almost all
20 € Z; where we use that limy o [|yx — 4[| Loo(z,) = 0 for almost all z9 € Z; and [1, Theorem 2.14]. In
the bilinear case, we have that

— (e =9 0) + D(V (= "), Vo) = (; (v — y") = wpn + u*p*)

which is equivalently given by

- ((Pk —p*)',v) +D (V(pr —p"), V) + (ug (pr — p*),v) = (; (yr —y") +p" (u” —Uk),v) :
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By using the triangle inequality [36, Proposition 3.3.3], we have with an analogous discussion as for the
difference of the state equations that limy o [[px — p*||pec(z,) = 0 for almost all 29 € Z; in the bilinear
case. In the non-linear case, we have

(V(px —p%),V
1 1
=<2 Ye — Y /3y+9 e — "))  dopi + 3 (y p,v>
0
1 1 ! E * 2 * *\2 ok
=5 Wy /0 3y +0 (e —y))” d9(pkp)/0 3y +0(ye —y")) dop" +3(y")"p*, v
1 ! *\\2 * ! * *\\2 *\2 *
~ (=)= [ 30 0= )~ [ 30 0=y 30 e
1 * * * ! * * * *
= (300 [ 307+ 00— P )~ [ 600 )+ =y 0

which equivalently gives

(V(pr —p"), Vo) + (/013(y* + 0 (yr —y*))2d9(pk—p*),v>
= <<; +3y*> (i —¥") + (yk —y*)2w> :

With the triangle inequality [36, Proposition 3.3.3] and that since yx —y* € L (Z;) the function y; —y* €
L?%(Z;), we obtain from (3.21) that limj_e ||[pr — p*|| 1oc(2,) = 0 for almost all zg € Z; in the non-linear
case with Remark 61 and [1, Theorem 2.14].

(3.21)

3.3 Convergence analysis of the SQH scheme

In this section, we discuss convergence of the SQH scheme in the PDE case to a PMP solution. For this
purpose, we define the following augmented Hamiltonian

K (z,y,u,v,p) = H (z,y,u,p) + € (u(z) —v (z))2 (3.22)

where K. : Z; x R x Ky x Ky x R — R with € > 0 and

(u(z) —v( :Z uj () —v; (2))2.

J=1

We use the notation K (z,y,u,v,p) = K. (2,y(2),u(z),v(z),p(2)) whenever an argument of K, is a
function instead of a number.

The SQH scheme is implemented as follows.
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Algorithm 3.1 (SQH method)

1. Choose € >0,k > 0,0 >1,¢ € (0,1), n € (0,00), u® € Uyg, compute y° by (3.2) for u < u° and p°
by (3.5) for y + " and u < u?, set k + 0

2. Choose u € Ky such that
K. (z,yk,u,uk,pk) < K, <z,yk,w,uk,pk)
for all w € Ky and all z € Z;
3. Calculate y by (3.2) for v and 7 := ||u — ukH%Q(Zi)

4. It J (y,u) — J (yk,uk) > —n7: Choose € < o€
Else:
Choose € « (e, yF*
k+—k+1

by, o 4w, caleulate pFt by (3.5) for y <= ¢FT and w < uFT, set

5. If 7 < k: STOP and return u*
Else go to 2.

The controls u obtained in Step 2 of Algorithm 3.1 are measurable for all the problems considered in
this thesis. For a detailed discussion about the measurability of u, obtained in Step 2 of Algorithm 3.1,
see the Appendix page 166 and the following pages.

The description of the single steps of Algorithm 3.1 is as in Section 2.3 for the ODE case. In particular,
Lemma 7, which says that K. attains a minimum, holds analogously in this case. Also the next lemma
has an equivalent in the ODE case, which is Lemma 11. However, since the assumptions in the present
chapter differ from Chapter 2 the proof is different and that is why we present it here.

Lemma 26. Let (y,u) and (yk,uk) be generated by Algorithm 3.1, k € Ny, denote du = u — u*. Then
there is a 6 > 0 independent of € such that for the € > 0 currently chosen by Algorithm 3.1, the following
holds

T (yow) = T (v,0*) < = (= 0) oulEaz,
In particular, J (y,u) — J (yk,uk) <0 fore> 9.

Proof. We define (6u)? == >oiny (duy (2))%, 6y ==y (2) —y* (2) and 8p == p (z) —p* (2) where p is calculated
by (3.5) for y and w. Furthermore, to save notational effort, we note H = H (z,y,u,p) or H¥ =
H (z, yk,uk,pk) and drop the functional dependency of the functions y,4*, u, u*, p and p* as well as we
write f == f (z,y,u), f¥ = f (z, yk,uk), hE=h (yk) and h == h (y) for all k£ € Ny. We use from Algorithm
3.1 that w is determined such that

K. (z,yk,u,uk,p’“) < K. (z,yk,w,u’“,pk)
for all w € Ky and thus it holds in particular that

K. (z,yk,u,u'“,p’“> < K, (z,yk,u'“,uk,p'“) =H (z,y’“,uk,pk>
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for all z € Z;. We start the proof as follows

J(y,U)—J(yk,uk) Z/Z_h(y)+g(U)—h(yk) —9(uk)dzz/ZVH—pf—kaLp’“f’“dz

/H H(zy up)—i—H(zy up>+e(5u) — H* — e (6u)? dz

(3.23)
/ opfdz —/ ((531)',1)’“) +B (5y,pk;t) dt
T
< / H-H <z,yk,u,pk> — e (0u)*dz —/ dpfdz —/ ((5y)/,pk) + B <5y,pk;t) dt.
Z; Z; 0
Next, we estimate the term
T
!/ H-H (&yk,u,pk) dz —/ Spfdz —/ ((53/)',1?'“) +B (d%pk;t) dt|.
Z; Z; 0
For this purpose, we first consider
T
| Gon)+ BGudmtdt= [ (£ )~ 1 (200)) o
0 Z;
which can be estimated as follows
! ko k
I/O (6y',6p) + B (by, op; t) dt| S/Z |f (z,y,u) — f (z,y U ) ||6pldz
=/ If (z,y,u) — f (z,y’“m> +f (z,y’“,U) —f (zjy’“,uk> ||6p|d=
(3.24)

/ / 5 o) - y)|de|5yr|6p|+c§j|6uj||ap|dz

7=1
10yl L2z 0PIl L2 + clloull L2 z,)16pl 122,

<c
< (S +cP)| |5uHL2(Z

using the fundamental theorem of calculus [4, VI 4.13| for 0 — f (z, v+ 6 (y — yk) ,uk) and Assumption
A.2), Assumption A.3), Assumption A.5) and the Cauchy-Schwarz inequality |2, Lemma 2.2]. Using the
Taylor formula [4, VII Theorem 5.8] and with the symmetry of the second derivative [4, VII Theorem 5.2|,
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we obtain by (3.24) the following

|/.H—H<z,yk,u,pk) dz—/lépfdz—/T ((5y)/,pk> —i—B(éy,pk;t) dt|

T
I/ H—H (z,y — dy,u,p — 5p)dz—/ 5pfdz—/ <(5y)’,p"’> +B<5y,p'“;t> dt|
0

1 9* 82
= | / —Hoy —|— H(?pdz - = 8 (5y) apHéyépdz + / Ry (H,y,p;0y,dp)dz
—/ Spfdz —/ ((5?;)'719’“) +B <5y,pk;t> dt|
1 0? 0?
] hdy try, f(5y + fopdz — - a9 —h —i—pa 5 (6y)? + foéyépdz (3.25)

T
/ Ry (H,y,p; 8y, dp) dz—/ 5pfdz—/ ((5y)'7p’“) +B(5y,pk;t) dt|
0
T
I/ ", 6y) + B* (p, oy; )dt/ ((51/)',29’“) +B(5y,pk;t) dt
0
1 0? 0” .
- = 9 2h+pa f) (6y)? +2*f5y5de+ Ra (H,y, p; dy, 0p) dz|
9., 3
< <C2 + 503 + 204> H(SUH%?(Zi)

where we use the partial integration rule [95, Theorem 3.11|, the Cauchy-Schwarz inequality |2, Lemma
2.2] in the last inequality for the term |, z, 26% foydpdz and that the Taylor remainder Ry (H,y, p; 0y, op) is
estimated by the remainder formula [4, VII Theorem 5.8] and the boundedness of the second derivatives
analogously to the calculation which are done for the second derivatives in (3.25). Combining (3.23) and
(3.25), we obtain

J(ZU,U)—J(yk,uk)
S/ZiH_H<Zayk,u,pk) —6(5u)2dz—/2i5pfdz—/0T <5y/,pk> +B(5y,pk’) "

k k T . . 2
S‘/ZiH—H(Z,y y Uy P )dz—/Zi5pfdz—/O <5y,p)+B<5y7p )dt|_/zi6(5u) dz

9, 3
< <02 + 5(3‘5 + 264) H57~‘JH%2(21-) - /Z e(du)?dz= (0 —¢) H5“H%2(zi)

where 6 = 2 + %03 + %04. OJ

For the investigation of the sequence (yk)k €N and (uk) keNo generated by the iterated Steps 2 to 4 of
Algorithm 3.1 (no stopping criterion), Lemma 12, which says that Algorithm 3.1 stops if an iterate u”
optimal in the sense of (3.7), and Theorem 13, stating a minimizing property of the sequence (uk)k Ny’
hold in the corresponding form as well in the PDE case.

Next, also in the present case, we have the requirement that for any iterate u*, k € Ny and for any e
chosen by Algorithm 3.1 there exists an r > € such that

2
K. (z,yk, uk+1,uk,pk) +r (w — (z)) < K, (z,yk,w,uk,pk> (3.26)

is fulfilled for all w € Ky and for all z € Z;. We show in Lemma 28 that this condition is always satisfied
for P.1) to P.5) with some further assumptions.
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The next theorem has also an equivalent in Section 2.3, which is Theorem 14. Due to some differences
in the requirements in the PDE case compared to the ODE case we give the proof of the following theorem.

Theorem 27. Let the sequence (u"),cy, be generated as in Algorithm 3.1 (loop over Step 2 to Step 4)
and let (3.26) hold. Then for any subsequence (uk)keK’ K C Ny with the property

. k _ o
Jm flu® =l g2z, =0
1t holds that u € Uyq and
H(Z7g7ﬂap) - min H(Z7g7w7ﬁ)
we Ky

for almost all z € Z; where § solves (3.2) with u < @ and p is the corresponding adjoint variable solving
(3.5) for y < g and u < 4. . o

Furthermore, for almost each z € Z; and any u > 0, there exists an indexr set K C K and a k € K
such that

H (z,yk“,uk“,pk“) <H (z,yk“,w,pk“) + (3.27)

for allw € Ky and for all k > k with k € K.

Proof. We construct a subsequence having all the properties that we need for the proof. By [6, Proposition
3.6, Remark 3.7|, we have that there exists an index set K; C K such that

. k _ . k _ . k _
lm ut(z)=d(z),  lm y7(z)=7(2) and  lim p7(z) =p(2)
for almost all z € Z; due to limy_.o [|Ju* — 1| r2(z;) = 0, Assumption A.2) and since any subsequence of a
converging sequence also converges, see [3, IT Theorem 1.15].

The iterates u¥, k € K; are measurable, see the discussion below Algorithm 3.1. Thus @ is measurable,
see [5, X Theorem 1.14]. Since u* (z) € Ky for almost all z € Z; we have that @ (z) € Ky for almost all
z € Z;, see |3, Il Theorem 2.7|. Since Ky is bounded we have that @ € U,q because @ is integrable.

Because Theorem 13 holds analogously for the PDE case from which we have

Tim [lu™ — |2z = 0,
we have
Kllailggoo [u* ! — w2z = 0
since u**! is the following element of u* in the sequence (u"),en,- Consequently by [6, Proposition 3.6,

Remark 3.7], we have a subsequence Ky C K; such that

lim o (2) =¥ (2) =0

K23k—00 (2) (2)

for almost all z € Z; where all the other properties above remain since any subsequence of a converging
sequence also converges, see [3, IT Theorem 1.15]. From this we can also conclude that

lim wf(z) = dim () - (2) +lm et () = 3.28
i e (z) = m(wt(2) —ut(2) )+ lim ot (2) =4 (2) (3.28)
for almost all z € Z; where we use the calculation rules for the limit [3, II Theorem 2.2]. Analogous
we have with Assumption A.2) another index set K3 C K3 such that lim g,k 00 ¥¥7 (2) — y¥ (2) = 0,
lim g, shs00 PP (2) — pF (2) = 0 and thus

Gim ) =g() and | lim p () = p(2)
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for almost all z € Z;.
As the control u*, k € K3 is an element of (u™)
such that due to (3.26) the following holds

2
for all w € Ky, for all k € Ny and all z € Z; which is equivalent to

H (z, yk,uk+1,pk) +e (uk'H (z) — uF (z)>2 +r <’w — (z)>2 <H (z,yk, w,pk) +€ (w —uF (z))2
(3.29)

neNg» the control u¥ is determined by Algorithm 3.1

Now, we consider (3.29) where it also holds due to our assumption r > € that

H (z, yk,uk+1,pk) +e (uk'H (z) —uF (z)>2 +e (w — uFt! (z)>2 <H (z, yk,w,pk> +e (w —uF (z))2

and thus by inserting

(w — ! (z))2 = <w — P (z)>2 + (uk (t) — ub+? (z)>2 +2 (w —u” (Z))T <uk (2) — uFt! (Z))

we obtain
2 T
H (z,yk,ukJrl,pk) + 2¢ (uk+1 (z) —u” (z)) + 2¢ (w — (z)) (uk (z) — uftl (z)) <H (z, yk,w,pk>
(3.30)
for all w € Ky, for all k£ € Ny and all z € Z;. Then (3.30) is equivalent to
2
B(s5 () +9 (W (2)) + 05 () £ (05 054 ) 4 26 (4 (2) =t (2) )
3.31

+ 2€ (w —uF (z))T <uk (z) — ubt? (z)) <h (yk (z)) +g(w)+p*(2) f (Z,yk,w>

for all w € Ky, for all k € Ny and all z € Z;. Next, we have that ¢ is bounded from below by 0 and
from above by o (1 + 6) analogous to the proof of Theorem 14. The boundedness of € guarantees that the
corresponding terms go to zero for k to infinity, see [3, Theorem 2.4, Theorem 6.1] since u* (2) — u*+1 (2)
converges pointwise for £ € K3 and (w —uF (z)) is also bounded as w,u* € Ky for all k € Ny. This
connection is exploited in the next step. Since g is lower semi-continuous, we apply the liminf on both
sides of the last inequality (3.31) with & € K3 and recall that whenever a lim exists the corresponding
lim inf equals lim, see |3, Theorem 5.7] and the calculation rules for a sum of liminf [43, Theorem 3.127].
Further, we set u**1 (2) = a**! = @ = @ (2) for K3 > k — oo and we have

A k+1 — Tim 1Y > o (a) — o (i
dmint g (1 () = fimint g (o) 29(@ = 9(a2)

for almost all z € Z;. We obtain for the left-hand side of (3.31) the following

lim inf <h (yk (z)) +g (uk+1 (z)) +p"(2) f (z, y*, ukH) + 2¢ (uk+1 (z) —uF (z)>2

K33k—o0
" k1 _ _ _ - o
+2¢ (w—u* () (u(2) — <z>)) > h(§(2) +9 (@) +5(:) f (2:5,8) = H(=,5.7,5)
where we use the continuity of f according to Assumption A.6). For the right-hand side of (3.31), we have

timinf (h (4 (2)) +9 @)+ ) f (2950)) = tim (0 (45 (2) +gw) + 05 ()1 (505 0))

K33k—o00 K3>k—o00
=h(y(2) +gw)+p(2) f(z,7,w) = H(2,7,w,D)
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where we also use the continuity for f, see Assumption A.6) and recall that differentiable functions are
continuous, see [78, 1 The Rules of Differentiation|. Consequently, we obtain the optimality condition

H(Z7g7ﬁ7ﬁ> S H(Z,g,w,ﬁ)

for all w € Ky and almost all z € Z;.
In order to prove (3.27), we consider (3.29) inserting the assumption r > € and obtain

H (Z,yk—&-l’ukﬂ-l’pk—&-l) <H <z’yk+1,w7pk+1)
+ ‘p’“ (2) f (Ay’“,uk“) — P (2) f (z,yk+17uk+1)‘

- ‘pk (2) f (zykw) (=) f (z,y’““,w)‘

((w — ¥ (z))2 — (ukH (z) — u¥ (z))2 — (w — yhtt (z))2>

by adding and subtracting corresponding terms. Now, by continuity, especially Assumption A.6) and
k € K = Ks it follows the result (3.27) where the last three terms in (3.32) are smaller than any given
p > 0 if k is sufficiently large using the boundedness of € and [3, Theorem 2.4, Theorem 6.1]. O

(3.32)

+e€

We remark that an analogous result corresponding to the corollary on page 42 also holds in this case
and states the existence of an iterate within the sequence of iterates of Algorithm 3.1 which fulfills the
PMP optimality condition for any given tolerance.

In the next lemma, we see that for a further assumption (3.26) is fulfilled. We remark that Example
17 and Example 18 also hold in the present PDE case with an analogous calculation which shows that
(3.26) is fulfilled for L2- and L!-cost functionals.

Lemma 28. We consider an augmented Hamiltonian given by

8]
K (z,y,u,v,p) = §u2 +g(u) +pf (2,y) +e€(u—v)?

where we only include the terms depending on u and ug < u < up, uqg < 0 < up, with a > 0,

e :=5{’“ =

0 |u/<s’

s,B > 0. If for all iterations u*, k € Ny, generated by Algorithm 3.1, it either holds that |u*| < s or
uk| >0 > s with § (s — 0)? — Bs > 0, then (3.26) is fulfilled.

Proof. In Algorithm 3.1, we have K, (z, Yk, uk uk,pk) with K, (Z, TaRTaans uk,pk) < K, (z, vk, w, uk,pk)
for all w € K. We show that (3.26) is fulfilled for all w € Kp;. We assume w # u**! because in the case
w = u*t! we have that

Ke (27 yk7uk+17uk’pk> S KE (Z’ yk7w7 uk’pk> (3'33)

is fulfilled with equality. For u**1, we have three cases, s < w1 < wy, |u¥+1| < s, w, < ¥+ < s where
each is discussed in the following.
If s < uFt1 <y, then we have, analogous to Example 17 or Example 18, that

pkf (yk) = 2eu” — 2euftt — - 8 (3.34)

and N N N
9 _ _
Nt ¥ AU ) (3.35)
a+ 2e¢
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Then we have from (3.33) that
k1) k+1 .,k kY, k+1 k1l k)2 k1)
(u+ +Bu++pf(y)u++e(u+—u>+r<w—u+)
2
w2+g(w)+pkf<yk)w+e(w—uk)
which is equivalent to

r (w —uk+1)2 < (% -l—e) <w —uk+1>2 +g(w)— pw

inserting (3.34). Now if we choose r = €, we have
2
0< % (w - uk+1> + g (w) — Pw. (3.36)

If w > s, we have that g (w) — fw = pw— Pw = 0. If w < 0, we have that —fw > 0 if additionally w > —s
or we have that —fw — Sw > 0 if additionally w < —s. If 0 < w < s, we have that (w — uk+1)2 > (s— 0)2.
Due to our requirement that § (s — ¢) — 85 > 0, we have that (3.36) is fulfilled. Similar to Example 17 or
Example 18 the same arguments hold for the case that w1 = w,.

If u, < uf*!t < —s, the discussion results also in (3.36) except that we have g (w) + fw instead of
g (w) — pw. If w > 0, we have that fw + fw > 0 if w > s or we have that fw > 0 if in addition w < s. If
w < —s, we have that g (w) + fw = —pw+ pw = 0. If —s < w < 0, we have that g (w)+ pw = fw > —fs
and (w — uk+1)2 > (6 — s)%. Due to our requirement that S (s— 0)? — Bs > 0, we have that (3.36) is
fulfilled. Analogous to the case where u**1 = w; in Example 17 or Example 18, the discussion holds for
the case u*t1 = u,.
If —s < u**! < s, then we obtain with the same calculations that

2
0< % (w - uk+1> + g (w) (3.37)
which is always true as g(w) > 0 for all w € Ky. The cases uft! = s or ! = —s result also in

(3.37) with analogous arguments as above or in Example 17 or Example 18. Concluding, for all values of
uF*! € Kyr, we have shown that (3.26) is fulfilled. O

We conclude this section with a convergence result for the case that g is continuously differentiable. For
this purpose, we restrict ourselves to the case of Ky C [ug,up] C R, ug,up, € R. However, we remark
that with similar arguments the same holds for any bounded set Ky € R™, m € N. Furthermore the
discussion also holds in the framework of ODEs described in Chapter 2. We consider an optimal control
problem given by (3.3) with the Hamiltonian function given by (3.6) and the augmented Hamiltonian
function given by (3.22) where g is continuously differentiable with respect to the control argument u. We
set f (-, y,u) = w in order to focus on the main arguments. We remark that the following proof can be
done analogously if (y,u) — % (z,y,u) is continuous for any fixed z € Z.

With our simplifications the reduced gradient of the corresponding optimal control problem is given by

0

VJ(u) = %9

(u) +p (3.38)

with J (u) := J (y (u),u) where y is the solution to (3.2) and p is the solution to (3.5). We investigate the
sequence (u")neNO that is generated in a loop over Step 2 to Step 4 in Algorithm 3.1, referred to as the
SQH method. We show that the variational inequality

VI (@) (=) (w () — @ () > 0 (3.39)
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is fulfilled for all w € U,y and almost all z € Z; where « is the limit of a subsequence (uk)
with the property
k—o0 v

From (3.39) by integration, see [5, X Corollary 2.16], we have that @ satisfies the optimality condition
/ VJ(u)(2)(w(z) —u(z))dz >0
Z;

for all w € Ugyq, see |95, Lemma 2.21].

In order to prove this fact, we use the Euclidean projection Pk, : R — Ky, see |12, Proposition 2.1.3
(Projection Theorem)|. Now, with an analogous calculation as in [17, Theorem 3.2|, we prove the following
theorem where some technical parts are similar to the proof of Theorem 27.

Theorem 29. Assume that g is continuously differentiable with respect to w and there is a lower bound
€0 > 0 for e. Then for each accumulation point u of the sequence (u"), oy, generated in the SQH method
(loop over Step 2 to Step 4) with the property

lim [|u® — al|2(z,) = 0,
k—o0

Putl

eKC N, there is a subsequence (uk) K C f(, such that

keK’
1
. k k k —
kli)rgoﬂu — Pk, (u — %VJ (u >> lz2(z,) =0
where u fulfills the following optimality condition
VJ(a)(z) (w(z) —u(z)) 20
for all w € Uyy and almost all z € Z;.

Proof. We remark that ¢ > 0 for each iterate u’;, k€ K. As uF*! minimizes w > K. (z, y’;, w, ui“,p’;> for

all 2 € Z with uF+! € Ky, we have that

a ~ ~ ~ ~ ~
u

_ <2€ (u;m : uk) - szH <Z’yl~s7ul~c+1?pk)) <w 3 uxm) >0
u

for all w € Ky and for all z € Z, see |95, Lemma 2.21|. Equivalently, we can write

z ;10 A :
k1 _ ko ko, k+1 K
u" = Pg,, <u 5 3ul-c+1H (z,y ,ut T p )) (3.40)

see [12, Proposition 2.1.3 (Projection Theorem)|. Additionally, we have

v.J (uk) _ aaz;H <-,y'~“,u'5,p';>
u

compare (3.6) with (3.38). Starting from (3.40) and adding and subtracting equal terms, we have

7 ro 1 i i i p 1 0 P i
k k k k k+1 k k k+1 Kk
u’ — Pg, <u ——QEVJ(U )):u — Pt + Pk, (u ——268ul~€+1H(',y,u+,p >>

~ 1 8 ~ ~ ~
o k_ - Y ok kK
PKU <U 2€8ul~€H<7y7U7p ))
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Thus, using the triangle inequality, the projection theorem [12, Proposition 2.1.3 (Projection Theorem)]
and € > €y, we obtain

~ ~ 1 ~
o = Prey (o = 597 (o)) 2z

< ||Uk - uk—HHL?(Zi)

- - o SO (3.41)
ok k1 R) ok kk
60”8 Bl <7y7u ap> au]; <7y7u7p>HL2(Z
<~ e + o (@l =l 1o (641) = g () llaia )
- ( 2) 260 ( z) auk+1 auk-
Now, we have the following estimates
ly* = llr2(z) < cllu® = @l 2z and [[p* = Bl 2z < clluf =l 2z, >0, (3.42)

see Assumption A.2), where g is the solution to (3.2) for @ instead of w and p is the solution to (3.5)
for 7 instead of y and for @ instead of u. By our assumption, there exists a subsequence within the
sequence (u"),cy, that strongly converges to u in L?(Z;). Using [6, Proposition 3.6, Remark 3.7, (3.42)
and since any subsequence of a converging sequence also converges, see |3, II Theorem 1.15|, we obtain a
subsequence, (uk) KeK K, C K, with the following pointwise convergence

lim v (z) =4 (2), lim y*(2) =7 (2) and lim p* (2) = p(2)

k—o00 k—oo k—o00

for almost all z € Z and k € K;. Consequently, we have

lim VJ (uk> = lim (auk + ’y(fug (W) |yt —i—pk) = au+ *y(%g (u) lu=a + P =VJ (u) (3.43)

Ki2k—oo Ki39k—o0

for almost every z € Z.
For the next step, we need some preparations. Because Theorem 13 holds analogously for the PDE
case from which we have lim,, o0 [[u" — 4| 2.7,y = 0, we have
lim uF Tt — 3=0
o m | 22z,

since u**1 is the following element of ©* in the sequence (u™) Consequently by [6, Proposition 3.6,

neNg*
Remark 3.7], we have an index set K C Kj such that limg, sk seo u**1 (2) — u¥ (2) = 0 for almost all
z € Z; where all the other properties above remain since any subsequence of a converging sequence also

converges, see |3, II Theorem 1.15]. From this we can also conclude that

i B+L ) — ( k+1 (. _ ok ) i k() — = 344
BT O = i (O @)+ i = 6
for almost all z € Z; where we use the calculation rules for the limit [3, II Theorem 2.2].

If we take the limit on both sides of (3.41), considering the pointwise converging subsequence (uk )
we obtain

keKy’

1
. k k k _
lim |u® — Pg, <u - 26VJ (u )) lz2(z,) =0 (3.45)

Kodk—o00

where we use that limg,sg_eo [JuF ! — UkHL2(Zi) = 0 with the same reasoning as in the beginning of the

paragraph above for the first and second term and for the last term the dominated convergence theorem
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[6, Proposition 2.17|. The dominated convergence theorem can be applied to the measurable functions
gou™ , n € Ny, see |6, 2.2 Measurable and Borel functions| because the pointwise limit

;) .9 0
lim 50 (1) [yt (z) = lim 509 () [ymhtr(z) = 907 () lu=a(z)

Ko3k—o0 Kodk—o00
holds due to the continuity of %g (u) and the pointwise convergence of u*, k € K, and because the
integrability of g o u¥, k € K holds since [3, II1.3 Theorem 3.6] with the bounded image of u* ensures an
upper bound for g o u* that holds for all k € K.
Next, we prove that V.J (@) (z) (w(z) —u(z)) > 0 for all w € U,q for almost all z € Z. For this

purpose, we start with
1
k._ k k
v" = Pk, <u — 26VJ(U ))

for almost every z € Z. This is equivalent to

(vk —uf + %VJ (uk)) (w —~ vk) >0

for all w € Uyy for almost all z € Z, see [12, Proposition 2.1.3 (Projection Theorem)|. Then we have

(vk - uk) (w - vk> + %VJ (uk> (w - vk> > 0.

Adding and subtracting u*, we obtain

2¢ (vk - uk> (w - Uk> +VJ (uk> (w - uk> +VJ (uk) (uk - vk> > 0. (3.46)
From (3.45) there exists a subsequence K C Ky with

lim o« —o* =0,
K>k—o0
see [6, Proposition 3.6, Remark 3.7]. Due to |w — v*| < 2max (|ug], |up|) and the upper bound o (1 + 6)
for € because of (2.30) and Step 4 of the SQH method and the fact that converging sequences are bounded
[3, IT Theorem 1.10] combined with (3.45) and (3.43), we obtain by taking the limit in (3.46) for k € K
the following
VJ(a)(w—1u)>0

for all w € Uyq for almost all z € Z, see [3, II Theorem 2.4] and [3, II Theorem 2.7]. O

3.4 Numerical experiments

In this section, we present results of numerical experiments with the SQH method applied to the different
control problems P.1) to P.7). The purpose of these experiments is to validate the theoretical results
and the computational performance of the SQH scheme for PDE constraint optimal control problems. In
particular, we demonstrate that by decreasing the tolerance in the SQH stopping criterion, the fulfillment
of the PMP optimality condition by the returned solution improves as expected. Furthermore, we plot the
optimal solutions to the given problems and show the convergence history of the SQH scheme in terms of
reduction of the value of the cost functional.

We remark that the analysis of the SQH method in Section 3.3 is performed at a functional level
and independently of the discretization used. However, for the numerical realization of our optimization
scheme, we consider the following finite differences setting [60]. We take a space-time cylinder Q =
Q x (0,7) in the parabolic case with = (a,b)™ and define the following space-time grid

Qnat = (@i instm) s | Tiyoin € Qi tm =m AL, m e {1,...,Ni }}
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where

Qp ={(a+i1h,...,a+1i,h) e R", i; € {1,...,.N -1}, je{l,...,n}}.

In the elliptic case we use the domain €2;. The space and time mesh-sizes are given by h := bfT“, At = N
We assume that the grid points (zi,. i, ,tm) and t,, = m At are ordered lexicographically.

In order to compute the state and adjoint variables, we approximate (3.2) and (3.5) using the implicit
Euler scheme and finite differences in the parabolic case. For the elliptic case, we use a 5-point finite-
difference discretization of the Laplacian. For the computation of the integrals appearing in J, we use the
rectangle rule, see for example [91].

In the case of elliptic problems, we choose the domain 2 = (0,1) x (0,1) and use a mesh size Az = %

if not otherwise stated. In the parabolic cases, we have @ = (0,1) x (0,1) with a step size Az = &5 and
At = ﬁ. Alterations from this are noted at the corresponding site.

To solve linear problems (or subproblems), we use the MATLAB backslash operator. Non-linear
problems as P.5) and P.7) are solved by a Gauss-Seidel-Picard iteration [18] with a tolerance on the
discrete L?-norm of the residuum of 1078, Specifically, for P.5) the state variable is updated pointwise
within a loop over the interior points of the domain with

y(i,)==Wwl+1L5)+y(i—-10) +y,j+D)+y@,j—1)+h" (u(i-1,7-1)—y>(@.4)).

1
4
For P.7) we use

. . . . .. .. N . ..
o y+L ) +y( -1, 4y, i+ 1) +y (i, —1) . . iz ify(i,g) >0
y(05) = 1 Fuli=1j-1) 052" else '
4

The minimization of the augmented Hamiltonian in Step 2 of Algorithm 3.1 can be performed by a
secant method or by an analytical formula that solves the one-dimensional (since w is scalar valued in our
cases) minimization problem.

In the attempt to provide an overall view and comparison of the SQH performance with all test cases,
we present results concerning PMP optimality of the SQH solution in Table 3.1. In this table, N,, denotes
the total number of updates that are made by the SQH method to the initial guess of the control on the
given grid starting with the same initial guess of the control and “iter” is the number of total sweeps, which
means Step 2 to Step 5 in Algorithm 3.1.

To measure PMP optimality, we define the function

AH (Z) = H(Zaya u,p) — min H(Zay7w7p)
weKy

where y, u and p are the return values from the SQH method upon convergence. As a measure of optimality,
we report the number N(% that is the percentage of the grid points at which the inequality

0<AH<107,

[ € N, is fulfilled. This is to verify the PMP optimality (3.7) up to a tolerance of the solution returned by
the SQH method, at least on a subset of grid points. Corresponding to this solution, in Table 3.1, we also
give the value max,cz, AH (z) for illustration.

Table 3.1 provides an overview for the optimality results of the SQH method for the optimal control
problems P.1) to P.7). In most cases, PMP optimality of over 90% is achieved with very stringent tolerance
(I = 8,12). We remark that in the case P.6), we solve an augmented problem, see Subsection 3.4.6 for
details.

The results of Table 3.1 correspond to the following choice of parameters: ¢ = 50, { = 2%, n=1077,
k =107%, u® = 0 and the initial guess ¢ = ﬁ.
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Nyp | iter | max,cz, AH (2) %;2‘) %ﬁi ]ij" %f" %?
P.1) | 40 58 2.74-107° 100 99.8776 | 99.8776 | 99.8776 | 99.8776
P.2) | 26 40 3.42-1073 100 99.3336 | 99.2503 | 99.1670 | 99.1670
P.3) | 436 | 645 2.88-1073 100 90.9204 | 90.8372 | 90.8372 | 90.8372
P.4) | 173 | 255 3.11-107° 100 100 97.2245 | 96.8776 | 96.8776
P.5) | 235 | 348 7.75-1073 100 97.0012 | 91.5452 | 90.9621 | 90.9621
P.6) | 864 | 1281 2.05- 1072 93.7526 | 87.4636 | 83.7151 | 83.3819 | 83.2153
P.7) | 283 | 419 3.00-107! 76.2371 | 75.3393 | 75.3393 | 75.3393 | 75.3393

Table 3.1: Numerical investigation of optimality of the SQH solution to the problems P.1) to P.7) with
k=108,

3.4.1 Application to a linear parabolic case

In this subsection, we discuss a parabolic optimal control problem that is governed by the heat equation.
The weak formulation of the heat equation is given as follows. For each ¢ € (0,T), T' > 0, the resulting
initial-boundary value problem is given by: Find y € L* (0,7 Hj (Q2)) and ' € L? (0,75 H' (2)), that
means, y € W (0,T) := {y € L* (0,T; H} () | v’ € L* (0, T; H (Q)) }, see [95, Chapter 3|, such that
the following is satisfied

(y/ (-,t),v)+D(Vy(-,t),Vv): (u('at)av) inQ
y(-,0) = Yo on Q x {t =0} (3.47)
Yy = 0 on 02

for all v € H} () where Q has a smooth boundary. In this setting, y : @ — R denotes the state variable
and u : @ — R denotes the control. We denote with (-,-) the scalar product in L2 (Q2), D > 0 is the
diffusion coefficient, y' := %y (z,t) and V denotes the L? () gradient. Next, we discuss the following
parabolic optimal control problem

min J (y, u)
Y, u
S.t. (y',v) + D (Vy,Vv) = (u,v) in Q
y(-,0) = o on Q x {t =0} (3.48)
y = 0 on Of)
u € Uy
where the cost functional J is given by
T (yu) = Je (y,u0) + 7 / g (u(x, ) dadt. (3.49)
Q

In this functional, J. represents a smooth functional objective as it appears in many control problems
[19, 95]. We have

1 o
Je (y,u) = iHy - de%%Q) + 5““”%2(@)7 a=0. (3.50)

In this case, the functional J. models the task of driving the state y to track a desired state trajectory
yq € L9(Q), ¢ > 5 +1ifn>2and g > 2if n = 1, while keeping small the L?(Q)-cost of the control.
In addition to J., we have a possibly discontinuous cost functional given by

G (u) == 'y/Qg (u(z,t)) dzdt, v>0 (3.51)
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where g : R — R is a non-negative and lower semi-continuous function.
In particular, we consider the case where

lu| if |u| > s
u) = , §>0. 3.52
9(w) {O otherwise ( )

With this construction, we obtain a cost of the control that is zero if its value is below a given threshold
and it measures an L' cost otherwise.
The admissible set of controls is defined as follows

Upa i ={u € LI(Q)| u(z,t) € Ky} (3.53)

where K7 is a compact subset of R.

To show that the control cost G is discontinuous as a map from U,g to R, consider constant controls
and choose @ = s and u, = % + € with € > 0. We have that ||ue — [zp(g) — 0 for € — 0 for every p > 1.
On the other hand, we have a discontinuity as the following demonstrates

]/ (ue) )da:dt\—]/ s+e dxdt|-/(s+e)d:cdt>s@>0
Q

for any fixed s > 0.

In the case where G is a convex and continuous cost functional, existence of an optimal control is
guaranteed [95]. However, in the case of discontinuous cost functionals the issue of existence of an optimal
control is more delicate. For this reason, as mentioned in Section 3.1, we assume the existence of a solution
to (3.48) in U,y and focus on the numerical treatment of the problem. Notice that any solution to (3.48)
can be characterized with the PMP as discussed in Section 3.2.

We recall that the corresponding adjoint problem according to (3.5) is given by

(_p/ ('7t) 7U) +D (Vp(',t) VU) = (y ('7t) —Yd ('7t) ,’U) in Q
on Q x {T =0} (3.54)
on 0.

This problem has the same structure as (3.47) after a transformation of the time variable 7 :=T — ¢ and
noticing that y — yq € L (Q), see [1, Theorem 2.14]. Hence, there exists a unique p € L? (O,T; H} (Q))
and p' € L? (0,T; H~* (Q)) solving (3.54) for all v € H (Q).

Next, we define the Hamiltonian corresponding to (3.48) - (3.50) according to (3.6) as follows

1 o
“(y—ya)* + u® + g (v) + pu (3.55)

H t? b) b —
(x,t,y,u,p) 5 5

where H : R" x R x R x Ky x R — R.
Next, we show that our requirements A.1) to A.6) are fulfilled. We have that h (y) = 1 (y — ya)? and
f(y,u) = wu fulfill A.1) and A.6). For A.2), we consider the difference between (3.47) with u < u; and

y < y1 and the same equation (3.47) but with u < ug and y < y2 with dy = y1 — y2 and du = u; — ug.
We assume that u; # ug and thus y; # y2 due to the unique solvability of (3.47). We obtain

/ /5y (z,t)v(z) + DVoy (z,t) Vv (z) dedt = / /5u (x,t)v (z) dzedt

from which we have

T 1d T
/0 5 dt” y (1) H%?(Q) + D|[Voy (1) H%%Q)dt < /0 6w (-, 1) ”%2(9)”53/ (1) H%?(Q)dt
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according to [45, page 287, Theorem 3| and the Cauchy-Schwarz inequality, see |2, Lemma 2.2]. Next, we
have

1 T
5 <||5y (. T) 172 — 19y (-,0) H%?(Q)) + D||Véyll72q) < C/o 16w (-, 8) 12200y I V8Y (1) 122yt (3.56)

for some ¢ > 0 with the Cauchy-Schwarz inequality, see [2, Lemma 2.2| for the right hand-side

T
16w (-, 8) 1720y I V8Y (- 1) 720y It
0
Thus, as [|dy (-, 0) ||%2(Q) = 0, we obtain from (3.56) the following

IVoyllr2q) < € (D) [[0ull r2(q)

for some ¢(D) > 0 since ||[Vdyl|r2(g) # 0. Furthermore, by the Poincaré inequality [2, 6.7], for ¢ > 0 it
holds that

T T
||5er2<Q)—¢ / \5y<-,t>uz2(mdtse\/ | 198 .0 a0yt = 19801120 < (D) 6l 20y

The same calculation holds for the adjoint variable. For this purpose, we replace dy by dp = p1 — p2 where
p1 solves (3.54) for y < y; and correspondingly ps. Furthermore we replace du by dy and use the result
16yl z2(q@) < ¢ (D) [[dul[12(q) in order to obtain

18P 22(q) < ¢ (D) [|0ul| 12(q)-

Assumption A.3) is fulfilled immediately and Assumption A.4) is fulfilled due to the boundedness
discussion of the adjoint variable in Section 3.2. Since %h (y) = 1, Assumption A.5) is also fulfilled.
Now, we have checked that our considered case fits to our theoretical framework of Section 3.1. Next we
come to the numerical investigation.

In our numerical experiments, we consider 2 = (a,b) with a =0, b =1 and T'= 1. The initial guess
for the control and the initial value gy for the state is the zero function. Furthermore, the parameter in
Algorithm 3.1 are chosen as follows x = 1076, ( = 2%, o =50 and = 10~". The initial value of € equals
%. The numerical parameters are set as follows, N = 100, N; = 200, D = % and if not otherwise stated
a=107%, v = 10~!. Furthermore, we have, Ky = [0,10] and

5 fz(t)—c<z<Z(t)+c¢
Ya (z,1) = (¥ Q (3.57)
0 else,
where Z (t) 1= g+ 2 (b— a)sin (274), 2o = 552 and ¢ = 155 (b — a). We choose s =1 in (3.52).
The augmented Hamiltonian
1 2 @ 2 2
KE (l’,t,y,u,v,p) E 5 (y - yd) + 5“ + 79 (U) +pute (u - U) (358)
is minimized as follows. Its minimum can be exactly given by a case study.
If 0 <u <s, we have
1 o}
Ke ('ra t7 Yy, u, ’U,p) = 5 (y - Z/d)2 + 51&2 +pute (U - ’U)2 : (359)

If the minimum u of (3.59) is in 0 < u < s, we have that 0 = %Kg (z,t,y,u,v,p). If the minimum is
outside of 0 < u < s, then the minimum is at 0 or s. Consequently in the case 0 < u < s the minimum is

analytically given by
(e (0550 )
u1 = min | max | 0, ,8 ] -
2¢e +
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Analogous in the case if s < u < 10. We have

(6%
Ke (xat’yﬂf‘:’uap) = (y—yd)2+5“24")’“4‘1’“4‘6(“—“)2

N | =

with its minimum at

Qv —
ug = min (max (s, w) ,10) .
2¢e t+

Then the minimum of K. defined in (3.58) over Ky is given by

u = argmin K (z,t,y,w,v,p) = argmin K, (x,t,y,w,v,p)
weKy we{ui,uz}

since a minimum over Ky isin 0 <u <sor s < u < 10.

93

We perform the first set of experiments using Algorithm 3.1 to solve our optimal control problem. The
SQH algorithm converges in 29 iterations and we obtain the state and control functions depicted in Figure
3.1. The plot of the control function shows clearly the action of the discontinuous cost of the control given
by ¢ in (3.52) and the presence of the control’s upper bound at 10.
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(a) The state y.
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(¢) The desired function yq.

Figure 3.1: Optimal solution for the first experimental setting.

(b) The control function u.
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With the second experiment, we present results to investigate how well the solution of the SQH method
satisfies the optimality condition given by the PMP. For this purpose, we have

AH = H(xvtvga ﬂaﬁ) _wrg}? H(w,t,ﬂ,w,ﬁ)
U

and give in Table 3.2 the ratio of numbers of grid points (z,t) € QA+ where the optimality condition
(3.7) is satisfied to machine precision. These entries give a measure of optimality of the SQH solution
(y,u,p) and demonstrate an improvement in accuracy of the PMP solution by refinement of .

For this purpose, in Table 3.2, we give the ratio of grid points where the following holds

0 < H (z,t,y,u,p) — w%}glUH(x,t,g,w,ﬁ) < eps

with eps the machine precision given by 2.2 - 10716 in our case. We see that, independently of the mesh
size, at almost all grid points the PMP condition is fulfilled to machine precision, already for £ = 1076.
In Table 3.3 we report the values of max(; y)eq,, A, AH. The results reported in Table 3.3 demonstrate
how max(; 1)eq, », AH decreases as we refine the mesh size and the value of .

-1 -3 -6 —11 -16
N, x N 10 10 10 10 10
100 x 200 0 0.9973 | 0.9988 | 0.9995 | 0.9998
200 x 400 6.28-107° | 0.9966 | 0.9998 | 0.9998 | 0.9998
400 x 800 6.70-10=* [ 0.9934 | 0.9981 | 0.9998 | 0.9998
800 x 1600 1.59- 1073 | 0.9868 | 0.9998 | 0.9998 | 0.9998

Table 3.2: Ratio of grid points at which the Pontryagin maximum principle is fulfilled to machine precision
to the total number of grid points.

—1 — — —11 -1
N, x N 10 107° 107° 10 10716
100 x 200 3.43 19.00-1073 | 5.68-1073 | 1.27-1073 | 7.29-107%
200 x 400 342 | 534-1073 | 5.17-107* | 5.17-107* | 5.17-107%
400 x 800 3.41 | 1.06-1072 | 6.89-1072 | 6.70-10~* | 6.70-10~*
800 x 1600 341 [ 1.13-1072 [ 393-10"7 | 1.82-10719 | 7.08 - 10~ 1!

Table 3.3: Values of max; y)eq,, A, AH of the SQH solution with different choices of the value of k.

In the third experiment, we investigate the computational performance of Algorithm 3.1 with respect
to different choices of the optimization parameters. In Table 3.4, we report the total number of iterations
and corresponding CPU times for convergence with different values of o and 7. Notice that a similar
computational effort is required in all cases. Further, we see that the value of the cost functional decreases
if @ and ~y decrease and this is also true for ||y — yallz2(q)-
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’ « ‘ v ‘k ‘CPUtime/S‘ J ‘Hy—dep(Q)‘

1071 [ 107° | 14 0.5 1.64 1.766037
1073 [ 107° | 43 1.5 1.33 1.621753
107° [ 107° | 57 2.0 1.31 1.621513

0 |10 |63 2.2 1.31 1.621513

0 0 |62 2.1 1.31 1.621513
107°| 0 |57 1.9 1.31 1.621513
10°°]1073 | 51 2.0 1.32 1.621521
107° [ 1072 | 39 1.3 1.34 1.622160
107° [ 1071 | 29 1.0 1.52 1.661420

Table 3.4: Computational performance of Algorithm 3.1 with respect to different choices of values of the
optimization parameters.

The fourth numerical experiment deals with the complexity of Algorithm 3.1. Let Ny, € N denote the
total number of space-time grid points. We solve the same optimization problem as in Figure 3.1 using
different meshes. The resulting CPU times are reported in Figure 3.2 and detailed in Table 3.5. In Figure
3.2, on the abscissa, we have the number of total grid points Ny, and on the ordinate the CPU time (sec)
required for convergence. Notice that the data points are fitted by a linear model. We remark that this
is reasonable since the complexity of Step 2 of Algorithm 3.1 scales linearly and the state and adjoint
problems can also be solved with linear complexity, see [19].

Do X [1x2]2x2[2x4|4x4|4x8|8x8|8x16]|16x16 |

CPU time/s | 0.9 | 2.6 | 53 | 12.0 | 183 | 40.6 | 965 | 186.9 |

Table 3.5: Data points for Figure 3.2.

150

100 -

. . . . .
500000 1.0x10° 1.5x10° 20x10° 25x10°8

Figure 3.2: Computational complexity of Algorithm 3.1. The data points (dots) from Table 3.5 are fitted
by a linear model. On the abscissa we have the number of gird points and on the ordinate the corresponding
CPU time is plotted in seconds.

Now in the fifth experiment, we use the same setting like for the investigation of the computational
complexity of our algorithm, but choosing v = 0. With this choice the discontinuity in the cost of the
control is removed and we can compare our SQH scheme with the projected Hager-Zhang-NCG (pNCG)
method with Wolfe-Powell step-size strategy [19]. Additionally, we perform the comparison with a pro-
jected gradient method with Armijo step-size strategy (pGM). The minimum of the augmented Hamilto-



96 CHAPTER 3. AN SQH FRAMEWORK FOR PDE OPTIMAL CONTROL PROBLEMS

nian K, (z,t,y,u,v,p) defined in (3.58) with v = 0 is given by u = ifigf Furthermore, in the attempt to

have the same convergence criterion for all methods, we stop the different iterative procedures if the square
of the discrete L?-norm of the difference between two control functions u of two successive iterations is
less than 1079,

The purpose of this comparison is to address the question of how the SQH scheme performs in the case
of continuous cost functionals with respect to a standard optimization strategy. In Table 3.6, we see that
the pNCG method in most cases outperforms our SQH method. On the other hand, one can see in Table
3.7 that the SQH method performs better than the pGM scheme. We remark that for the SQH method
no step size strategy, like Armijo or Wolfe-Powell, is necessary which makes its implementation easier.

For the case of @ = 107!, we take o = 2.1 and ¢ = 0.9 in Algorithm 3.1 instead of o = 50 and { = 2%.
We remark that the convergence performance of Algorithm 3.1 depends on the choice of o and ¢ whose
convenient choice of values may result from numerical experience, as in the setting of different linesearch
methods.

B SQH pNCG
a | Nop = NN CPU time/s | number iteration | CPU time/s | number iteration

1071 200 x 400 0.7 23 1.6 15
1071 400 x 800 2.8 23 3.6 15
107T | 800 x 1600 11.6 23 12.2 15
1073 200 x 400 1.0 33 1.1 8
1073 400 x 800 3.9 33 2.6 8
1073 | 800 x 1600 18.6 40 8.6 8
1075 200 x 400 1.4 44 1.1 7
1075 400 x 800 6.8 58 2.5 7
1075 | 800 x 1600 24.5 54 30.1 49
1077 200 x 400 1.7 61 1.0 7
10~7 400 x 800 7.2 60 2.4 7
1077 | 800 x 1600 19.2 42 7.9 7

Table 3.6: Comparison of the SQH scheme with the pNCG method.

_ SQH pGM
a | Nop = Nx N CPU time/s | number iteration | CPU time/s | number iteration
1071 200 x 400 0.7 23 1.8 40
101 400 x 800 2.8 23 3.6 40
1071 [ 800 x 1600 11.6 23 12.7 40
1072 200 x 400 0.8 23 8.5 272
1072 400 x 800 2.9 24 23.9 272
1072 | 800 x 1600 11.9 24 86.6 272
1073 200 x 400 1.0 33 20.3 679
103 400 x 800 3.9 33 58.6 675
1073 | 800 x 1600 18.6 40 214.6 675

Table 3.7: Comparison of the SQH scheme with the pGM method.

For further illustration of our optimization framework, we perform the sixth experiment with

9(2) =1 (2) = |22,
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which is a lower semi-continuous non-convex function. Moreover, we choose a discrete

Ky = {-30,-15,-5,0,5, 15,30}

that models the fact that the control function u may take only a finite set of values. This is intended to
demonstrate the easy applicability of the SQH scheme to this kind of optimal control problems, known as
mixed-integer problems [52]. In this experiment, the desired state is given by

t
yq (x,t) = 5sin (27rT> ,

see Figure 3.3.

Figure 3.3: Desired function yg = 5sin (2%%).

Further, we take a =5-1073, vy =1-1073, N = 200 and N; = 200. The parameters of Algorithm 3.1
are set as follows. We have 0 = 1.1, ( = 0.5, 7 = 107, Kk = 1075, «® = 0 and the initial guess for ¢ is
given by % 1077, The results are depicted in Figure 3.4 where we clearly see how the admissible control
values are taken by the control function.

An analogous numerical test of optimality, as the one related to Table 3.2, provides the following result.
We have that the inequality

0< H (x,t,9,4,p) — min H (z,t,7,w,p) <107

we Ky

is fulfilled at 100% of the grid points for [ = 2 and at 99.29% of the grid points for [ = 12 with the returned
values (9, u,p) of the SQH method where the minimum of H over Ky is determined with a direct search.
We remark that, for a = 0, the cost functional consists only of the control cost | - |%, which promotes
sparse bang-bang solutions. For this reason, the L? (Q)-cost is included to ensure that the control also
takes intermediate values in K.
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(¢) The control function w. (d) The control function u viewed from above.

Figure 3.4: Results with Algorithm 3.1 for the cost functional (3.49) with g (-) := |- |% and Ky =
{~30,-15,-5,0,5,15,30}.

To conclude our series of experiments, we choose the following lower semi-continuous step function

T for |z[ > 6
g(2) =g2(2) =41 for3<|z|<6
0  otherwise
and Ky = [—10,10]. In this case, while the control function may take a continuous set of values, the

cost of the control is piecewise constant. The augmented Hamiltonian is minimized by a secant method.
The problem’s parameters are set N = 200 and N; = 200, « =0, 8 = 107!, 0 = 50, ¢ = 23—0, n =107,
k= 1075 4% = 0 and the initial guess ¢ = % The results for this case are depicted in Figure 3.5 where
one can see the stepwise structure of the control.

Besides the reduction of the functional to an observed minimum value, an analogous numerical test of

optimality, as the one related to Table 3.2, provides the following result. We have that the inequality
0 < H (,t,9,u,p) — min H (z,t,5,w,p) <10~
weKy

is fulfilled at 100% of the grid points for [ = 2 and at 99.53% of the grid points for | = 12 with the returned
values (g, @, p) of the SQH method where the minimum of H over K is determined with a secant method.
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(a) The state y. (b) The control function u as a contour plot.
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(¢) The control function w. (d) The control function u viewed from above.

Figure 3.5: Results with Algorithm 3.1 for the cost functional (3.49) with g = g, and Ky = [—10, 10].

3.4.2 Application to a linear elliptic case

In this subsection, we consider a linear elliptic optimal control problem, given by P.2), with distributed
control and a discontinuous cost functional.

We choose Z, = 2 :=(0,1) x (0,1) and consider the following optimal control problem:
Find y € H} (Q) and u € U,q with Ky = [0,100] such that

minJ (5.0 = [ 5 (0(@) = (@) + g (u (@) da

Y,u
(Vy, Vo) = (u,v)
u € Uyg

(3.60)

for all v € H} (Q) where

., B=10"°
0 else p

0(2) = {B|z| if |z| > 20

and yg (x) == sin (27x1) cos (2mxe) + 1.
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We have h (y) := % (y — yd)2 and f (z,y,u) = u in terms of the general framework of Section 3.1 and
the Hamiltonian is given by

1

H('I"vyau?p) =3

5 (U= va)* +9(u)+pu

according to (3.6). Corresponding to (3.5), we have the following adjoint problem

(Vp, Vo) = (y — ya, v)

for all v € H} (Q) where p € H} (). We remark that 16yl 2y < elIVoyll, 10pllr2) < ¢l[Vip|, ¢ >0
because of the Poincaré inequality [2, 6.7] and thus [|0y||z2(q) S cl|oul 2y and ”5PHL2 < cf|oull 2 (q)
because of the Cauchy-Schwarz inequality, see |2, Lemma 2.2| for a constant c>0.

We have [|p||z~(q) < ¢ for any solution (y,u) to the state equation with u € Usq, see Section 3.2.
Furthermore, we have that A.3) and A.6) are fulfilled and since the derivative g—;h =14 0 r— ayQ =0,

we see that P.2) fits to our theoretical framework of Section 3.1 for which the analysis of the SQH method
is performed in Section 3.3.

In Figure 3.6, we depict the optimal solution obtained with Algorithm 3.1 for the elliptic optimal
control problem (3.60). In this case, the parameters are as follows. The initial guess for € equals 150 and
we have u® = 0, K = 1075, 0 = 50, ¢ = n = 107°. The domain  is discretized with an equidistant
mesh with size Ax =

20 )
L
200°

Although we have not checked that all the requirements of Lemma 28 hold, we observe convergence
of the SQH method to a PMP consistent solution according to Theorem 27. We denote with (g, @, p) the
solution to which Algorithm 3.1 converges. The inequality

H (z,9, ﬂﬁ)—wrgglUH(fv , ¥, w,p) < eps,

eps = 2.2- 10716 is fulfilled at 37.39% of the grid points for x = 107!, at 86.23% of the grid points for
k= 1073, at 99.15% of the grid points for k = 1074, at 99.93% of the grid points for x = 1076 and at
99.95% of the grid points for x = 10~%. Further results are given in Table 3.1.
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(c) The optimal control wu. (d) The optimal control u as a contour plot.

Figure 3.6: Results for the elliptic optimal control problem P.2).

3.4.3 Application to a bilinear elliptic case

In this subsection, we consider the bilinear elliptic control problem P.3) with Ky C Rg that is given by

minJ (5.0 = [ 5 (0(@) = (@) + g (u (@) da

Yo
(Vy, Vo) + (uy,v) = (f, v)

u € Uyg

(3.61)

for all v € H} (), ya € L9 () and g is specified below. From (3.6), the corresponding Hamiltonian for
(3.61) is given by

% (y — ya)* + g (w) + pf — uyp. (3.62)

According to (3.5), the adjoint problem is as follows: Find p € Hg () such that

H(z,y,u,p) =

(Vp, V) + (up,v) = (y — ya,v) (3.63)
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holds for all v € H} (Q). Now, we check that Assumptions A.1) to A.6) are fulfilled for our optimal control
problem (3.61). Notice that all solutions to the state equation and (3.63) are essentially bounded by a
constant for all u € Uy, see the discussion starting on page 75.

We have that [|[Vdy| 2y < ¢lldullp2), ¢ > 0 and [6yl[z2(q) < clldullr2(q) as follows. If we define
du = uj —ug and dy = y1 — y2 , then we obtain from taking the difference of the state equation of (3.61)
for two different pairs (yg, ug), £ € {1,2} the following

(V(y1 — y2) , V) + (u1y1,v) — (uay2,v) = 0,

equivalently

(V(y1 —y2), V) + (u2 (y1 — y2) ,v) = (= (u1 — u2) y1,v) . (3.64)

By choosing v = y; — y2, we have from (3.64) the following

IV (1 = y2) 120y < lyillzee (@ llun = wall 2ollyr = v2ll 2 (3.65)

with the Cauchy-Schwarz inequality, see [2, Lemma 2.2| and that us > 0 almost everywhere. If we use the
Poincaré inequality [2, 6.7], we obtain [|0y||z2(q) < cl|dullr2(q)

To discuss the boundedness of the adJ01nt, we first subtract (3.63) for (y,u,p) < (y2,us2,p2) from
(3.63) for (y,u,p) < (y1,u1,p1) and obtain

(Vdp, Vv) + (u2dp,v) = (dy,v) — (p1 (w1 — u2),v)

where p == p1 — po.
Because uz > 0 almost everywhere and p; € L* (), we have that [|Vopl[12q) < &l|0ulr2(q), € >0 1f

we choose v = dp € H} (Q) and use the Cauchy-Schwarz inequality, see [2, Lemma 2.2] with [[6yl|r2(q) <
cl|0ul|z2(q)- By the Poincaré inequality [2, 6.7] we obtain

16p]l 220y < elldullz2(q)

for a ¢ > 0. Consequently we have checked A.2).

As f = f — uy, we have that A1), A.5) and A.6) are fulfilled. By the essential boundedness of any
solution to the state equation by a constant for all u € U,g, we have that A.3) is fulfilled. Now we have
checked that our theoretical framework of Section 3.3 fits to our case (3.61).

Next, we choose 2 = (0,1) x (0,1) and

., B=10"3
0 else p

o) = {ﬁ|z| if 2] > 20

and yq () = sin (27x1) cos (2x2). In Figure 3.7, we depict the solution obtained with Algorithm 3.1
solving (3.61) with f =10. The parameters are as follows. The initial guess for € equals ﬁlo and we
have 4’ = 0, k = 1075, o = 50, C = n =107, Ky = [0,100]. The domain € is discretized with an
equidistant mesh with size Ax = 200

20’
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Figure 3.7: Solution to the elliptic bilinear optimal control problem P.3).
Notice that the two peaks of the control appear also at finer discretization, for example Ax = 5—(1)0, and

thus they are not numerical artefacts.

Although we have not checked that all the requirements of Lemma 28 hold, we observe convergence
of the SQH method to a PMP consistent solution according to Theorem 27. We denote with (g, @, p) the
solution obtained with Algorithm 3.1. The inequality

H(:B’g’/a’ﬁ) - wnelglUH(xagawaﬁ) < €ps,

eps = 2.2- 10716 is fulfilled at 73.31% of the grid points for © = 107!, at 84.28% of the grid points for
x =103, at 90.80% of the grid points for k = 1076, at 94.21% of the grid points for x = 10710, See also
Table 3.1 for additional results.
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3.4.4 Application to a bilinear parabolic case

In this subsection, we consider the bilinear parabolic control problem P.4) with Ky C ]Rar and we present
numerical results for the bilinear parabolic control problem P.4). We have

mln/ / (z,t) — ya (2, 1))* + g (u (x, 1)) dedt

st (¥ (+),0) + D (Vy (1), Vo) + (u (,t)y(-,t),v)z(f(-,t),v) in Q for all v € H} (Q)
u € Uyyg

for almost all ¢ € (0,T) with y (z,t) =0 for z € Q and y (0,2) = 0 for z € . Further, we have D = 1,
T=1Q9=(0,1),Q=(0,1) x (0,1), Ky = [0, 15]

1 .
z, t) = 2 10
Ya (@,1) {O else

where Z (t) :== 1 4 Zsin (2nt),

g(z , B=10""

0 else

- {5\z| if |2 > 10

and we have that f is a constant function with value 1.
In this case, the Hamiltonian is given by

- v)? + 9 @) +pf —upp

H(xvt)y7uvp) = 9

and the adjoint problem is given by
- (p/ ('7t) 7U) +D (Vp(',t) ) VU) = /Q ((y (."L‘,t) —Yd (l'at)) —u (l‘,t)p(l‘,t)) v (:U) dx

for all v € H} (Q) with p(-,7) = 0 which has a unique and by a constant essentially bounded solution
pe L?(0,T,H*(Q)) N L> (0,T; H} (2)) for all u € U,y according to Section 3.2. Therefore A.1) to A.6)
are proved as in the elliptic bilinear case in Subsection 3.4.3 where we only consider A.2) closer. With the
same arguments as for the elliptic case in Subsection 3.4.3 we obtain for any ¢ € (0,7 that

18y (1) 2200y < 180 (1) 2200

for a constant ¢ > 0 which gives by integrating over ¢ the following

T T
/ / 6y? (z,t) dzdt < 02/ / ou? (z,t) dadt.
0 JQ 0 JQ

By extracting a root on both sides we have that
10yl 2y < clloullz2(q)

Analogously we obtain
6Pl z2(q) < élloull 2

for a constant é > 0 which means that A.2) is fulfilled and thus our theoretical framework of Section 3.1
fits to P.4).
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The parameters for the numerical experiment are as follows. The initial guess for € = % and for u is the
zero function. The parameters are set as follows o = 50, { = 2%, n=10"'2, K = 10~'2. The discretization
is equidistant in time and space with At = ﬁ and Az = ﬁ. The results are presented in Figure 3.8.
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Figure 3.8: Numerical results for the parabolic bilinear optimal control problem P.4).

Also in the present parabolic case, we have that although the requirements of Lemma 28 are not
checked if they hold, we observe convergence of the SQH method to a PMP consistent solution according
to Theorem 27. We denote with (g, 4, p) the solution obtained by Algorithm 3.1. The inequality

H(m,t,gj,ﬂ,ﬁ) — min H(az,t,gj,w,ﬁ) < €ps,

’LUEKU

eps = 2.2 - 10716 is fulfilled at 89.27% of the grid points for © = 1074, at 93.64% of the grid points for
k= 1075, at 97.06% of the grid points for k = 1078, at 97.59% of the grid points for x = 107! and at
98.04% of the grid points for £ = 10712



106 CHAPTER 3. AN SQH FRAMEWORK FOR PDE OPTIMAL CONTROL PROBLEMS

3.4.5 Application to a non-linear elliptic case

In this subsection, we discuss P.5) that is given by

winJ () = [ 50(@) = @)+ 9 (u (@) do

(vya vv) + (y?’?v) = (uvv) (366)
(IS Uad
where we choose Q := (0,1) x (0, 1),
if 20
g(z)= T EZ20 s
0 else

Ky = [—-100,100] and yq (x) = sin (2721 ) cos (2wz2).
We have h (y) = % (y — yd)2 and f (z,y,u) == u—1y> in the general setting of Section 3.1 and we define
the following Hamiltonian

1

H (z,y,u.p) = 5 (v ~ya)* + g (u) +p (u—y°)

according to (3.6). Corresponding to (3.5), we have the following adjoint problem for p € H} () given by

(Vp, Vo) + (3y°p.v) = (y — ya, v)

for all v € H} (). Since y* > 0 and 3y*p? > 0 we have that

16yl 2(0) < clldullr2q)
and

[P/l L2y < clldullr2(q)
for a constant ¢ > 0 analogous to Subsection 3.4.2 where the linear elliptic case is discussed. We have that
A1), A.3) and A.6) are fulfilled. Furthermore, we have

[Pl L) < ¢

for any solution (y,u) to the state equation with u € U,q, see Section 3.2. Since the derivatives g—;h =1,

8% f =32 % f = 6y are bounded, because y is essentially bounded by a constant for all v € U,q, see
page 75, we have that P.5) fits to our theoretical framework of Section 3.1 for which the analysis of the
SQH method is performed in Section 3.3.

The parameters in Algorithm 3.1 are chosen as follows. The initial guess for € equals ﬁ and we have
wW=0,k=10""2 0 =50, ( = %, n = 10", The domain € is discretized with a mesh of size Az = ﬁ.

The non-linear PDE is solved until the L?-norm of its residuum is less than 107%. The results are shown
in Figure 3.9 where one can see the action of the bounds on the control and of the discontinuous control
costs.
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Figure 3.9: Solution to the non-linear elliptic optimal control problem P.5).

Next, although we have not checked that all the requirements of Lemma 28 hold, we observe convergence
of the SQH method to a PMP consistent solution according to Theorem 27. We denote with (g, u,p) the
solution obtained with Algorithm 3.1. The inequality

H (2,t,§,4,p) — min H (z,t,5,w,p) <1077

is fulfilled at 37.68% of the grid points for x = 1072, is fulfilled at 79.88% of the grid points for k = 1074,
at 94.34% of the grid points for x = 1076, at 94.83% of the grid points for x = 1078 and at 95.25% of the
grid points for x = 10712, Notice that we use the smaller tolerance 10~7 instead of the machine precision
2.2 - 1076 since the state equation is only solved to a tolerance of 107% and not exactly as in the linear
case.
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3.4.6 Application to a state-constrained optimal control problem

In this subsection, we discuss P.6) that is given by

minJ (n.0) = [ h(y(e)+9(u(@) do

Yy, u
s.t. (Vy, Vo) = (u,v) (3.67)
y<§
u € Uyyg

for all v € H{ () where h (y) == 1 (y — ya)*,

o(a) = {5u| if [ul >207 510t

0 else

Ky == [-100,100], ¢ € R and we assume that (3.67) admits a solution denoted with (g, u).

In this case, PMP optimality involves multipliers that are only implicitly characterized by inequalities,
see for example [28|. For this reason, the computation of solutions to (3.67) is a delicate issue. We follow
the idea of augmented Lagrangian |61, Section 3| and transform the optimal control problem (3.67) into
the following

min J (y, €, 7) = /Q he (4 (2)57) + 9 (u (2)) de

Y, u
s.t. (Vy,Vv) = (u,v)
u € Uyy

(3.68)

where h¢ (y;v) = h (y) + v (max (0,y — €)%, v >0.

Since we require h¢ (y;7) to be twice continuously differentiable in order to fulfill Assumption A.1),
we choose (max (0,y — €))%, The differentiability of (max (0,y — ¢))* can be shown as follows. First, we
have that

9 (max (0,y — €))°

dy

@( _£)? if y—

y—%) ify—¢>0 .

80 h<0 2(y—¢) ify—€£>0 (3.69)
= . w2 ify—€6=0=<0 if y—&=0=2max(0,y —¢&)

limp_y0% ,h>0 .

h
p i 0 ify—£&<0
3y ify—¢&<0

is differentiable and thus 5
2

(max (0,y —))° = ((max (0.y - ))°)

is differentiable due to the chain rule, see [4, VII Theorem 3.3|, where the first derivative is given by

5 3(y—¢)° ify—€>0
5, (max (0.y =€) = 10 if y—&=0=3(max(0,y — &)’
Y 0 ify—£<0

and according to (3.69) the second derivative is given as follows

2

ny (max (0,y — £))* = 3§y (max (0, — €))? = 6 max (0,y — £).
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Furthermore the second derivative of (max (0,y — £))* with respect to y is continuous since
lim6(y — &) =0.
y—¢

We assume that (3.68) admits a solution for any v > 0. Analogously to (3.60), we have that a solution to
(3.68) is characterized by the PMP as follows. The adjoint is given by

(Vp,V0) = (3= ya + 37 (max (0, — €)° v (3.70)

for all v € H} (). Because y € H} (Q2) and thus measurable, see [1, page 60|, we have that max (0,y — &)
is measurable, see [36, Proposition 2.1.4] and with Lemma 51, we have that (max (0,y — ¢ ))2 is measurable.
We have that y € L> (Q2), see the discussion on page 75, from which it follows that A.5) is fulfilled and
since we require that yq € L9 (), we have that y — yq + 3 (max (0,5 — €))% € L7 (€). From this it follows
with an analogous discussion as for (3.15) that (3.70) is uniquely solvable in Hg (€2) and A.4) is fulfilled.
For the characterization with the PMP, we need the intermediate adjoint equation according to (3.10)
that is given by

1
(95.96) = (i n +) ~ a3y [ (nax 0,0+ 0 01— 1) — )2 d0,0)

for all v € H& (©2) where y; solves the state equation for u < u; and ys solves the state equation for
u < uo. Next, we show that the intermediate adjoint is well defined. For this purpose, we have to see
that the function

1
oo [ (ma (0, )+ 0 00 (0) 32 (0) — €))* o
0

is measurable. We have that according to Lemma 52 the functions (0,z) — 6, (0,z) — y1 (z), (6,2) —
y2 (z) are Lebesgue measurable on [0,1] x 2. Then we have that (6,2) — yo (z) + 0 (y1 (z) — y2 (x)) — &
is measurable on [0, 1] x €, see [36, Proposition 2.1.7] and consequently

(6, 2) = (max (0, y2 (z) + 6 (11 () — 2 (2)) = £))°,

see [36, Proposition 2.1.4] and Lemma 51. Then by Tonelli’s Theorem [5, X Theorem 6.7 ii)|, we obtain
that

1
o [ (max (0,3 )+ 0 00 (0) 32 (0) — €))* o
0

is measurable and due to the discussion in Section 3.2 we have y1,y2 € L*™ (2) from which it follows that

1
T /0 (max (0,92 () + 0 (y1 (z) — y2 (2)) — €))*dO € L™ ().

Analogous to the adjoint equation, the intermediate equation is uniquely solvable in HS (©). To finalize the
PMP characterization we consider the difference of the adjoint equation for y <— y» and the intermediate
adjoint equation that is given by

1
(V(5—p),Vv) = @ (1 = y2) + 37 /O (max (0,92 +0 (31 — 32) — €))* — (max (0,1, —£>>2d9,v)

where

(max (0,42 + 0 (y1 — y2) — £))? — (max (0, yo — £))*

= 2/ max (0, y2 + 7 (0 (y1 — y2)) — &) dn (0 (y1 — y2))
0
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with the fundamental theorem of calculus [4, VI 4.13]. With this equations we can conclude that

1P = pllze@) < Cllyr — v2llra(o)

for a constant C' > 0 since yi1,ys are bounded by a constant for all u € U,q, see Section 3.2. From
this it follows, analogous to Section 3.2, the PMP characterization of a solution to (3.68). Analogously
we consider the difference of (3.70) for different y;,y2 which are solutions to the state equation for the
corresponding u1,us € Uyg. We obtain

(V (pr = p2), Vo) = (1 = g2 + 3y ((max (0,1 — §))° = (max (0,92 = ))°) .v)
1
— (=7 [ max (0,001~ 12) 931~ ) o)

which provides A.2) since y1,y2 are essentially bounded by a constant for all u;,us € Uyg, see discussion
on page 75 and ||y1 —y2||r2(q) < cllur —uzl[12(q), ¢ > 0, see Subsection 3.4.2. Consequently, the theoretical
framework of Section 3.3 holds for (3.68).

Henceforth, we use our SQH scheme to solve (3.68) for increasing « denoted by v = ~; for increasing
k. Let (yx,ux) be a corresponding solution to (3.68) and (y,u) be a solution to (3.67). We show in
the next theorem that increasing - improves the solution to (3.68) with respect to the original task of
solving the state-constrained optimal control problem (3.67). Specifically, we have that the measure of the
state violation by the corresponding state yi goes to zero for increasing k. Summarizing, we show that
solving (3.68) with the SQH method provides a solution that fulfills the state constraint up to a tolerance
depending on 7 and results in a value J (yg, uy) that is smaller than J (y,a). In addition if ¢ is a square
function, it can be proven that for increasing 7 the sequence (yx, ux) converges to (g, u), see for example
[61, Lemma 3.6] for details.

Theorem 30. Let limy_, o 7, = 00, let (yx,ur) be a corresponding solution to (3.68) with
My = {z € Qf yx (z) > &}

and let (y,u) be a solution to (3.67). Then, we have that

lim (y (2) — €)* dz = 0

k—o00 M,

and

7 (g ug) = /Q h (e (2)) + g (ug () dx < J (5, 1)
for all k € N.

Proof. First, the set My is measurable as yj is measurable, see [5, X Theorem 1.9] for details. Thus
integration over My, is well defined. We have that

J(m):/Qh@(x))+g<a<x>>+v<max<o,g<x>—5>>3dx:J<y,a;§,v>

as y < & and thus for an optimal solution (yg,uy) to (3.68) it holds that

J (Yrurs €,9) < J (9, 4) (3.71)

By inserting the definition of J (yk, u; &, ), see (3.68), we have from (3.71) the following

/Qh(yk () + g (ug, () + i, (max (0, yx (x) — €))* do < J (3, 0). (3.72)
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Now if we assume that there is an € > 0 such that

[ max @, @) - ) do= [ (ula) - e > e
Q

My,

for all k£ € N, then we have a contradiction to (3.72) due to the lower boundedness of h and g. Also from
(3.72) we have that

J(g,ﬂ)Z/Qh(yk (@) + g (ux (x)) + & (max (0, yx (l‘)—&))sdfﬂZ/Qh(yk (@) + g (ur (2)) dz.
O

We remark that the arguments of the proof of Theorem 30 are not restricted to the elliptic optimal
control problem (3.67) but also hold in the general framework of Section 3.1. That means that they also
hold for a state-constrained optimal control problem corresponding to (3.3) for h and g bounded from
below.

For our numerical experiment, we choose the initial guess € = ﬁ and we have v’ =0, 0 = 50, ( = %,
n=10"° ¢ =2 Az = 5, & = 10719 Ky = [-100,100] and yq (z) = sin (27z1) cos (2rx2). The

minimum of the augmented Hamiltonian

Ko y,0,) = 5 (= 5a)? +7 (max 0,y = €)° + 9 (u) + pu + e (u )

in Step 2 of Algorithm 3.1 is determined pointwise with an exact formula as follows. Analogous to the
discussion in Subsection 3.4.1, the candidates at which a minimum of the augmented Hamiltonian is

located are given by
9 k _ .k _
%] = min <max <20, () —p" (2) 5) 7100> ,

o+ 2¢

9 k _ .k
U9 = min (max <—100, cu” (z) —p" (@) + B) ,—20)
o+ 2€

3 = min <max (—20, 2eut (z) — p* (x)> ,20) .

o+ 2¢

Consequently, the update for the control is pointwise given by

or

u(zr)= argmin K, (a:,yk,w,uk,pk> .
we{ui,uz,us}
In Table 3.8, we show results that validate Theorem 30. We can see that for increasing v the maximum
of the state variable y converges to the upper bound of the state. Additionally, the measure of the set
M}, where the state variable violates the upper bound becomes smaller when ~ increases. According to
Theorem 30 the quantity [ M, (yk () — & )3 dzx converges to zero for increasing . In Figure 3.10, we depict
the state and the control for v = 100000.

[ [wancoy @ [y e @ =9 de | W] [T ()|

1 0.8218 1.7843 - 1074 0.0461 0.0474
10 0.7125 2.1182-107° 0.0383 0.0480
100 0.6543 1.3580- 10~ 0.0289 0.0484

1000 0.6237 7.9157 1078 0.0185 0.0487
10000 0.6081 2.9827 - 1077 0.0137 0.0489
100000 0.6032 1.1971- 10719 0.0104 0.0503

Table 3.8: Results that numerically validate Theorem 30 where (y,u) is obtained with the SQH method.
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Figure 3.10: Solution to the optimal control problem (3.68) corresponding to P.6) for v = 100000.

Similar as for the previous cases, we have the following for the solution to (3.68) with v = 100000.
The inequality

H (z,t,9,u, p)—wrrel%lUH(xty,w p) <22-10716

is fulfilled at 6.45% of the grid points for x = 1074, at 76.53% of the grid points for x = 10~ and at
81.16% of the grid points for k = 10712, Consequently we obtain a PMP consistent solution from the
SQH method according to Theorem 27 although we have not checked that all the requirements of Lemma
28 hold.

3.4.7 Application to an elliptic optimal control problem with L!-tracking term

In this subsection, we consider the non-smooth optimal control problem P.7) that is given by

min J (y, u /\y (@) | + g (u(2)) da

y,u
(Vy, Vo) + (max (0,y) ,v) = (u,v)
u € Uyg

(3.73)
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for all v € H} (Q) where Q C R™, n € N, is open and bounded, yq € L' (), g : R — R, 2+ g (2) lower
semi-continuous and non-negative with [, g (u (2)) dz < oo for all u € Uyq. In the experiment, we choose

g(z)=pFIn(1+]z]) B>0.

The characterization of a solution to (3.73) with the PMP is in general not possible with the technique
in [81] for the following reason. We define h (y) := |y — yq|. Then, because of the Lipschitz continuity of
h, we have the existence of a function A’ such that

h(yr (@) = (g2 () = b (y2 () + 0 (1 (2) — 92 ())) |5,

1
- /0 W)yt 0001 )o@ (91 (2) = 92 ()

almost everywhere on €2, see |6, Theorem 7.3|, and we define

1
) o
h(y1sye) = /0 W W) |y +0001 010

In order to apply the technique used in [81, Proposition 4.4], we need the existence of a function p* : Q@ — R,
z +— p* (2) such that

Jim lpx ="l (@)
where py, is the solution to the intermediate adjoint equation (3.10). This is usually proved by subtracting

the adjoint equation (3.5) from the intermediate adjoint equation (3.10) where it is necessary to define a
pointwise limit

lim £ (ye, y*) (x) = B (y*) ()
k—o0
almost everywhere on {2 with
lim — U 700ron =0
Jim e — ¥" [ e (@)
pointwise almost everywhere on 2 where ¥, is the solution to the state equation for w < wu; defined in
(3.8) and y* is the solution to the state equation for u <— u*. Since

.l =y L) = 0,

we can start our considerations with the k € N such that if 3* ()
y* (z) < yq (x), then yi (x) < yq (z) for almost all x € Q and all k >
we choose pointwise

> Ya (), then yi () > yq (z) and if
k. In our case where h (y) = |y — y4l,

1 if y>yq
—1 else

which gives

1 if yr > yq and y* > yq
1 ifyg =yqand y* > yg
1 ifyy>yqand y* =yq
1 if yp =yq and y* = yq
-1 if yp <yqand y* =yq

' (y) ly=y +0(—y) =

—1 if yp =yq and y* < yq

-1 if yp < yq and y* < yq
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using the estimation that

)Ya + 0ya = ya if yr > yq and y* > yg
1= 0)ya+0ya=ya if yp =ya and y* > yg
1—0)yq+0ya=yq if yr > ya and y* = yg
1—0)ys+0ya=ya if yp =yq and y* = yq .
1= 0)ya+0ya=vya if yp <yaqand y* =yq
1= 0)ya+0ya=ya if yp =ya and y* < yg

)Ya+0ya =ya if yx < yq and y* < yq

(1-
(
(
Y +O0y—y) =1 —-0)y" + 0y = (
(
(
(1-

Then we pointwise have that

1 if yr > yq and y* > yq
1 if yp = yq and y* > yq
1 if yp > yq and y* = yq
1 if yr = yq and y* = yq
-1 if yp <yqand y* =yq
-1 if yp =yq and y* < yg
-1 if yr <yg and y* < yq

}Nl (ylﬂy*) =

such that it pointwise holds

luk — yal — |v* — yal = h (Y, v*) (. — y*)

since we pointwise have

Uk — Y if yx > yq and y* > yq
O—v" +ya=yr—y" if yp = yq and y* > yq
Ye—Ya—0=yr —y" if yr, > ya and y* = yq
[y —yal = [y" —yal = 0 —-0=wr —wa if yr = yq and y* = yq -
—(yk—va) —0=—(yx —¥") if yp < ya and y* = yy
0— (=W —wa)=—(yx —¥") if yp = yq and y* < yq
— (ke —ya) + (v —ya) = — (ur —¥*)  if yp <yqand y* < yq

In the case of y () = yq (x) on a set M of measure non-zero and limy_,o, yx (x) = y () for z € M, then
we do not know if the sign of yy (z) — y (x), € M, changes along the sequence (yj),cy and we cannot
extract a subsequence with constant sign of yy () — y (x) as there are uncountable many elements in M.
Consequently, the required limit limy_,o0 2 (Y, ) () does not exist in general and the proof used so far
does not work.

Nevertheless, we apply our SQH method implemented in Algorithm 3.1 to P.7). For this purpose, we
consider the following Hamiltonian

H (z,y,u,p) = |y — ya| + BIn (1 + |u]) + pu — pmax (0,y)

and the following adjoint equation

/ Vp () Vo () + ha (y (2)) p () v (2) di = / ha (y (2)) 0 () de (3.74)
Q Q
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where
1 if y(x) > yq(x
h1<y<x>>:—{ (2) = ya(2)
—1 else
is from the discussion above and
1 ify(x)>0
ha (y (2) = )
0 else

can be obtained with a similar investigation such that
max (07 yk) — max (O) y*)
can be written in terms of

max (0, yx) — max (0,4") = ha (y, y*) (yk — y*)

for a function hy. Summarizing, we have that the formal definition of (3.74) is motivated by the case
where our technique of the proof for characterizing a solution to an optimal control problem with the
PMP, as discussed above in this subsection, can be applied due to the available differentiability in this
case. We insert the functions h; and he into the adjoint equation at these sites where in the smooth case
the corresponding available derivatives would be.

The functions h; and hy are bounded and measurable, see [36, 2.1 Measurable Functions| and therefore
elements of L (€2). Thus (3.74) is uniquely solvable, see [45, Theorem 3 on page 301] with

Ipllz@) < ¢,

¢ > 0 as hy > 0, see the discussion starting on page 75.

We consider P.7) with Q := (0,1) x (0,1), yq (z) := sin (2r21) sin (2722) + 55, Ku = [~100,100] and
S =19-10"2. In our finite differences framework, the non-linear equation

—Ay +max (0,y) =u

is solved by a Picard iteration until the L?-norm of its residuum is less than 1076, The initial guess for

the control equals zero and € equals ﬁ. The parameters are given by ¢ = 50, ( = 2%, n = 1079 and

x = 107® where () is equidistantly discretized with Az = ﬁ.

Results of this experiment are shown in Figure 3.11. Notice the fast reduction of the value of the
cost functional in the first few iterations. This shows that the SQH method also works well in the case
of a problem with an L' tracking term and non-smooth PDE constraints with respect to its capability of
improving the initial guess of the control such that the cost functional takes smaller values.

Notice that although it is not proved that (3.7) is necessary for a solution to (3.73) and thus especially
the theoretical framework of Section 3.1 does not have to hold in this case, the numerical optimality of the
solution returned by the SQH is fulfilled even for small tolerances in more than 75% of the grid points,
see Table 3.1.
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Chapter 4

An SQH framework for Fokker-Planck
control problems

This chapter presents results related to [25, 20| and [23]. We discuss optimal control problems that are
governed by the Fokker-Planck (FP) equation. In particular, we formulate an optimal control problem
with a mean value objective for the state and a mean value cost term for the controls. The functions that
determine the costs are assumed to be bounded from below and lower semi-continuous. Furthermore we
characterize a solution to our optimal control problem with the Pontryagin maximum principle (PMP)
and discuss the convergence analysis of the sequential quadratic Hamiltonian (SQH) method. We start
our discussion by a preliminary investigation of the Fokker-Planck equation from a random walk (RW).

4.1 From Random walk to Fokker-Planck

The FP equation can be used to calculate the distribution of a stochastic process like a RW with infinites-
imal small time steps. For this purpose, we start with introducing a RW in the following subsection and
restrict ourselves to the one dimensional case to focus on the basic ideas. Moreover we consider a RW
with jumps and different boundary conditions and investigate how these frameworks result in different FP
models.

4.1.1 A random walk with reflecting and absorbing barriers

In this subsection, we introduce RW models in a bounded discrete space with different kind of barriers.

A RW consists of evolution paths given by a sequence of random steps at subsequent time instants
on a grid [37]. These paths can be conveniently described as the evolution of the conditional probability
distribution of the state X, ., (position at the time-step n + m, n,m € N) of the RW and it is governed
by the Chapman-Kolmogorov (CK) equation, see [37],

P (Xmin=ylXo=2) =Y P (Xpmin =y|Xpm = 2) P(Xp = 2| X = 2) (4.1)
zeX

where X is the state space and P(-|-) denotes the conditional probability between two state configurations.

Specifically, consider a family of random variables Z; : Q — {jAz| j € Z}, i € N where Q is the abstract
space of elementary events and Ax € R is the Euclidean distance between two nearest neighbour states.
We define the random walk as follows

Xn ::J}o—i-zn:ZiER
=1

117
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for all n € N where zg € R is the initial value of the random walk. Our state space is given by
X:EAOI ={z; eR|zj =29+ jAx,j € Z} N]a,b]

where a = ¢ + joAx and b = xy + jpAx with ju,jp € Z and j, < 0 < 7, such that the initial point
xo € Xﬁ)x. We denote the total number of states with NV := IZ—;I + 1. The time space is given by

T'%t = {tn € R(—H tn =1%o ‘|‘7’LAt,n € No} n [O,T]

where the time horizon T' = ty +npAt, np € N with the total number of time steps N; = Tgfo. We denote

with p (z,t,), resp. q(x,t,), the discrete transition probabilities to move from = to z + Az, resp. = to
2 — Az. The random variables Z; include the RW of £ Az steps and the jumps. The random variables Z;
are pair wise mutually independent, but spatially and time dependent. The process is called compound
Poisson process as the random variables Z; are composed of a RW characterized by p,q and a RW with
jumps. We have a jump rate A > 0 such that A/t represents the probability that a jump occurs in the
time interval At. To weight the jump length, we utilize a function g : R — R with compact support, that
means that there is z. € Ry such that g (z) = 0 for all |z| > z.. Additionally, we require that z. <b—a
in order to avoid multi-reflections within one jump. Finally, the conditional probability related to the
Poisson jump process is given by

P(Z,=jAz|X—1=2) = AAtAzg(jAz) for all j > 2 (4.2)

P (Zn = Ax|XTL—1 = .%‘) = P (xatn—l) + )‘AtAxQ (ASU) (43)

P(Zy=0Xn1=2) = 1-p(a,ta1) —q(@,tn1) — AAAT Y g(jAx) (4.4)
i

P(Zi=-Ax|Xp1=1) = q(z,th-1)+ AAtAxg(—Aw) (4.5)

P(Z;=—jAz|Xp—1=2) = AAtAzg(—jAx) for all j < —2 (4.6)

where t,, == n/AAt 4+ ty and At, ty € ]Rar, n € Ny with the period At between two steps.
In order to have a well defined transition probability, the following constraints have to be satisfied

j=—o00
and -
0 <p(,tn) +q(x,ty) + ANAAZT Y g(jAx) < 1.
j=—00

From now on whenever clear from the context, we write ¢ instead of ¢, to simplify the notation.
Next, we turn our attention to the modeling of different barriers at the boundaries a and b.
Our random walk with absorbing barriers is defined as follows

Xn1+Z, ifa<X,-1<b
Xn = Xn—l if Xn—l <a (4.7)
Xn 1 if X,-1>0b
for all n € N. Roughly speaking, the meaning of this absorbing barrier is that if the process steps out of

the domain, then it can never return into the domain.
Our random walk with reflecting barriers is defined as follows

a—Zy,— (Xpn-1—a) if (Xp—1+ 2, <a)
Xy =8b—-2,—(Xp—1—-0) if (Xp_1+2,>0) (4.8)
Xpn-1+2Zn else
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for all n € N. This model corresponds to a wall where the process is being reflected such that the total
length of the jump is preserved.

Now, we derive the CK equation for our random walk with absorbing/reflecting barriers. We denote
with f : X?f X Tﬁt — Rg a discrete function representing the discrete occupation probability 'density’ of
the random walk process at the location z at time ¢. That is, Axf (z,t) is the probability that the process
is located in x at the time ¢t. For convenience, we extend f to zero for all x beyond an absorbing barrier.

Now, we discuss the evolution model for f. For this purpose, consider all contribution to f (z,t + At)
from the states at time t.

We start considering a RW model with absorbing barriers. In this case, the evolution of f, similar to
(4.1), is as follows

f($at+At) = p(z:—Ax,t)f(x—Am,t)+q(x+Am,t)f(x+Am,t)

[e.o]

FAAtAL .Z (9 (GAx) f(z— jAx,t)) (4.9)
ey
+ 1—p(x,t)—q(x,t)—)\AtA:E'Z g(]AZL‘) f(.l‘,t)
"0

fora <z <b.
For simplicity, we also refer to (4.9) as the CK equation.

In the following, we discuss the CK equation for f in the case of a combination of absorbing and
reflecting barriers. For this purpose, we introduce two continuous weight functions k4, kp : R(J{ — 10, 1]
that are able to modulate the type of barrier from absorbing k, = Ky = 0 to kK, = kp = 1. In all other
cases, these functions model a combination of absorbing and reflecting barriers.

With this setting, additional terms appear in the CK equation (4.9) that depend on the position x where
the process takes place. To obtain the corresponding Chapman-Kolmogorov equation for f, we have to add
terms to the right hand-side of (4.9) which start at Z, are reflected at a reflecting barrier and thus contribute
to x at t + At. The traveled distance of a process reflected at a is given by jArx = — (z —a) — (Z —a),
equivalently, T = 2a — x — jAx where j < 0. If a process is reflected at b, we have jAx =b—xz+b— T,
equivalently, Z = 2b — x — jAx where j > 0. After this preparation, we illustrate the evolution equation
for f depending on x.

We distinguish five cases: t =a, xr=a+ Ax,a+ ANz <x<b—Azx,z=b— Ax, x=0b.

Consider the case x = a. We have

~1
fla,t+At) = ke(t) | qgla+ Ax,t) f(a+ Ax,t) + \AtAx Z (9 (jAz) f(a—jAx,t))

j=—00

+ 11—k (2) p(a,t)%—q(a,t)—&—/\AtAx‘Z g(GAz) | | f(a,t) (4.10)

j=—o00

+ha () Ky () AOLAZ Y (g (JAD) f (2b—a — jAx,1)).
Jj=1
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Next, in the case x = a + Az, we have

fla+ Az, t+At) = (ka(t)q(a,t)+p(a,t)) fla,t)+q(a+20x,t)f(a+20x,t)

[e.9]

FAAtAT Y (g(iAx) f ((a+ Ax) — jAx, 1)

j=—00
J#0
-1
tha (D AALAT D (g(jAx) f (0 — Az — jAx, 1)) (4.11)
j=—o00
+rp (D) AALAZ Y (g (jAx) f (20— a — Az — jAx,t))
7j=1

+|1—pla+Lz,t)—q(a+ Dz, t) — AAtAx Z g(jAx) | fla+ Az, t).
j=—00
J#0
In the case a + Az <z < b— Az, we have

fzt+ At) = plx—Ax,t) f(xr—Ax,t)+q(z+ Ax,t) f (x+ Az, t)

o0

FAAtAL .Z (9 (GAx) f(z— jAx,t))
V0
—1
+hq (1) AOtAx Z (9 (1Ax) f(2a —x — jAz,t)) (4.12)

j=—o0

+hp () AALAT Y (g (JAT) f (20— & — jAx,1))
Jj=1

o

o
In the case © = b — Ax, we have

fO—2x,t+At) = pb—20zt)f(b—20z,t)+ (kp (t)p (b, t) + q (b)) f (b,t)
+AAt A AZ (9(GAz) f (x — jAz,t))
7y
-1
tho () AALAT Y (g(jAx) f (20— b+ Az — jAx,t)) (4.13)

j==o0

trp () AALAT Y (g (jAD) f (b+ Ax — jAx,t))
j=1

+|1=pb—2~Lxt)—q(b— Ax,t) — A\t Az Z g(jox) | f(b—Ax,t).

j=—o0

i#0
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In the last case x = b, we obtain

fbt+At) = k() (p (b— Az, t) f(b— Ax,t) + )\AtAxZ (9(joz) f(b— jA:L“,t)))

=1

+ 1=k () | p(0,t) +q(bt) + AAtAT Y g(jox) | | £ (b 1) (4.14)
i
-1
+Rp (t) Ko (1) AAtAx Z (9(JAzZ) f(2a—b— jAx,1)).
j=—00
Remark 31. If both barriers are reflecting and Ax Z;V:O f(a+jAz,0) =1, then Az Z;y:o fla+jlz,t)=

1forall t € T,ﬁt. That is the CK evolution is conservative. In the presence of an absorbing barrier, we

have Ax Z;V:o fla+jAz,t) <1, since there is the possibility that the random walk process leaves the
domain.

Our next step is to formulate (4.10) to (4.14) using a matrix representation in the sense that

for all z € Xfox and P € RV*V,
We define r (z,t) =1 —p(z,t) — q(x,t) — AAtAx Z]__oo g (jAx) and, for ease of notation, we omit

the time dependence of the transition matrix P = P (t). The first row of P is given by

T
1= ) (p(0.0) + 0 0:0) £ MBI > (i)

ko () (¢ (a+ Az, t) + AAtAz (g (— Aaj)))

AAtAzE, (1) (K (1) g (b —a)+g(—(b—a)))

where ()7 means transpose. The second row is given by

ko (t)q(a,t) +p(a,t) + AOAx (g (Ax) + Ko (t) g (—Ax) + Kk (8) g (2(b— a) — Ax)) T

r(a+ Az, t) + AMAtAx (Ko (1) g (—20x) + Ky (1) g (2 (b — a) — 2Ax))
qg(a+20x,t) + AAtAz (9 (—Ax) + ke (1) g (—3Az) + kp (1) g (2 (b — a) — 3Ax))

ANEAZ (kg (8) g (— (b —a) — Az) + Ky (£) g ((b—a) — Dx) +g(— (b—a) + Ax))
For the j-th row, j € {3,..., N — 2}, and z = a + jAx, we have the following

ALEAT (Ko (1) g (= (5= 1) Ax) + k6 (£) g (2 (b —a) = (j — 1) Az) + g (jAx))
AMEIAT (ke W) g(— (G —1) LDz —Az)+ k(1) g(2(b—a) — (j — 1) Az — Azx) + g (jAz — Ax))
AEAT (ke (8) g(— (G — 1) Az —20z) + kK (1) g (2(b—a) — (j — 1) Az — 2Az) + g (j Az — 2Ax))

p(x — Ax,t) + AAtAz (g (Ax) + ke (£) g (—2 (5 — 1).A13+Ax)—|—/-€b ®)g@2b—a)—2(—-1)Az+ Ax))
r(@,t) + AMAtAT (ko (1) g (=2 — 1) Az) + ke () g (2(b—a) = 2(j — 1) Ax))
q(z+ Az, t) + AAtAz (g (—Lz) +ka () g(—2(J—1) Az — Az)+ ke (£) g (2(b—a) —2(5 — 1) Az — Ax))

AAEAT (Ko (8) g (= (G — 1) e — (b*a))+ﬁb(t)9(é(b*a) —(-Dbr—(-a)+g((b-a)—jiz))
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The second to last row is given by

AEAT (kg (t) g (— (b—a) + Ax) + kp (t) g ((b—a) + Azx) + g ((b—a) — Ax)) T

p(b—2A0x,t) + AAtAz (9 (Ax) + Kq (t) g(=2(b—a)+3Az)+ Ky (t) g (3Ax))
r(b— Ax,t) + AAtAT (kg (1) g (—2 (b — a) + 2Ax) + Ky (t) g (2A7))
q(b,t) +kp (t)p(b,t) + AAtAZ (g (—Ax) + Ko (1) g (=2 (b —a) + Ax) + Ky (1) g (Ax))

and the last row reads as follows

AAAERy (1) (Ra (£) g (— (b — @) + g (b — a))

kp (t) (p (b — Az, t). + AAtAzg (Ax))

1—kp(2) <p (b,t) + q (b, t) + AAtAx Z;";;go g (ij))
j

where b —a = Az (N —1).

4.1.2 Optimal control of a random walk with jumps

In this subsection, we include controls into the transition matrix P = P (u) in order to first extend and
second validate our modeling framework with numerical experiments later. In the following, we define
a RW optimal control problem. We prove existence of an optimal control and derive the optimality
conditions that characterize it.

For ease of notation, we refer to the case with absorbing boundaries, that is, kK, = 0 and x; = 0.
However, notice that our discussion refers to a general transition matrix.

In the case of absorbing barriers, we have f(a,t) = f(b,t) = 0. Therefore the number of states is
given by N = b‘—; —1,and t > tg.

We insert the control mechanism in p (z,t) and ¢ (x,t), thus allowing a control mechanism in the drift
and in the diffusion. This fact will become evident when considering of the FP equation in Subsection
4.1.3.

Our control function u enters in the transition probabilities as follows

p(x,t) = % (s (x,t) + %u (J:,t)) (4.15)
and
q(z,t) = % <s (x,t) — %u (:c,t)) (4.16)
with a constant
2
D = (AA”Z) € R (4.17)

with given s : Xo* x Tp' — RT and u: X" x Tio' — R.

Since we wish to provide a detailed discussion of all quantities that enter our computational framework
and, in particular, present these quantities in vector notation, we focus on the case where the control
function depends only on time, i.e. u = u (¢) and s is constant. The same discussion can be repeated in
the general case u = u (x,t) and s = s (z,t) with additional notational effort.
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Now, we insert (4.15) and (4.16) into (4.9) and obtain the following

flz,t+ At) = (s+ Axu(t)) f(x — Aw,t) + (s — Axu (t)) f (x + Az, t)

FAAtA D (g(AD) f(x—jAx,t) + | 1—s—AAtAz Y g(jAx) | f(,t).
k0 a0

From 0 < p(z,t) + g (2,t) + AOt Az Y72 g(jAr) <1, we have 0 < s <1 - AAtAz Y22 g (jAr).
From 0 < p(z,t) < 1, we have —A%Us < u(t) < %(2_3) and from 0 < ¢(x,t) < 1, we have

—% (2—s5)<u(t) < %s. We conclude that the admissible set of controls is given by
Uad (s) ={u(t) e Rl uy <wu(t) <us}

where D D
Uy = 7?135 and Ug = Exs. (418)

Next, we define the two objective functionals J; (f,u) and J. (f,u) that model the purpose of the
control and its cost. Let a, 3,7 € R, we have

a Ni—1 b—Ax 5 b—Azx
)= Snant [ YN (Pt~ falet)? | 4500 [ S (F @)~ fale, 1))
n=1 rz=a+Azx r=a+Ax
Ni—1 b—Ax
—i—%AazAt SN Y it dd ()
n=0 z=a+Az

(4.19)

where fy : X5 x T,ﬁ "' - Ry with Az Zg;f_f nx fa (z,t) < 1 represents a desired trajectory and a target
at final time. The purpose of the first term in the functional models the requirement that the evolving
discrete occupation probability density f follows as close as possible the desired trajectory given by fy.
The second term requires that f reaches a target configuration as close as possible to fy(-,7). The last
term models the expectation costs of the control.

Further, we consider the following functional J., which has the structure of a statistical expectation

functional. We have

Ni—1 b—Ax b—Az
Je(fru) = alat [ Y > flrta)c(aty) | + B0z [ Y f(@,T)¥ ()
n=1 z=a+Az r=a+lz
(4.20)
"}/ Ntfl b—Ax
2
+ g Auit 2_;) _ZEA [ (@ tn) u® (tn)

where c: Xff X Tﬁ " S Rand ¥: X?Ox — R are given discrete functions. The first two terms model the

expectation of a running gain function ¢ and of a pay-off W, while the last term represents the expectation
of the cost of the control.
Our optimal control problems are defined as follows

min Jo (f,u) s.t. f,u fulfill (4.9) and u € U,q (s) (4.21)

U

for ® € {t,c}.
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In order to formulate these problems with the matrix-vector setting above, we explicitly refer to our

f1 fla+ Az, ty)
discrete functions as vectors as follows f = : € RV where f" = : € RY for
[N f(b—Ax,ty,)
w0
alln € {1,...,N;} and v = : € RN where u" = u (t,) for all n € {0, ..., N; — 1}. According to
uNe—1

(4.9) and for a given f > 0, where > works componentwise, we have
7l P (u) #0
f}Vt . 7) (uNt—l) fJVt_l

where the transition matrix P (u”) € RV*N for (4.10) to (4.14) including (4.15), (4.16) and k. = Kp = 0,
is given as follows

P (u™)
r %8 — %u (tn) + g (—Ax)
| s+ SBute) + 5 (L) '
s+ g(—Ax)
Ls 4 S2u(t,) + § (Ax) r
with r =1—s5 - AAtAz Y 72 g(jAz) and g (jAz) = AAtAzg (jAz) for all j € Z.
20
Furthermore, we define ’
l P (UO) £0
F(f,u) = : — : e RV, (4.22)
th 7) ('U,Nt_l) th—l
With (4.22), the optimal control problem (4.21) is formulated as follows
I}lin Jo (fyu) st. F(f,u)=0and u € Uy (). (4.23)

Although for a given u and f© the problem F (f,u) = 0 is readily solvable by matrix multiplication of
frHl = P (u) f for all n € {0,..., N, — 1}, see (4.22), we prefer to discuss it in the framework of the
implicit function theorem [4], because this approach allows to prove smoothness of the control-to-state
map and thus existence of an optimal control. Furthermore in this way, we obtain the gradient of the
reduced functional.

Next, we prove existence of a solution f = f(u) to F (f,u) = 0 for a given u and the Fréchet
differentiability of f (u) with respect to u, see [4, 78] for details.

The Fréchet derivative of F (f,u) with respect to f is given by

Pl 1

DpF (f,u) = _p ()

€ RNeNXNeN (4.24)
—P (uM) 1
which is a lower triangular matrix where 1 € RY*V is the identity. The determinant of D¢F (f,u) is
one and thus invertible. Applying the implicit function theorem to F (f,u) = 0, we obtain that the map
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uw > f(u) is infinitely differentiable in a certain neighborhood of each fixed u and the Fréchet derivative
D, f (u) of f(u) with respect to u is given by

Duf (u) = — (DfF (f,u)) ! DuF (f,u) € RNN>*N (4.25)

where D, F (f,u) € RNeN*Nt denotes the Fréchet derivative of F' (f,u) with respect to u, which is given
by

Do
D,
D F (f,u) = — . € RNNXNe (4.26)
D, N1
where
—fla+2Az,ty)
A fla+ Az, t,) — f(a+30x,t,)
€T . Nx1
_D n = — .
f (b - 2Al‘, tn)
for all n > 0.

Using the mapping u — f (u), we define the reduced objective functional

()= J (f (w),) (4.27)
for any differentiable functional J (f,u). The vector for the adjoint equation (4.31) is denoted with
Cl
¢ = : € RVN ¢ ¢ RN for all n € {1,..., N;}. We prove the following theorem.
¢

Theorem 32. Let J (f,u) be differentiable with respect to f € RVNN and u € RN, Then, the optimal
control problem

min, J (u) (4.28)
u € Uyq (8)
with J (u) defined in (4.27) has a solution where
U (8) = {u € RM| u, <u" <7, n€{0,..Ny — 1}} (4.29)

with u, and s defined in (4.18) and <, > are meant componentwise. The reduced gradient is given by
Vol (u) = (DuF (f )" ¢+ Vi (f,u) € R (4.30)

where ( solves

(DsF (f,u)* ¢ ==V J (f,u) € RN, (4.31)

An optimal solution u°P* € RNt of (4.28) is characterized by
. T
(Vuod (%)) (w=uP) >0 (4.32)

for all uw € Uyq (s) where Uyq (s) is defined in (4.29).
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Proof. The set U,q (s) is compact because it is closed and bounded [78| and the function is differentiable
because its a composition of the differentiable function f (u), see the discussion following (4.23) and the
differentiable target functional, see (4.27). Therefore .J is continuous and thus function .J (u) takes its
minimum on Ugq (s), see e.g. [78].

The Fréchet derivative D,,J (u) is given by

DyJ (u) = DgJ(f,u) Duf + DuJ (f,u)
= DI (f,u) (= (DgF (£,w) " DuF (fu)) + Dy (f,u) (4.33)

where we used (4.25). We define ¢ := —D¢J (f,u) (DsF (f, u)) !, equivalently, we have CTDyF (fou) =
—DyJ (f,u). We obtain the reduced gradient V.J (u) from (4.33). We obtain

Vud (W) = (Do F (f,u))* ¢ + Vo (f,u)

where ¢ solves
(DfF (fu))" ¢ = =V¢J (f.u).

The set Uyq (s) is convex. By [68, page 178| and the differentiability of J (u), we obtain the necessary
optimality condition (4.32). O

Remark 33. Equation (4.31) is equivalent to
¢ = (P )" ¢
5 — VT (f,u)
CNt—l . (7; (uT—l))T CNt
¢

which is a backward equation for ¢ with the terminal value ¢Vt = —Vin J (f,u) € RN, The solution to
the forward CK equation F' (f,u) = 0 for all time steps is given by

fl P (UO) fO
f}Vt ’P (uNtfl) thfl
for any given f > 0. Analogously, we have
(DUO)T Cl
Vol (u) = Vud (f,u) - :
(DuNt_l)T CNt
according to (4.30).

Corollary 34. The optimal control problem (4.28) with J = J; (f,u) or J = J. (f,u) has a solution.

Proof. The functionals Jy (f,u) and J; (f,u) are infinitely differentiable with respect to f and u. Thus,
we apply Theorem 32 and prove the claim. O

Further calculation proves the following corollaries. To use a compact notation, we denote with ey €
RY a unit vector where each entry is one.
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Corollary 35. The gradient of Jy (f,u) given in (4.19) with respect to f and u is given by

vfjt (f? 'LL)
=1 u? (t) en
: 0 :
fhemt— gt : v u? (ty,—1) en
= alz/t 0 d + BAx ; + 5 Auit 0 e RVN
th _ éVt
0 0

and

b—Ax
Zz a+Azx (l‘, to)
Vude (f,u) =vAxt : € RM,

b—A
ule= lzm a—fAz <x7tNt—1)

Corollary 36. The gradient of J. (f,u) given in (4.20) with respect to f and u is given by

c! u? (t) en
: 0 :
Ni—1 : 2
Vide(fyu) = atant | © 0 N s %AmAt Y (tN*O—l)eN e RN
) o )
0 0
and A
O Zx a—f&x (I’ to)
Je (fyu) = vyAzxAt : e RM
Ax
Nt ! ZZ a+Ax (SE, tNtfl)
cla+ Az, ty) VU (a+ Azx)
where ¢ == : eRN foralln>1 and ¥ == : € RV,
c(b— Ax,ty) U (b— Ax)

For the discussion that follows, we remark that, in the case J = J. (f,u) and the control constraints
are not active, the optimality system represents a sufficient condition for an optimal solution to (4.28).
This result follows from the fact that ¢ in (4.31) is independent of f and thus the reduced gradient defined
in (4.30) depends linearly on f. Let u be optimal and such that the control constraints are not active and
f be such that F (f,u) = 0. Then the following holds

f()
5 Az
Vaude (u) =0, that is — M + yAxAtM, : =0
2D :
th—l
where
1
e
mg
M: = N € RNtXNNt, m? = ( oG- =R, (R ) c RN
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(¢ =C((a+jAm,t,) with j € {1,..., N}, N="1 o — 1, for n € {1,...Ny} and

Mu — c ]IQJ\&XJ\/}AN7 m:’LL — U(tn) 6]T\/v c RQNXN
Ni—1

for all n € {0, ..., N; — 1} and thus as sufficient condition for optimality —%Mg + yAxAtM, = 0. From
that, we express each entry of v by the relation M, = ﬁMé‘ and substitute u in the adjoint equation
(4.31) by the corresponding expressions with . The solution of the nonlinear system arising from the
adjoint equation (4.31) is inserted in M¢ again to obtain a solution for u form M, = ﬁMc.

4.1.3 Derivation of the Fokker-Planck equation

In this subsection, we present two ways of deriving the Fokker-Planck equation from the RW to illustrate
the connection between the controlled CK equation and the controlled FP equation. We have x € Xfox
and t € Tﬁ k

First, as in [37], we interpret (4.2) to (4.6) as the conditional probability of discrete jumps of the
process between the lattice points within the interval At and investigate the limit for Ax, At — 0 of our
CK equation (4.9) to obtain the FP equation. We define the diffusion o2 (x,t) and the drift u (z,t) of the
FP equation as follows

o? (x,t) = (AAxt) (p(z,t) +q(z,t), (4.34)
pt) = 22 —q) (4.35)

and we have the constant D defined in (4.17). Inserting (4.15) and (4.16) into (4.34) and (4.35), we have
0% (x,t) = Ds(x,t) and p(x,t) = u(x,t). Notice that we identify the diffusion with s (z,t), up to a
constant D, and the drift with the control function u (z,t).

Next, we require that f, o, 4 and g are defined in the continuous case and that f, o2 are twice differen-
tiable with respect to x, f is once differentiable with respect to t, u is once differentiable with respect to
z, and the limit limaz ars0 AAT Y72 g (@ yj) (f (yj,t) — f (z,t)) exists for all z,y € R and is equal

to A [T g(x—y)(f (y,t) — f (x,t)) dy where y; =z — jAz and yj11 — —Aux, see 78] for details
about the Riemann sum. From (4.34) and (4.35), we obtain
At A VAV R At
r,t) = ——o0°(x,t) + —p(z,t) and ¢ (z,t) = ——0° (z,t) — —u (x,t 4.36
PEt) = St )+ g ed) and gl ) = S0t @)~ bt (130)
and insert (4.36) into (4.9) and perform the limit lima, ar—o with (4.17) as follows
of
- t
8t ($7 )
— lim f(l‘,t—i—At)—f(.%’,t)
Az, Nt—0 At
— lim o2 (x4 Ax,t) f (x+ Az, t) — 202 (2,t) f (2,t) + 02 (x — Az, t) f (x — Aw,t)
Az, At—0 2 (Ax)?
—  lim ,u,(x—i—Ax,t)f(x—i-Ax,t)—u(:):—A:c,t)f(x—Ax,t)
Az, Nt—0 2Ax

2 /52 (p oo
52( (2’“f<a:,t>)—i(u(x,wf(m))—xj oo —9) () — F (0r)) dy.

o0
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Furthermore, we have 0 < p (z,t) + g (z,t) <1, thus 0 < s(x,t) < 1 independent of the value of Az. To
fulfill o2 (z,t) = Ds (z,t), we set
D = sup o° (z,t).
z,teR

Therefore, for a given Az and diffusion o2, the time step At is given by (4.17). In correspondence
to s(x,t), we obtain a drift u (x,t) in the limit Az — 0 according to (4.15) and (4.16) such that the
condition 0 < p(x,t) < 1 and 0 < g (z,t) < 1 are fulfilled. Using the compact support of g, that means
that g (z —y) = 0 if | — y| > ., we finally obtain the following FP equation

2 0_2 T T+T,
S0+ 5 @ f @)= 55 (T @) - [ g -n (- @y =0
(4.37)

with the boundary conditions f (x,t) =0 for x < a and b < x.

We complete this section deriving the FP equation for a combination of absorbing and reflecting
boundary conditions. This derivation is more involved and requires the introduction of the concept flux
of the probability density.

Another approach from the discrete Chapman-Kolmogorov equation (4.9) to the Fokker-Planck equa-
tion is to consider a flux of probability density between the states which are connected pair wise by tubes in
which the probability density flows according to (4.2) to (4.6). We interpret p (x,t) f (:c t), q(z,t) f(x,t)
and AAtAzg (jAx) f (z,t), j € Z as microscopic particle flux densities where the ” + 7 sign in front of
them means that the flux points in increasing = direction and the "-" sign means that the flux points in
decreasing = direction. We define the particle flux density between = + Ax and x at ¢ by

5ty = 22 1) £ (00) — g (o4 B 1) (2 4 D 1)
-1 Jj+1 ) J
— A (Ax)? Z (]Am)Zf(a:—i—Ax—]Aac t) + A (Ax) 2Zg (jAx) Z f(x—Am—jAac,t).
Jj=—00 j=0 J=1 j=—1

(4.38)

The quantity j* (x,t) considers all incoming or outgoing fluxes as far as they go through z from or to
x4+ Ax. As mentioned before, we have f (b+ jAxz,t) = 0 for all j € Ny. The particle flux density between
x and x — Az at t is defined by

T @0) = 58 (e Aet) f (o - Dat) —a(e1) £ (21)

-1 00 Jj+1
—)\(Aa:)Q Z (jAx) fo—A:c—ij t)—i—)\ A$2Zg (jAx) Zf(x—l—Aa:—iAx,t).
j=-—00 ]——1 J=1 3:0

(4.39)

The quantity j~ (z,t) considers all incoming or outgoing fluxes as far as they go through x from or to
x — Ax. As mentioned before f (a — jAxz,t) =0 for all j € Ny. The total particle flux density at (z,t) is
defined by

5t (@) + 5 (1)

J(x,t) = 5 , (4.40)
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which is an arithmetic mean of j* (z,¢) and j~ (z,t). The next definitions are made to reproduce the
discrete Fokker-Planck equation described in Subsection 4.1.1.
The discrete divergence of the flux is defined as follows

_ it (@ t) -5 (z,)
VP (z,t) = ~ . (4.41)

Next, we set the discrete flux equation at (z,t)

[z, t+ At) — f(x,t)
At

If the discrete occupation probability density at (x,t) gets greater when time increases, then V27 (z,t) < 0
or if the discrete occupation probability density gets smaller when time increases, then V27 (z,t) > 0.

Remark 37. Inserting (4.38) and (4.39) into (4.42), we have that (4.42) is equivalent to (4.9) using that

= -VPy(x,1). (4.42)

~1 j+1
ZAmg(ij) Zf(m—l—Am—ijt fo—Aw—]Axt
J=—00 j=0 j=-1

1 j
= Z Azxg (jAx) Zf(a:—iAxt Zf a:—ijt
j=—00 j:l ] =0
= f(x —jAx,t) — f (1),

x J Jj+1
Y Axg(jra) [ Y flx—Lr—jhat) =) f(z+ A — jAz,t)
j=1 j=-1 5=0

00 Jj—1 ~ J

ZAa:g(jA:U) Zf(a:—jA:Et Zf m—]A:Ut

Jj=1 7=0

._.

f ($,t) —f(z—jha,t)
and f (x — jAxz,t) — f (z,t) =0 for j = 0.
In the next lemma, we prove that in connection with (4.42) the function f (x,t) is non negative for all
S Xff and t € ']I‘,%t once starting with f (z,%p) > 0 for all x € Xff where > works componentwise.

Lemma 38. If f (z,tg) > 0 for all x € Xfox, then f(xz,t) > 0 for all t € Tét and T € Xfox following
(4.42).
Proof. The proof is done by complete induction. We have

f(xatﬂ + At) — f(':vvt())

D
S t
A Vi (z,to),

or equivalently,

f(vatO‘FAt) = p(l'—Al‘,to)f(l'—Al‘,to)+Q("E+A$,t0)f($+ﬁl',t0)

ntar S (g(A) f (@ — jAn, 1))
Jj=—00
J7#0
+ | 1—p(x,to) —q(x,to) — AAtAx Z g(GLz) | f(x,to) > 0.
o
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Assuming that f (x,t) > 0 for one t € T%t, we have

flzt+ At) = plx—Ax,t) f(xr—Ax,t)+q(z+ Ax,t) f (x + Az, t)

[e.9]

+AAtAx Z (9(jAx) f(z—jLx,t))
"0
+ | 1=p(x,t) —qla,t) = AAtAT Y g(jAx) | f(x,t) >0,
"0
>0
[
Remark 39. Inserting (4.34) and (4.35) into (4.40), we have
_p(z,t) 1 o2 (x+ Ax,t) f (x4 Az, t) — o? (x — Az, t) f (x — Aw,t)
st =" g - 5 o~ (4.43)
+‘Wf(x+Ax,t)+Wf(x—m,t) (4.44)
1 Jj+1
— iAAx Z Azg (jAx) Zf z+ Az — jAz, t) (4.45)
Jj=—00 j=0
1
— 5)\A$ Z Axg (jAz) Z f r— Az — jAz, t) (4.46)
J=—00 j——l
1 Jj+1
+ §AA:U ZA:L’g (jAx) Zf T+ Az — jAz, t) (4.47)
Jj=1 j=0
1 > / ;
+ 5)\AJ} JZ:I Axg (jA) ~Z f(z— Az — jox,t) (4.48)

for all 2 € X&" and t € Tj.".
If f and o2 are differentiable with respect to z, u is continuous and (4.45) to (4.48) are Riemann sums,
see [78], where y; ==z — jAz and ;== & — jAw, then, similarly to [9], we have that

0,2 T o) Yy
lim g (a.t) = u(x,wf(w,t)—a(Wf(m))—A/ s [ @0 dzy

Az—0 ox 2 _
We have yj4+1 —y; = —Ax and Ui —U; = Az According to the definition of the Riemann sum, see
[78], the limit for Az — 0 of (4.45) is given by —3A fo(l — y) [ f (g,t) dgdy and of (4.46) is given by
—2A fo —g(z — fy dydy We have g5, — J; = —Aa: and thus the limit of (4.47) for Az — 0 is

given by I\ [ —g (z — fy t) djdy and of (4.48) is given by X [, —g (x —y) [Y —f (§,t) didy.

Now, we give j . (z,t) and j_; (m, t) such that we obtain (4.10) to (4.14) inserting j.', (z,t) and j_; (z,)
into (4.42) for all z € Xff and t € Tﬁt. For this purpose, we add the contributions from the reflecting
barrier to j (x,t) and j~ (z,t). For x = a, we have
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00 J
Jreg (ast) =rq (1) (j+ (a,t) = Arp (1) (D) Zg (JAz) Z (26— a— }Aa:,ﬂ)
7j=1

7=0

and

00 J—1
Jref (a5 8) ==ka (t) | 7 (a,t) — Arp (t 229 (jAx) Zf (26— a —jAx,t) | .
For x = a + Az, we obtain

g (a+ Dz, t) =57 (a+ Az, t) — Ky () A (Ax)? Z (g (jAz) Zf (26 —a— Az ij,t))
j=1

j=0

-1 j—1
+ka (0) A (Ax)? ) (g (joz)) f(a— Az —jAx, t))

Jj=—00 7=0

and

Jref (@ + Az, t) =77 (a + Az, t) + ke (t) iq (a,t) f (a,t)

Ifa+ Ax <z <b— Ax, then

oo j
Jibe (@) =57 (2, t) — Ky (£) A (Az)? Z (g (jAx) Z f(2b—=z— 5A:U,t))

j=0

. i (4.49)
+ ko () A (Az)? Z (g (jAz)Y f(2a—z—jAx, t))
j=—o00 7=0
and
00 j—1
Jret (@) 3= 57 (@,8) = ko (DA (D2)* Y (g (jAw) ) f(2b—z—jAs, t))
= = (4.50)

_1 j
+ kq (t) X (Az)? Z (g (JA:L‘)Zf (2a — 3Ax,t)) .

j=0
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For x = b — Az, we have

j;f (b— Ax,t) =77 (b— Az, t) — Ky () %p (b,t) f (b,t)

-1 j—1
+ ko () A (Az)? Z (Q (jAx) Zf (2a —b+ Az — ij,t))

and

o) 7j—1
Jrog (0= Az, t) =57 (b— Az, t) — Ky () A (Az)? Z (g (jAx) Z f(b+ Az — }A:c,t))
j=1

j=0

1 j
+ Kq (t) X (Az)? Z ( (jAx) Z 2ab+Aa:ij,t)>.

j=—00 ico

For z = b, we obtain

-1 j—1
j:‘;f (b’t) = Kb (t) (jJr (b7 t) + )"ia (t) (Ax)Q Z (g (]Ax) Z f (2(1 —b— }Aw,t)) )

j=—o00 7=0

and

1 j
Jret (bs1) =Hyp (1) (j (b,) + Mk (t) (Az)? Z ( (jAx) Z (20 —b— jA:c,t))) :

j=—00 50

In the limit for Az — 0, we obtain from (4.40) with (4.49) and (4.50) that
I (2, t) = Aligoj(xvt)
o2 (z o0 Y
0 £ 0 - o (T8 @) <a [~ gt [ £G0d (1.51)
00 y
w0 [To—n) [re@-orndi o [ g [C1E6-0 15 di

analogously to Remark 39. Inserting (4.49) and (4.50) into (4.42), we have

2 021‘ 00
@)= =g e f @) + s (TG o) a [ g0 - @y

+ma<t>A/°°g<x—y>f<2<a—x>+y>dy+nb<t>A/x (-1 f@0—12)+y)dy

—0o0

(4.52)

analogously to (4.37).
In the next lemma we have that the loss of probability can be expressed by the flux at the boundary.
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Lemma 40. Considering (4.10) to (4.14) for g =0, it holds

Az b b
N (Zf(x,t—l—At)—Zf(x,t))

— ko (1) (“ (”m’t)f(”ﬁz’t) —o (@) (et —;(,u(a—l—Awﬂj)f(a—i—Ax,t)+u(a7t)f(a,t)))
—(” (”Aw’t)f(”?ii’t)_“ (@.8)(a,t) —;(u(a+Ax,t)f(a—l—Ax,t)—l—u(a,t)f(a,t)))
a2 (b,t) f(bt) — a2 (b— Az, t) f(b— Az, t) 1

2o = 5 (b t) J (0,0)+ (b= B, ) ] (b= A1)

(1) (O’ (b,t) f(b,t) — 0 z(bA;Ax,t)f(b—Ax,t) —;(u(b,t)f(b,t)+u(b—A:E,t)f(b—Ax,t)))

forx e X?Ox.

Proof. A straightforward calculation gives

Az b b
E (Zf(xat‘l’ﬁt)z.f(xat))

= % (Ko (t) ¢ (a4 Ax,t) f (a4 Ax,t) — ke (B) p(a,t) f(a,t) +pla,t) fat) —qla+ Ax,t) f(a+ Ax,t))
+ % (q(b,t) f(b,t) —p(b— Az, t) f(b— D, t) + k(1) p(b— Aw,t) f(b— D, t) — ry (1) g (b,t) f(D,2)).
By inserting (4.36), we obtain the claim. O

Remark 41. If o2 f is differentiable with respect to z, f is differentiable with respect to ¢t and puf is
continuous, then we have

v Of (1)
/a 9 dx

~ 0= m ) (0@ 7@ - 2 (51 wn))
+ 00 - 1) (wt)70) - o (Z 8500

2

in the limit Az — 0 according to Lemma 40.

Remark 42. For k, = Ky = 1, we have j°(a,t) = 5°(b,t) = 0. We perform the Calculation for z = a.

It is analogous for x = b. The main part is to see that both f * f Y f(g,t)djdy = 0 and
[ y) [V f —a)+ y) dydy = 0. With a transformation of var1ables see [78] and the compact
support of g, we obtaln f faa zf(y, t)dydz = 0 and fo 5 bb ;j; z f(2)dzdz = 0 because

. <b—aand f(x,t) =0 out51de the domain by definition.

The discussion above motivates the following definition of the boundary conditions for (4.52) originating
from our microscopic model

P o) = (= (0) (w0 £ 0= 2 (T s @) =2 [ ot [ @0 dgay)

and

0= 000 (s@s@- 2 (T wn) [ g0 [ r6.0d0)

2 —00
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where we have zero flux conditions if kK, = Kk, = 1. If kK, = 0 or kK, = 0, then the corresponding flux
boundary condition is substituted by the zero boundary condition, see (4.37). We introduce boundary
flux operators

Ba (f,t) =j(a,t) (4.53)

and

By (f,t) = 3°(b,1). (4.54)

According to (4.52), (4.53) and (4.54), we summarize the discussion above with the following model
originating from our microscopic model using the compact support of g, that means that g (z —y) = 0 if
|z —y| > z.

2 0.2 T T4z,
@) =~ et f )+ 5 (T @) 3 [ a0 (0 F ) dy

T+Tc x
br®N [ gla-pfRa-npdy+a®A [ ge-y)fRO-0)+y)dy

for x € (a,b),
Ba (f,t) =7a (1)
for # = a and
By (f,1) = (1)

for x = b where 4,7 : RS“ — R are given functions that means given boundary values of B, and By
and f (z,t) = 0 outside the domain for all ¢ > 0.

4.1.4 Numerical experiments

In this subsection, we present results of numerical experiments to validate our control framework. On
the one hand, we show that our control framework is robust with respect to the choice of the parameters
characterizing the RW model and the optimal control settings. Specifically, we consider control problems
corresponding to the two cost functionals J; with two absorbing barriers and J. with two reflecting barriers.
On the other hand, we aim at demonstrating that the RW control solution converges to the solution of a
FP control problem.

First, we solve the optimal control problem (4.28) for J = J; defined in (4.19) with the following RW
setting: At; = T(i)“l and Ax; = (%)4+Z VDT, i € {1,2,3}. Wechoose T =D =1and a=p=1
and v = % and s = 1—10 with two absorbing barriers at @ = 0 and b = 1. For all ¢ € (0,7], we choose the
trajectory-target function as follows

where Z (t) = zo + (%52

‘O“
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5 ‘fm_l< < bta
{2 s=rsT (4.55)
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We choose a jump rate A = 1 and the length of the jump distribution is modeled with the following
function

10 if —L<a<d
g(x)= { 10 10 (4.56)

To solve our optimization problems, we use a nonlinear conjugate gradient (NCG) scheme in the variant
proposed by Hager and Zhang [50]. To test the accuracy of the computed reduced gradient, we perform
several gradient tests comparing with a centered difference quotient of the reduced cost functional and
obtain convergence of quadratic order. Specifically, we compare our gradient vJ applied to a variation

du with the value of the finite-difference formula J(“wé”);e‘]("*%“) for different 8 > 0 as & — 0. In all
experiments, the iterative NCG scheme starts with an initial guess for the control given by u® = 0 € RVt

and the stopping criterion is given by \/ AtV J (u)T \V (u) < 1078, This stopping criterion can be used
as far as the control is within its bounds, see (4.29), which is always our case.

In the Figure 4.1, we present results of numerical experiments with three different space- and time-step
sizes for the RW model.

Notice that f is set equal to zero at the absorbing barriers for all times and it follows the desired
trajectory given by fy. Furthermore, the control (drift) u behaves as it could be expected. As we refine
the space- and time-step sizes, we see a pointwise convergence of the optimal control solutions.
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(a) Optimal control u (¢) for At; and Az;.

0.1 02 03 04

(¢) Optimal control u (t) for Ate and Azs.
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(e) Optimal control u (t) for Ats and Azs.

(b) Contour plot of the state f (z,t) for Aty and Az.

(f) Contour plot of the state f (x,t) for Atz and Axs.
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Figure 4.1: Optimal control u (t) and corresponding state f (z,t) with absorbing barriers refining space-
and time-step size.

Another experiment in the same numerical optimization setting as above for Atg and Axs is to solve
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the Fokker-Planck equation

of (z,t)
T——u(t)

of (z,1) +§82f(:1:,t)

Ox 2 Ox? (4.57)

arising from the Chapman-Kolmogorov framework shown in Subsection 4.1.3 for ¢ = 0 with a Chang-
Cooper method, see [30] with the optimal control u calculated from the discrete RW model by the Hager-
Zhang-NCG method. In Figure 4.2, we see a contour plot of f. In 4.2a, the state f corresponds to the
optimal control u, both calculated with the Hager-Zhang-NCG method. In 4.2b, the state f is calculated
with the Chang-Cooper method from the continuous equation (4.57). Both figures of the state look the
same since our discrete random walk is a discretization of the Fokker-Planck equation (4.57) according to
Subsection 4.1.3.

08 fl
077!}
06

~ 05
04}
03}

021

01F

L . . . . e . 0 . . . e
0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 0 0.2 0.4 0.6 0.8 1

X X
(a) Contour plot of the state f (z,t) calculated by the Hager- (b) Contour plot of the state f(z,t) calculated by the
Zhang-NCG method from the discrete RW model. Chang-Cooper method from the Fokker-Planck equation
(4.57).
Figure 4.2

Our last numerical experiment considers the target functional J. defined in (4.20) with reflecting
barriers at a =0 and b =1 where D =T =1 and N = IZ—;Z + 1. The discretization is Axz3 and Ats. The
diffusion s = %0 and the function g is given as in (4.56). Furthermore, a = =1,y = % and A = 1. The
initial value u’ = 0 € RY and f° is given as in (4.55). For ¢ € (0, T}, the function c is defined as follows

where Z (t) == o + (bfT“ — %) sin (277%) and xg = HT". The results of the experiment are presented in
Figure 4.3 where we use a nonlinear conjugate gradient (NCG) scheme in the variant proposed by Hager
and Zhang [50] to calculate our optimization problem.
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t X

(a) Optimal control u (t). (b) Contour plot of the state f (z,).

Figure 4.3: Numerical experiment with reflecting barriers at « = 0 and b = 1.

4.2 The formulation of Fokker-Planck optimal control problems

In this section, we formulate optimal control problems governed by the FP equation. Our FP equa-
tion results from the consideration of stochastic Ité models that are continuous-time stochastic processes
described by the following stochastic differential equation (SDE)

dX (t) =b(X (t),t)dt + o (X (t),t)dW (t) (4.58)
X (0) = X, ’
where the state variable X () € Q C R™, n € N is subject to deterministic infinitesimal increments driven
by the vector valued drift function b and to random increments proportional to a multi-dimensional Wiener
process dW (t) € R™, m € N, with stochastically independent components. We denote with Q C R™ an
open bounded domain with smooth boundary and measure |[2|. We assume that there are absorbing
barriers on 0f).
The FP equation associated to (4.58) is given by

O f (1) Za (aij (z,8) f (2, 1)) + > On, (bi (2,8) f (2,1)) = 0 (4.59)
i,5=1 i=1

f(2,0) = fo(x) (4.60)

where f denotes the PDF of the process, fy represents the initial PDF of the initial state of the process Xg
and hence fo () > 0 with [, fo(z)dz = 1. In general o € R™ ™ is a matrix which results in the diffusion
coefficients a;;. However, in our dlscus510n, we assume that the diffusion coefficient a;; are constants all
with the value "72 > 0 such that we have a;; = %2 Both the stochastic process (4.58) and the FP equation
(4.59) are considered in the time interval [0,7] and 2 represents also the domain where f is defined.
We denote with @ = Q x (0,7"). Corresponding to absorbing barriers, we have homogeneous Dirichlet
boundary conditions for f on 99, ¢t € [0, T].

For the intention of this thesis, our starting point is given by the following two stochastic processes.
The first one is given by

dX (t) = (v (1) +w () 0 X (1)) dt + adW (¢) (4.61)
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rw! x1 w!
where o denotes the Hadamard product x o w = : with z = : € Nand w= : €
Tpw" Tn, w"
R™. Our second SDE model is as follows
dX (t) =u (X(t),t)dt +odW (t). (4.62)

In both models, the drift represents the control function. However, in (4.61), the dependence of the control
on the state X is explicitly given and the controls sought are v, w : [0, 7] — R™. We refer to this case as the
open-loop control mechanism since there is no feedback of the actual position of the stochastic process by
space dependency of control functions. Notice that, from the SDE point of view, this mechanism includes
the linear and bilinear control cases that appear in many applications. On the other hand, in (4.62),
the control function u : Q — R"™ is intended to define a closed-loop control mechanism for the stochastic
process. In contrast to the open-loop process above, the position of the stochastic process, in addition to
time, is also used to design a control strategy.
For the open-loop problem, the FP equation in its weak formulation is given by

0.2
[ (7 @00@+ 507 @) Vo @) + 9 (00 + 20w ) £ (0) (o) ) do =0
f ('70) = fo

for all p € H} () and for almost all ¢ € (0,7) where the dot - denotes the Euclidean scalar product, V
denotes the gradient with respect to the Euclidean scalar product in R™, the divergence of a vector-valued
y!
function y = : is denoted with Vy = """ | %yi and the partial derivative with respect to t is
yn
denoted with f/ = %f.
The admissible control sets are given as follows

(4.63)

d={veL?(0,T)| v(t) € Ki, ae.in (0,T)}

and
Wi ={weLi0,T)| w(t) € Kjy ae. in (0,7)},

i€{l,...,n}, ¢>2 where Ki,, K{/V are compact subsets of R. Hence we have that
Ky = K{ x ... x K and Ky = K}y x ... x K{},

and

Vg =V x o x VI and w € Wg = Way X .. x Wi,

We remark that for any function y € (L?(0,7))", we have that ||y|]qu(07T) =", '”yinLq(O,T) and analo-
gously for any function y € (L (0,T))", we have that ||y||zec (o) = maxi=1,_.n ¥ Lo 0,7)-

Remark. We remark that (4.63) describes a decoupled stochastic process. This means that this stochastic
process decomposes into n one dimensional stochastic processes that do not depend on each other. While

the discussion in the following is for a general case, this decoupling can be used to accelerate numerical
calculations. Actually, we have to solve n one dimensional equations of the form

02 82

?aT;gfi o ((vi (1) + zqw; (1)) fi (¢, 2:)) =0

I . J—
fi (t,l‘l) axz

(t,xi) +

for ¢ € {1,...,n}. This is computationally advantageous compared with solving the total FP equation

0.2
f(t,x)— ?Af(t,x)—i—V((v(t)—i—afow(t))f(t,a:)) =0
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in the n dimensional space €2 with respect to the scaling of the number of mesh grid points. The solution
of the total FP equation is then assembled by f (t,x) = [[;, fi (¢, 1) since by putting this approach into
the total FP equation, we obtain

2

I (ta) = TAf (L) + V(1) + 0w () F (1)

% 92 0
(#ta0 -G aasittm)) T syt + e | wn(0)+0s0)

J=1,j#i

.

==
Sh
~
8

- (o) s (0 [ 1 ) —(ai (30 + s (0) £ (020) ) 1 5

i (t, ;) H 1 (t, z5)

i=1 J=1 Jj=1,j#i

Il
g
=
~—
—=
Sk
—~
S
8
<
~—
+
—~
+
5y
g
=
~—
~—

w; ( H (t,xj) + (vi (t) + zw; (t)) (t,x;) H 1 (t,z5)

J=1,j#

=0
with the product rule [3, IV Theorem 1.6] and using that each f;, i € {1,...,n}, solves the corresponding
one dimensional equation.

An essential result for our analysis is the following theorem that states a specific boundedness result.
For our purpose, we remark that, since the drift is differentiable with respect to x, we have

V(v(t)+zow(t Z@xl t) + z;w ())f(:n,t))
:Z(vi(t)—i—xiwi(t)) 8if(x,t)+w"(t)f(x,t):(v(t)—i—xow( t)) - Vf(x,t) —|—Zw (m,t)
i=1 ' i=1

(4.64)

with the product rule |2, 4.25|. This fact motivates the proof of the following theorem.

Theorem 43. Consider the following parabolic problem
(¥, 0) +a(Vy, Vo) + (b Vy. @) + (cy, @) = (h, @) in @ x (0,T)
y =0 on 902 x [0,T] (4.65)
y =yo on Q x {0}
for all ¢ € HY(Q) and almost all t € (0,T) where (-,-) is the L*(Q)-scalar product, a,T > 0, b €
(L>(Q))", c € L®(Q), yo € L™ () and h € L1(Q) where ¢ > 5§ +1 forn > 2 and ¢ > 2 forn =1
with n the dimension of the bounded domain 0 such that y € L? (0,T; Hj (€)) N L*> (0,T; L? (Q)) solves

(4.65). Then, we have that
Iyl o) < C (1Bl Lacg) + llvoll Lo ()

where C == C (Q,a,T, ||bHLoo(Q), ||C”LOO(Q)) > 0.

Proof. The proof uses Theorem 64. First, we define the bilinear map

B (y,p;t) ::a/QVy(ac,t)-V(p(x)—i—b(x,t)-Vy(x,t)gp(x)—i—c(x,t)y(x,t)(p(x)dx.
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In order to apply Theorem 64, we define an auxiliary problem where the corresponding bilinear map fulfills
the coercivity condition.

For this purpose, we set § :== e "'y for any n > 0 where y solves (4.65). Then, we multiply both sides
of (4.65) with e~ and obtain

/ e My (z,t) ¢ (z)dx +e "B (y(-,t),p) = / e "h(x,t) ¢ (z)dr
Q Q

from which we obtain, by inserting the definition of g, the following

/@’(m,t)w(x)derB@(wt),sO;t)+/n@(w,t)w(w)dIZ/ﬁ(fv,t)SO(w)dw (4.66)
Q Q

Q

where b := he ™" € L9 (Q) because of the boundedness of ¢ — e~ over [0,T]. Now, from (4.66), we have
that

=i @te@ B 0.0 = [ R @ (167
which is uniquely solvable with § = 0 on 9Q x [0,T] and § = e "y = yo on Q x {0} where
B . eit) = B (0),00) + [ 0 (5,0) ¢ (a)da,

see |45, Section 7.1 Thoerem 3| with § € L* (0,7 Hj (Q2)) N L (0, T; L* () since ¢ — e~ is bounded
over [0,T]. Then we have the following result

allg (-,t) ”?{5(9)

= a/ﬂvg(m,t) -Vy (z,t)dr = B (y,9y;t) — /Qb(x,t) SV (z,t) G (z,t) + (e (z,t) + 1) §* (z,t) de.
(4.68)

From (4.68), we obtain
allf () gy + [ n8® (@) da

B(g,y);t)—/ﬂb(x,t)-Vy(x,t)y(x,t)+c(x,t)y2(x,t)dx

N

< B, + bl =0 < /Vy £,)- Vi (2, 0)d + - /QA2 (, t)dx) +||c\|Lw(Q)/ (2,1) da
(4.69)

with

[ b0 Vi @05 (@) del < Pl Z/\a G (1) 19 (1) |do

<l 3 ([ s 0+ o0 )

= 1bl] o Q)/ Vi (2,1) - Vil (2,8) + L |g (2, 4) | da

4e

where we use the Cauchy inequality, see [45, page 622], for € > 0.

We assume that ||b[| () # 0 and choose € : W From (4.69), we have that

a

A A b2y + 2allele) [
S0 G0 gy + [ 13 (ont)do < B (3ugit) + — 2 | # @0
Q a Q
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which gives
alli (4 8) 13 ) < B G,5:) (4.70)
for n > 16117 o0 () +2allell oo ()

2a
If ||b]| Lo (@) = 0, then from (4.69) we obtain that (4.70) holds for 7 > ||¢[| (@)
Consequently, we choose

Pl * 2aleliei@
= 2a '

Since it holds that B (—k,p;t) <0 for k> 0if ¢ > 0 for any ¢t € [0,7], we can apply Theorem 64 to the
following parabolic problem

~

(Q',go) +B (9, p;t) = (h,go) in Qx (0,7)
g=0on 00 x [0,T]
7 =yo on Q) x {0}
and obtain
191 2o (@) < CllAl (@) + ol L= (a) (4.71)
for a constant C' > 0. Thus, from (4.71) we have
9l (@) = el oo (@) < ™ Gl < € CllRl2(q) + ¢ llyoll oo ()
< Ce"T||h||L2 +e™ ol 2= ()

where C' := max <C’e”T, e”T>. O

The FP equation (4.63) with v € V4 and w € W4, considered as a parabolic equation in the framework
of Theorem 43, is uniquely solvable with f € L? (0,T; Hj (Q)) and f' € L? (0, T; H~* (), see [1, Theorem
2.14], [45, Section 7.1, Theorem 3 and Theorem 4] for fo € L? ().

However, in order to obtain the desired regularity, we require fo € L (Q) N H} (Q) such that we
have f € L? (O,T; H? (Q)) N L™ (O,T; H} (Q)), see [45, Section 7.1 Theorem 5| where the proof for the
relevant part of [45, Section 7.1 Theorem 5| is also applicable with our assumptions. From these results
and Theorem 43, we conclude the following. A similar result can be found in [13].

Theorem 44. For the solution to (4.63), it holds

I fll (@) < CllfollLe (o) (4.72)
where C == C (Q,0,T, v+ z o w||1(q), || ey W'l 10o(g)) > 0.

Proof. In view of (4.64), we choose b(x,t) = v (t) + x 0w (t), ¢ = Y.~ w'(t) and apply Theorem 43
since in our framework it is assumed that fo € L (Q) N H{ (). Thus it holds f € L? (0,T; H? (Q)) N
L>(0,T; Hj (). O

Having completed our discussion on the FP model, we formulate our optimal control problem corre-
sponding to (4.61) as follows

min J (f,v,w) : / /G v,w) (z,t) f (z, t)da?dt—l—/ (x) f(z,T)dx

fow
s.t. /Q<f’(m,t)<p(:c)+2Vf(x,t)-Vgp(m)+V((v(t)+xow(t))f(x,t))cp(1:)> dr =0

a.e. in (0,7) for all p € H} ()

f(70) = fO
v E Vad, w € Wy

(4.73)
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with
G (7}7 w) (:1:7 t) =-A (xa t) + ags, (U (t)) + B9s, (w (t))

where s1,590 > 0, A € L? (O, T; Wha (Q)) N L* (Q) a non-negative function, ¢ > 2 forn =1and ¢ > 5 +1
forn > 2, o, 8 > 0. The lower boundedness of the cost functional is ensured by the boundedness of A and
f, see (4.72). The functions that determine the costs of the controls are given by

R" >R, 2+ g5 (2 ng

The functions are assumed to be lower semi-continuous for all z € R with z* is the i-th component of z,
g R =R, 2+ g¢ ('), such that G (v,w) € L®(Q) and F € L™ () N H (Q).

Remark 45. The existence of a solution to (4.73) can be shown as in [46, 5 Existence of optimal controls|.
However, we need to modify the arguments since we multiply the state with functions of the controls.
According to [46, Remark 5.1|, the control-to-state map of our FP equation is sequentially continuous
as a map from Vyg x Wyq to L?(Q). This means that any weakly converging sequence of the controls
results in a strongly converging subsequence of the state. Assume that (vi,wr)pexs (fi)per, K € Nis a
minimizing sequence for the functional J where (v,w) is the weak limit of (vg, wy),cx and f is the limit
of the sequence (f),cp- If we further assume that the functions g are convex and Lipschitz continuous,
then the functional

/ fG (v,w) (z,t) dodt
Q

is convex since f > 0 and continuous as a map from V 45 x W,4 to R since it holds

. i T
/Qf!gi (¢ (1) — gk (¢* (1)) |dadt < !Q|LC||foHLoo(Q)/O ¢ () = ¢ (t) |dt
= LIQIC|| foll e IC" = Cllrrory < el = Cllzam

for any function ¢ 1_, (%2 € L9(0,T), see Theorem 44 and the embedding [1, Theorem 2.14]. Consequently
the functional fQ fG (v,w) (x,t) dedt is weakly lower semi-continuous, see [95, Theorem 2.12|. Then we
have that with the calculation rules for a sum of liminf [43, Theorem 3.127] that the following holds

hmlnf/ G (vk, wg) (x,t) fi (z,t) dzdt

k—o00

— ]1m1nf </ G (vg, wy) (z,t) f (x,t) dedt + /Q G (v, wi) (2, 1) (fo — ) (z,0) dmdt)

> liminf (/ G (v, wy) (z,t) f (x,1) dmdt) + lim inf </ G (vg, wg) (z,t) (fk — ﬂ dwdt)

k—o0 k—o0

= lim inf (/ G (vg, wr) (z,1) f (2,1) dmdt) + hm </ G (vi, wi) (z,t) (fe — ) (z,¢) da;dt)

k—o0

> / G (v,w) (z,t) f (x,t) dwdt
Q
since the lim exists being equal to zero, see

lim ’/QG(’Uk,wk) (‘T7t) (fk - f) (x’t) d:Cdt| < dklirgo ||f/€ - fHLQ(Q) =0,

k—o0

d > 0 due to the boundedness of G and the liminf equals the lim, see [3, Theorem 5.7].
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Our second FP optimal control problem corresponds to the stochastic process (4.62) and is given by

win 7 (/) //G (2,0) f (xt)da:dt—l—/ (2) f (2,T) dz

s.t. /Q (f’ (x,t)p(z)+ ?Vf(:v,t)-Vgo(:U) +V'(u(:c,t)f(33,t))g0(a:)> dz =0
a.e.in (0,7) for all p € H} ()
f(0)=fo

u € Uyg

(4.74)

where we choose the following admissible set of controls

Usg = {ue (L9(Q)"| u(x,t) € Ky a.e. on Q}

With Umin, Umax € R, Umin < Umax, ¢ > 2 and Ky = [Umin, Umax| - For G, it holds the same as in the case
of (4.73) and is specified later.

Notice that, with u € (L9(Q))", 2 < ¢ < oo, the well-posedness of the forward FP problem can be
shown, see [46], and also in this case, an L> bound for the PDF, analogous to Theorem 44, can be shown
based on [13, Theorem 3.1]. The discussion of existence of an optimal solution is the same as in the case
(4.73) above.

In the following section, we discuss the PMP characterization of a solution to (4.73) and (4.74).

4.3 The characterization by the Pontryagin maximum principle

Next, we discuss the characterization of a solution to (4.73) in the PMP framework. We define the
Hamiltonian function H : R®" x R x R x Ky x Ky x R®™ — R as follows

H (z,t, f,v,w,() =G (v,w) f+ (- (v+zow)f.

We remark that if f, v, w, ¢ are functions, we write short

H (2,t, f,v,w,C) = H (2,1, f (2,1) v (z,1) ,w(x,1),{(2,1)) .

Later the place holder ¢ € R™ will be filled with the space derivative of the solution to the adjoint equation
that is given by

0_2
[ (4 @00 @ + GV Tol) - @0 + 2o wlt) Vo) e @) da
Q

(4.75)

- [ (G wu) @t @)
for all ¢ € H} (Q) with p(-,T) = F (-). The adjoint equation (4.75) is uniquely solvable. This is shown
as follows. After a time transformation £ := T — ¢ and since G (v,w) € L7 (Q), see [1, Theorem 2.14], for
which we consider the boundedness of v, w and the measurability of GG, see Lemma 51, for any v € V4
and w € W4, we have the existence of a unique solution to (4.75) analogously to (4.63). Furthermore,
by the proof of [45, Section 7.1 Theorem 5|, we have that p € L? (0, T; H? (Q)) N L™ (O,T; H} (Q)) and
p € L? (0, T; L? (Q)) Therefore, we have the following theorem.

Theorem 46. For the solution to (4.75), it holds
1Pl @) < C (IG (v, w) | Loy + I1F |l ()

forC=C (Q, o, T,max;—1,__n |[v" + xiwiHLoo(Q)) > 0.
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Proof. As F € L1(Q), due to the pointwise boundedness of v,w and (v’ (t) + zw’ (t)) € L™ (Q) for
all i € {1,...,n}, we can apply Theorem 43 to obtain the desired result after a transformation of time
according to t :== T —t. O

Additionally, we have that p € L9 (0, T; Wol’q>, see [14].

Notice that in the adjoint FP problem (4.75) the solution of the forward FP problem does not appear.
This is due to the linearity of our cost functional with respect to the state f.

The next step in order to characterize a solution to (4.73) in the PMP framework is the following
lemma that provides a direct relation between the values of cost functional at different triples (f,v,w)
and the values of the corresponding Hamiltonian. We have that (fi,v1,w;) solves (4.63) for f; instead of
f, we write f « f1, with v; instead of v, we write v < v; and with w; instead of w, we write w + ws.
We remark that the PMP characterization simplifies due to the fact that the cost functional only depends
linearly on the state variable f. A consequence is that we can perform the corresponding proofs without
the definition of an intermediate adjoint as it is done in Chapter 2, Chapter 3 or [81, 21] for instance.

Lemma 47. Let (f1,v1,wy) solve (4.63) for (f,v,w) < (f1,v1,w1) and let (f2,v2,ws) solve (4.63) for
(f,v,w) < (f2,v2,w2). Then, we have that

T
J (fr,v1,w1) — J (f2,v2,w2) =/ / H (z,t, fo,v1, w1, Vp1) — H (2,1, fa,v2, wa, Vp1) dzdt
0o Ja

where p1 is given by (4.75) for v < v and w < wy and J is defined in (4.73).

Proof. In order to save notational effort, we drop the functions’ dependency with respect to x,¢. We have
J (fr,v1,w1) — J (f2, 02, ws)

T T

:/0 /S)G(Ul,wl)fld.’ﬂdt-f-/QFfl (,T)dl‘—/o /QG(’UQ,’LUQ)de:Edt—/QFfQ (,T)dﬂj (476)
T

=/ /G(vl,woma(m,wl)(ﬁ—f2>—G(vg,w2>f2dxdt+/F(fl—m (\T) da
0 Q Q

and

/OT/QG(Ul,wl)(fl—fz)

T 0_2
:/ /pll(flfQ)jLQvPl'v(flf?)(U1+$Owl)'vpl(f1f2)d$

0 Q

T 2
:/0 /S)(f{_fé)pl—'_(;(vfl_va)'Vpl—i_(v((vl—i_xowl)fl)—V((Ul—Fwal)fg))pldxdt
_/QF(fl—fz) (-,T)dx

T
=/ /v<<vz+xow2>f2>pl—v«mmowl)fz)pldxdt—/F(fl—f2><-,T>dx
e * (4.77)

by partial integration with respect to ¢ [95, Satz 3.11], partial integration with respect to x , see Lemma
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3 (third line) and with (4.63) (fifth line). Combining (4.76) and (4.77), we obtain
J (f1,01,w1) = J (f2,v2,w2)

T
— / /QG(thl)fQ —V ((v1 +z0ow) fo) p1 — G (va, w2) fo + V ((va + 2 0 w) fo) prdadt
0
T
= /0 /QG(’Ula’wl)fQ +((v1 +xowy) f2) - Vp1 — G (vo,ws) fo — ((v2 + x o ws) f2) - Vprdadt
T
— / / H (x,t, fa,v1, w1, Vp1) — H (x,t, fa, v9, w2, V1) dedt.
0o Ja

O]

The next step for the PMP characterization of a solution to (4.73) is to introduce the concept of needle
variation. For this purpose, we define the needle variation for any v € V4 and w € Wy with ¢ty € (0,T)
and with Si (¢0), a ball centered in tg and for its measure |Sy (t9) | it holds that limy_,~ |Sk (to) | = 0, as
follows

op () = vty iHte(0,T)\Sk(to) (1) = w(t) if ¢t € (0,7)\Sk (to)
YT itteSpto)n 0,1 Y T Yw ifte Sy (to) N (0,T)

where v € Ky and w € Ky .
Now, we can state the PMP characterization of an optimal control to (4.73).

Theorem 48. Let (f,@,w) be a solution to (4.73). Then it holds that

/ H (a:,t, f,@,u?,Vﬁ) dx = min / H (x,t, f,v,w,Vﬁ) dx (4.78)
Q

’UEK\/,WEKW 9]
for almost all t € (0,T) where p is the solution to (4.75) for v < v and w <+ w.

Proof. Since vy € V,q and wy € Wy, for all £ € N, we have with Lemma 47 that for any k € N the
following holds

1 _

OS |57 (fk7vk7wk) (f,’lj,'lﬂ))

(4.79)
\Sk to! /St / (Vpr — VD) - (v +zow) f+ (Vp— Vpy) - (v—i—xow)fdxdt)
\Sk(to | (/s t0) /H #t f 0w, Vp) = H (2 ,t,f,ﬁ,u?,Vﬁ)dxdt>
\Skzto (/S o) / U—i—xow ﬂ—i— p— pﬂV((@—l—xoqE)f)d:rdt)

for all v € Ky and w € Ky where (fg, vg, wg) solves (4.63) for (f,v,w) « (fx, vk, wk).
Next, we prove that

1' — D oo - 0
kg&”m Pllzee (@)
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We subtract (4.75) for v <— vi, and w <— wy, from (4.75) for v <— v and w - w and obtain
/ _op () o () + 2 V5p( ) Vo (2) — (5 (1) + 305 (1)) - V (2, 1) 0 () dar

+ [ 0+ 20w 1)Vt .0 p @) do = [ (6(0.) (2.0) = G (om0 (@) (o) do
where 8p := p — p* and thus

| =0 @@+ 7 Vip (@) Vi (@) — (0 (1) + @ 0w (1) - Top a,1) 0 (2) d

= [ O +aow )~ @0+ zow 1) Vile) ¢ (o) da (4.80)

+ [ (6@00) @0.0) = 6 ) (0.8)) ¢ (@) do
From (4.80) and Theorem 46, we have that

Jim [y, = pll oo (@) = 0

if
tim | (v + () 0wy = (T4 (1) 0 8)) - VB Laq) = 0
and

lim [|G (v, w) — G (vg, w) ||La(g) = 0.

k—o0

For the first term, we have the following

/ | (v (t) + zowy (t)) — (0(t) +xow(t))) - VD (x,t)|%dxdt

T
<c / | Z| plant)dadt < [ 195 (.0) 420yt < il rnac)

for a constant ¢ > 0 due to p € L7 (0, T; W4 (Q)), ¢ > & + 1, see [14]. This means that the function

tH/QI(vk(tHwowk () = (@) +xow(?))) - Vp(x,t)|"dx

is measurable, see [5, X Theorem 6.7], Lemma 52 and as the product and sum of Lebesgue measurable
functions is Lebesgue measurable [36, Proposition 2.1.7] and integrable, see [5, Theorem 6.11, Theorem
6.9]. Consequently we can apply the Average Value Theorem |78, Theorem 51| in order to obtain

Jim || (o + () 0w = (04 () 0 @)) - VPl La(g)

~ lim /sm)/ Bt mow(t) — (5(t)+ 20w (1)) - Vp(x,t) |"dadt = 0

k—o0
for almost all ¢y € (0,7T). Further, since
HG (17, ﬂ)) -G (Uk, wk) HLoo(Q) <c

for all v € Vg and w € W4, we analogously have that

lim (|G (8, @) — G (vg wp) |12 = lim / / G (5,1) — G (v, w) Pdwdt = 0
Sk (to)

k—o0 k—oo
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for almost all tg € (0,7).
Now, we have that the last line in (4.79) goes to zero for k — oo due to

1‘ —D oo == O
kg{.loﬂpk Pl (@)

and due to the Average Value Theorem |78, Theorem 51|. For the application of the Average Value
Theorem, we need that the function

tr—>/V (t)+zow(t) f(z,1))de

is locally integrable. This is the case because we have the boundedness

/|v ) +zow®) f(z,1) |de

- (5

using the Poincaré inequality [2, 6.7] and the measurability of the function

) +:L‘Ow( )) Vf(l',t)‘dl‘dt < c"f“LZ(O,T;Hé(Q))

tr—>/V t)+zow(t)) f(z,t))d

since we have (4.64), [5, X Theorem 6.7|, Lemma 52 and as the product and sum of Lebesgue measurable
functions is Lebesgue measurable [36, Proposition 2.1.7]. Because

(iL',t) = H (l’,t, f,v,w,Vﬁ) - H(x7t7f27v27w2,vp)

is measurable on Q, see [36, Proposition 2.1.7] and an element of L' (Q), we apply Fubini’s Theorem |5,
Theorem 6.11, Theorem 6.9] and obtain

t— / H (:U,t,f,v,w,Vﬁ) - H (:U,t,f,Vf,T),u_),Vﬁ) dx e L' (0,T).
Q
Thus we conclude with the Average Value Theorem |78, Theorem 51| the following
0< / (H (2.t, F.v,w,Vp) — H (.1, F,0,0,Vp)) dz
Q

by taking the limit over k on both sides of the inequality (4.79) for all v € Ky and w € Ky and for almost
all t € (0,T), renaming t( into ¢. O

We conclude this section by characterize the solution to (4.74) where we proceed similar to the case
discussed above.
The adjoint FP problem for (4.74) is given by

0_2
[ (9 @00 @+ GV Tol) -~ ule.0) - Voot o)) da
Q

_ /Q (G (u) (1) ¢ (x)) da,
p(~T)=F()

(4.81)

for all ¢ € HJ (). The proof of a unique solution to (4.81) can be done analogous to (4.75). Further, since
u € L>®(Q), we can apply Theorem 43 to obtain an L* bound for the solution of the adjoint problem
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that is analogous to that of Theorem 46. Notice that, also in this case, in the adjoint FP problem the
state f does not appear.
The PMP Hamiltonian corresponding to (4.74) is given by

H (2,t, f,u,¢) = (G (u) + (- u) f. (4.82)

Analogous to the discussion for (4.73) we have that a solution to (4.74) is characterized by the PMP as
follows.

Theorem 49. Let (f, @) be a solution to (4.74). Then it holds that

H (x,t,f,a, Vﬁ) = min H (x,t, f,u,Vﬁ) (4.83)
ueKy

for almost all (z,t) € Q where p is the solution to (4.81) for u < u.

Proof. We have that p € L (O,T; ng,q) due to the regularity of the right hand-side of (4.81), see [14]

and [83, Proposition 8.35]. By [46, Theorem 3.1|, we have that f € L? (0,T; Hj (€2)). Then the proofs of
Lemma 47 and Theorem 48 can be done analogously, where the corresponding control terms are replaced by
the control of (4.74). Going step by step through the mentioned proofs, we can apply the same arguments
to the control u. O

Now, notice that our FP equation is uniformly parabolic and in this case the PDF is almost everywhere
non-negative. Therefore if it holds

(G(u)4+ Vp-u) = min (G(u)+ Vp-u) (4.84)

ueKy

for almost all (z,t) € @ and p is the solution to (4.81) for u < 4, then (4.83) is fulfilled.

4.4 Numerical schemes

In this section, starting from the PMP characterization of solutions to our FP control problems (4.73)
and (4.74), we discuss two numerical solution procedures. In the first case, we implement the iterative
sequential quadratic Hamiltonian (SQH) method. For its convergence analysis, we need the following
further assumption on the function G. We have to require that the function G : Ky x Ky — R,
(v,w) — G (-,-,v,w) is Lipschitz continuous, that means

|G (1, w1) = G (- v2,we) [ S LY (! (01)" = (v2)" [+ [ (w1)" = (wa)' |)
=1

for a Lipschitz constant L > 0 independent of (z,t) € ). The need for this requirement comes from the
fact that we consider a product of the state and functions of the control in our cost functional, in contrast
to the cases in the chapters before. The consequence is that G is on the right hand-side of our adjoint
equation.

In the second case, which is (4.74), we exploit the special structure of the resulting optimality system
consisting of (4.81) and (4.84) to formulate a non-iterative solution procedure for determining an optimal
control. In fact, this is already known in literature to solve the Hamilton-Jacobi-Bellman equation [99],
however, for clarity of presentation we call this procedure the direct Hamiltonian (DH) method.

Before discussing the implementation of both methods, we illustrate the numerical approximation of
the FP and adjoint FP problems. For this purpose, let us consider the two-dimensional case, n = 2. We
define a sequence of uniform grids {2 }x~0 given by

Q= {(z,y) € R*: (z5,y;) = (ih, jh), 1,5 € {0,..., Ny} } N Q
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where N, represents the number of grid points in each direction and h is the spatial mesh size. We assume
that € is a square and h is chosen such that the boundaries of €2 coincide with the grid points. Let §t = %
be the time step and N; denotes the number of time steps. Define

Qh,ét = {(xlaijtm) : ('xlayj) € Qh7 tm = ’I’I’L(St, 0<m< Nt} .

On this grid, ¢;"; represents the value of a grid function in Qj at (xi,y;) and time t,,.

For the space discretization of the FP equation, we consider a second-order accurate scheme which
guarantees positivity of the PDF and, in the case of reflecting barriers, it should provide conservation of
the total probability. These are the essential features of the Chang-Cooper (CC) scheme |8, 30, 71].

The first step in the formulation of the CC scheme is to consider the flux form of the FP equation
(4.59) by defining the flux

2

Fi(x,t) = Z Oz, (aij (z,t) f (2,t)) — bi (z,1) f (v,1), i=1,2. (4.85)

=1

Thus, the FP equation becomes d,f = VF. The CC method is a finite-volume scheme where the term
VF at time t,, is approximated as follows

— 1 m m m m

with F"J: ; and F m+ ; the representation of the flux in the ¢-th and j-th direction, respectively. To
27 7

compute these flux terms, Chang and Cooper proposed to use a linear convex combination of values of
f at the cells sharing the same edge. For example, considering the edge between the grid points ¢, 7 and
i+ 1,4, we have

P :< 5J) z+13+5j i

where the value of 5Zj is specified below. This approach was motivated in [30]| by the need to guarantee
positive solutions that preserve equilibrium configuration.
Now, focusing on our cases with diagonal diffusion, we have

2 2
j g iR
oy = [(1 =) Bl + %] ™ [h —§iB", J] ” (4.86)
and
2 o2
m _ iy pm i M m
Friy= {( ~0%) B I Qh} fln — { =0 Bﬁz] i (4.87)
where Bm = —bi1(z;,1,yj,tm) and B;anrl = —bo(x;, yj+;,tm), see (4.59). Further, the linear-combination
7 2 ) 2 2
parameters are given by
o1 1 2B
(Sz =, wi — 5 2] ,
w!  exp (wf) -1 o
- (4.88)
) 1 1 ) 7J+*
J W ( ) 7 o2
j  exp — 1

This specification completes our illustration of the CC scheme. For the time discretization, we employ a
backward Euler scheme as follows

mo_fmel g 1

i)~ Jij _ m _m - m _m _
S (FH%J Fi_%7j> n (Fm% FLJ._%) . m=1,...,N. (4.89)
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The numerical analysis of this scheme is presented in [71] where it is proved that the resulting numerical
solution is O (575 + h2) accurate.

Now, concerning the adjoint FP equation, it has been proved in [8, 84| that the transpose of (4.89)
provides an O ((575 + h2) accurate approximation of the adjoint FP equation. This approximation is as
follows

pZ}’l S (™, u™)
= ng < i—1 ]pz 1,5 R;T_:_%]p% - K;T_L%Jng + Rz_%ﬂpﬁl,j) (490)
5t
h (Km 1pl,j 1 — R:‘r‘l]_képlj Km 1p’L] +RZJ+1pZ]+1)+5tG(bm)
where

j 02 j 02
m m _ - m b
Koy = (1=0) By T Ky = (V=000 ) Bl + 5
02 , o2
m _ Y m e m _ _ st m e
KLH% = (1-4; )B ,a+2 h’ Ki,jf% = 53*1) Bi,jfé + B’

m J pm o’ m J m o’

R, = =0IBlL 4+ 0 Ry =Sl B

m T RPM 02 m ) m 0-2

Ri,g+2 —0;B; i+s T Rz',jfé - _‘59‘*13@]'% o

Now, we discuss our numerical SQH optimization scheme. This scheme results from the combination of
two PMP-based strategies for solving optimal control problems governed by dynamical systems. On the
one hand, we refer to the iterative scheme proposed in [85] and on the other hand, we refer to the method
presented in [62].

The SQH method to solve (4.73) is given by the following scheme where the augmented Hamiltonian
K :R"xRxRx Ky x Ky x Kyy x Kyy x R® — R is defined as follows

Ke(o,t, f0,0,0,,0) i= H (2,8, f0,0,0) + ¢ (00) = 5 () + (w (1) - 6 (1)°)

where v? = Sy (vi)2 for any vector v € R™. The quadratic term, which augments the Hamiltonian
H, aims at penalizing the update of the control. This is supposed to keep the update sufficiently small
that the current state f is still an approximation in correspondence of the new control. The value of the
weight € of the quadratic term is adapted according to the capability of the control to minimizes the cost
functional such that the control updates are chosen as large as possible depending on the strategy for

choosing e.
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Algorithm 4.1 (SQH method)
1. Choose € >0,k > 0,6 >1,¢ € (0,1), n € (0,00), v°, w’, compute f° by (4.63) and p° by (4.75) for
v 00, w < w0, set k0

2. Choose v € Ky and w € Ky such that
/ KE <x7t7 fk7v’vk7w7wk7Vpk> dx S / KE <x7t7 fk7@,vk7w7wk7ka> dx
Q Q

for all v € Ky and w € Ky and for all ¢ € [0,T]
3. Calculate f by (4.63) for v,w and 71 == ||v — ka%Q(O Ty T2 = [lw — wkH%Q(O T)

4. It J (f,v,w) —J (fk,vk,wk) > —n (71 + 72): Choose € + e
Else: Choose € < Ce, fA+ « f, o« v wh «+ w, calculate p**! by (4.75) for v + v*™! and
w4 wFtl set k«+ k+1

5. If 71 + 79 < k: STOP and return v* and w*
Else go to 2.

The SQH method determines v (¢) and w (¢) such that the function
(60) > [ Ko (nit 75008, 0,0 V)
Q

is minimized for all v € Ky, w € Ky for any t € [0,7]. We assume that the functions v, w, which are
determined in Step 2 of Algorithm 4.1, are measurable, see the discussion starting on page 166 for details.
Next, we calculate f with v and w and check if the triple (f, v, w) reduces the value of the cost functional
by at least n (71 + 72). If not, € is increased in order to obtain a smaller deviation of the control. If the
triple (f, v, w) reduces the value of the cost functional by at least n (71 + 72), we accept the values (f, v, w)
as our next iterate, decrease € to possibly obtain a larger update for the control in the following sweep and
calculate the adjoint variable. Specifically, we have that f* is a solution to (4.63) for v < v*, w < w*
and p” is a solution to (4.75) for v « v*, w « w¥. We repeat this steps until the convergence criterion is
fulfilled where the algorithm stops and the last accepted control v*, w*

The SQH method to solve (4.73) is well defined since analogous results as Lemma 7 and Lemma
12 hold with the same arguments. These results guarantee the existence of a minimum of (v,w)
fQ K. (;U, t, fF 0, 0% b, wk, Vpk) even for lower semi-continuous functions g% and that Algorithm 4.1 stops
if v* and w* are optimal in the PMP sense (4.78). We remark that the minimization in Step 2 of Algorithm
4.1 is only in t instead of (x,t). However, the scaling of the calculation effort is the same since we have to
integrate K. over the space instead of performing the minimization of K in (z,t).

The Step 4 of Algorithm 4.1 is well posed. This means that increasing e, at most finitely times, will
end up in an update for the control that minimizes the cost functional value by at least n (73 + 72). The
argument is provided by the following lemma.

is returned.

Lemma 50. Let (f,v,w) and (fk, Uk,wk) be generated by Algorithm 4.1, k € Ng. Then, there is a 0 > 0
independent of € in each iteration such that for any e currently chosen by Algorithm 4.1, the following

holds
J(fo.w) = (1505, 0" ) < = (9] = 0) (10012200,1) + 0wl )

with 6v == v — v* and dw = w — w*. In particular J (f,v,w) — J (fk,vk,wk) <0 fore> 6.

Proof. We drop the arguments of the functions for notational effort. We define 6 f := f — f*, 6p :== p —p*,
SVf=Vf—VfFwith Vof =V (f— f*) =6V f and §Vp := Vp — Vp* with Vép =V (p — p¥) = 6Vp.
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Furthermore, we write H* := H(m,t, fk,vk,wk,Vpk), H = H (z,t, f,v,w,Vp), Gk = G(:U,t,vk,wk)
and G == G (z,t,v,w). With Lemma 53, we have
J(f,v,w)—J(fk,vk,wk) :/ Gf—ka’“dmdt+/F<5fdx
Q Q
:/ H-Vp-((v+zow)f)— H" +VpF ((vk+xowk) fk) dxdt—i—/ Féfdx
Q Q
:/ H-H (x,t,fk,v,w,Vpk) + H (azt, fk,v,w7Vpk> — HFdxdt
Q
+/ —Vp- ((v+zow) f)+ Vpk- ((vk—i—xowk) fk) dxdt
Q
+ / 6((51})2—1—((510)2) —e((év)2+(5w)2> dwdt + / Fofda
Q Q
< / —€ (((51})2 + (5w)2) +H—-H (x,t, fk,v,w,Vpk> —o0Vp- ((v+zow) f)dxdt (4.91)
Q
—|—/ —VpF - (v 4z 0w) f) + Vp© - ((vk—l—a:owk) fk> dacdt—i—/Féfd:c
Q Q
/ —€ ( + (dw) ) +H—-H (m,t,fk,v,w,Vpk> —0Vp- (v+zow) f)dxdt
Q
/ 0_2
+/ —f'ph - Vf VpF + p* (f’“) + —Vfk. Vpkdxdt—i—/ Féfdx
Q 2 o
/ + (dw) ) +H—-H (m,t, fk,v,w,Vpk> —0Vp- (v+zow) f)dxdt
Q

- / PP (5F) + %Vdf - Vpdadt +/ Féfdr,
Q Q
since we have by Algorithm 4.1 that
/ K (x,t,fk,v,vk,w,wk,Vpk) dr < / K. (m,t,fk,@,vk,ﬁ),wk,Vpk) dx
Q Q
for all v € Ky and w € Ky and for all ¢t € [0,7] from which it follows that

// z,t, fF 0, 0% w, wh, Vpk dm<// a:tfkﬁvkww Vp)d

for all v € Ky and w € Ky, see |5, X Corollary 2.16 ii)| and thus

0 >/ / z,t, % 0,08 w, wh, Vp ) K. (x,t,fk,vk,vk,wk,wk,Vpk> dx
= /QH (l‘,t,f ,v,w,Vpk) +e ((51})2 + (5w)2) — H*dxdt.

Now, we estimate the term fQ H-H (ZL‘, t, f* v, w, Vpk) dxdt. We have by the Taylor formula [4, Chapter
VII, Theorem 5.8] and with the symmetry of the second derivative [4, Chapter VII, Theorem 5.2| the
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following

/H—H(x,t,fk,v,w,Vpk) dxdt:/H—H(a:,t,f—5f,v,w,Vp—6Vp)da:dt
Q Q
1

:/8H5f+8va-5Vp—(2(v+xow)5f(5Vp)dxdt

0 0f 2
:/(G—i—Vp-(v—i—xow))(Sf—l—(v—i-xow)-f(SVp—(v—l—a:ow)-ddepdxdt (4.92)

Q

2

—/—p’(Sf—I—UQVp-Vdf—(U—i—xow)-Vp5f+Vp'(v+xow)5f+(v+xow)-f5Vpd:ndt

Q

—/ (v+zow)-dféVpdxdt
Q

where )
THH (x,t,f,v,w,r) |T=Vp 1

OvpH = ; , T = : € R".
%H (x,t,f,v,w,r) ’TZV;D TTL

We combine (4.91) and (4.92) and obtain by partial integration with respect to ¢, see [95, Satz 3.11], in
(4.92) the following

J(fyv,w)—J (fk,vk,wk>
g/Q—e ((51))2—1—(511))2) +5f’pdxdt—/QF6fdx+/QU;Vp-V(Sf—(v—l—:row)-Vpéfdxdt
—i—/ (v+zow) -Vpif +0Vp-(v+zow)f—(v+xzow) -5f6Vp—05Vp- (v+ zw) fdxdt

Q

o2

—i—/Q—pkdf’—2Vpk-V5fdxdt+/QF6fdx
:/ —e (((51})2—1—(511))2) +0f6p+ U;Vép-Véf—(’U+xow)-(5f(5Vpdxdt

Q

2

= / —€ (((51})2 + ((5w)2> + f'op + %Vf NVop+V((v+zow)f)dp—V((v+zow)f)dpdedt

Q

/ 0_2 (493)

+/Q— (75) o0 = 5V r5 - Vop =V ((vF +@owk) fF) op+ 9 ((oF +wowt) /*) dpdudt
—/ (v+zow)-dféVpdzdt

Q
= / —€ <((5v)2 + (5w)2> —V(v+zow)f)op+V ((Uk +zo wk> fk> dpdxdt

Q

—/ (v+zow)- dfdVpdxdt
Q

= /Q —€ (((51})2 + (5w)2> +V ((Uk +xzo wk> fk) op—V ((v +zow) fk) dpdxdt

= /Q —€ (((51})2 + (5w)2> + (vk —v+zxo (wk - w)) -V f*op+ Zn: <(wk)l - (w)l> fFopdzdt.
i=1

Next, estimate the terms in the last line of (4.93) by dv and dw. We have by the Cauchy-Schwarz inequality,
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see [2, Lemma 2.2| and the Jensen inequality, see |72, Proposition 824] the following

> /Q | ((w’f) - <w>") FRoplddt < | ¥y | (60)' |20 107l 220
=1

i=1
n 2
= kaOO(Q)J <Z I (6w)’ Hp(@)) 10pll 22(@)
i=1

< \/ﬁf’“m(@)J (Z | (dw)’ \iz(@> 17l 2(q) (4.94)
=1
< VAl e @) Q0w L2 0.1 0F (1160]| L2 0.7y + 116wl 220,77 )
A 1 3
< Vil Ml 101 (310010, + S0l

3 ~
< 5\/5kaHLoo(Q)9k\Q’ (H‘SUH%Q(O,T) + ||5wH%2(07T)>

where Q] is the measure of Q, || f¥]| (@) exists according to Theorem 44 and we use Cauchy’s inequality,
see [45, page 622| and where ||6pl|12(@) is estimated with Lemma 66. With the Jensen inequality, see [72,
Proposition 824|, and Lemma 66 we estimate the following

/Q|<Uk—v—|—a:o(wk—w))-kaép]da:dt

S/;;((' () = oel () = w)1)) [ 1o optasd

<[ (Z (1((#) = ord () - w )r))u;;fk(-,t) 226010 1) Dzt
| )

i=1

() )
<2 (0 =) =)

1)) 07 Cot) g9 1) o

(4.95)
< NF* oo (o) D <|| (60)" | 20,1 + el ()’ HL?(O,T)) Hlop () |2 (@)l 2 (0.1)
=1
< " (Z | (6v)° ”LQ(O,T)> + (Z | (0w)" ”LQ(O,T)> (60l 20,y + 1wl 207
i=1 =1
< 0"vn (llov e,y + 10wl zao,ry) (199] 207 + 10wl r20,r)
< 2/ (150300 |+ 100320 )
where ¢ = max;—1 .., maxyeq |z, || is the measure of §, oF = ||fk||L°°(0,T;H3(Q))ék max (1, ¢) and

T
110p (s t) 2ol z2(0,1) = \//0 /951?2 (z,t) dxdt = ||6p|12(q)-

with 6 := max (%ﬁ||fk\|Lw(Q)ék|Q|, 2\/ﬁék> where there is an upper bound for || f¥|| 1 (q) for all k € Ng
due to Theorem 44. O
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Notice that in contrast to the analogous results from the previous chapters, Lemma 11 and Lemma 26,
the existing threshold 6 in the present case, for which we have a minimization of the cost functional if
exceeded by €, depends on k where in Lemma 11 and Lemma 26 the corresponding constant 6 holds for all

k. The reason for this is that the norms ka||mo(O T HY () and Hpk||ioo(0 TS () exist, see the discussion
o L 5L

of existence of a solution to the state and adjoint equation, but it is not proved if || f¥|| Lo (0.T5H2 () and

[Pl Cp— are bounded by a constant that holds for all v € V4 and all w € W,q as it is the case
L>=(0,T;H(R))

for || £*|| Loo(Q) OF [l Lo(q) for instance, see Theorem 44 or Theorem 46. This causes a dependency of
). on ||kaLoo(0’T;H5(Q)) and Hpkniw(o,T;Hg(Q))’ see (4.95) and (5.32) for details and the lack of an upper

bound for @ in the present formulation.

A consequence of the lack of an upper bound for 6 for all kK € Ny is that the investigation of the
properties of a sequence generated by a loop over Step 2 to Step 4 of Algorithm 4.1 is more delicate now.
While the cost functional minimizing properties stated in Theorem 13 still hold with the same proof, the
proof of Theorem 14 or analogous Theorem 27, where the pointwise convergence to a PMP consistent
solution is proved, cannot be applied, since they require an upper bound for ¢ that holds for all iterations
of the SQH method. This upper bound for € is given if 8 has an upper bound that holds for all iterations
of the SQH method, see below (2.37) for instance. However, if there is an upper bound for 6y, for all & € Ny
and the estimations ||f — f¥||12(q) < Cllu — w201y P —pkHLQ(Q) < Cllu — UkHLQ(QT), C > 0 hold,
then the proof of Theorem 14 or analogous Theorem 27 also hold in the FP case. These estimation can
also be proved with a similar calculation as the one starting on page 91 if we have that || f¥|, (0.1:H3 ()

and ||pk||2Loo(0’T;H&(Q)) are bounded by a constant for all k£ € Ny, for all v € V4 and for all w € Wy,.

Summarizing the discussion, we have that each sweep of Algorithm 4.1 is well defined and performs
improvements to an initial guess of the control, if it is not already optimal, such that the cost functional
value decreases.

Next, we discuss the numerical solution of (4.74). The SQH scheme corresponding to (4.74) is given
below where a similar discussion holds as in the case above. The augmented Hamiltonian is defined by

where H is given by (4.82).

Algorithm 4.2 (SQH method)
1. Choose € > 0, k > 0,6 > 1, ¢ € (0,1), n € (0,00), v°,w", compute f° by the state equation of
(4.74) and p° by (4.81) for v < 0%, w + w°, set k < 0

2. Choose u € K such that
K. <a:,t,fk,u,uk, Vpk) < K. (a:,t, fk,ﬁ,uk,Vpk>
for all & € Ky and for all ¢t € [0, 7]
3. Calculate f by the state equation of (4.74) for u and 7 := ||u — ukH%Q(Q)

4. If J (f,u) — J (f*,u*) > —n7: Choose € - e
Else: Choose € « Ce, fF1 <« f, w1 « u calculate p**! by (4.81) for u « u**1, set k « k +1

5. If 7 < k: STOP and return u*
Else go to 2.
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A closer look on the necessary optimality conditions corresponding to (4.74) reveals that we do not
need to compute the solution of the forward FP problem, but it is sufficient to calculate the adjoint FP
equation together with the PMP optimality condition, see (4.84). Therefore a natural approach to solve
this problem is to consider an explicit (backward) time approximation of (4.81) starting from the terminal
condition, and implementing the minimization of v — G (v) + Vp - v, before proceeding to the next time
step. It is known [99] that such an explicit scheme may suffer from instabilities. However, in our setting
and with a sufficiently small time step, the following solution procedure appears stable.

Algorithm 4.3 Direct Hamiltonian method
1. Set pNt = F

2. For m = Ny, ...,0 do:

(a) Set u™ = argmin, g, G (v) + Vpp™ - v
(b) Set p™~! =S (p™, u™)

Notice that in this algorithm all equalities are meant for all space grid points 4, j.

We remark that in the finite-volume CC scheme, and its adjoint, the drift (control) is placed on the
cell edges. In our second setting of (4.74), the first component of the control field uy is placed on the
vertical edges and normal to it. On the other hand, the second component wus is placed on the horizontal
edges and normal to it. Thus in this setting the product V;,p™ - u is approximated as follows

m _ Pit1,j — Piy Pl — Piy
Vip™ - ulij = w1 (Tig1)2,Yj tm) — gt (i, Yjt1/2: tm) —

Notice that this is a second-order approximation of the continuous product Vpp™ - u.

We remark that in both the SQH and the DH schemes, the pointwise values of the optimal controls are
obtained by solving finite-dimensional optimization problems in the respective compact sets Ky, Ky and
K, respectively. These problems can be solved by many optimization schemes, including direct search.
However, in many cases it is possible to determine the solution by a case study and, if this is the case,
the optimization procedure becomes very fast. To illustrate this advantage of our PMP-based procedure,
we discuss two specific non-smooth cost functionals that are also considered in our numerical experiments

below.

Let us consider the optimal control problem (4.73) with %2 = 5. We choose Q = (—5,5) x (—5,5)
with a uniform space discretization h = % and on the interval [0,7] with 7" = 1, we set the time steps
5t = 155

100

In our cost functional, we choose
G (z,t,v,w) = —A(z,t) + ags, (v) + Bgs, (W), F=0

where a = § = % -1072 and
0
A (l’,t) — ele—zg(®)[2—p? if |$ — Ty (t) | <p (497)
0 else

with | - | the Euclidean norm according to |y| = \/(yl)2 + ...+ (y")*>. We have p = 1 and the desired
trajectory x4 : R — R? is given by the spiral curve

2t

£t cos (27
za (t) = ( ﬁsin é27r

T

N

; ) . (4.98)
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The control costs are determined by the function
gs (2) = max (0, |z'| — s) + max (0,]2%| — s)

where s; = %, So = % in G. The admissible values of the controls are given by the intervals K‘lf =K ‘2/ =
[Umina vmax] and K}%V = K[%V = [_wmina wmax} where Umin = —2, Umax = 2, Wmin = —1 and Wmax = 1.
The initial condition for the forward FP problem is given by the following Boltzmann-like distribution

fo (z) = djz — wo|?e~Hea0l (4.99)

with zg = (—2.1,—3.1). The constant d > 0 is set such that [, fo (x)dz = 1.

A discussion of existence of a solution to the corresponding optimal control problem can be done
analogous to Remark 45 due to Lemma 67 that states the Lipschitz continuity and the convexity of the
function 2’ — max (0, |2'| — s), i = 1,2.

The parameters for the SQH Algorithm 4.1 are set as follows. The initial guess € = 1072 and the initial
values of v and w are zero. Furthermore, we have n = 1077, 6 = 50, ¢ = % and k = 10710

Next, we can discuss how to find the point-wise minimum in Step 2 of the SQH Algorithm 4.1. We
have

/ K¢ (z,t, f,v,0,w,0, Vp) dx
Q

_/G(v,w)f(x,t)+vp(:c,t)-(v+:cow)f(x,t)+e((v—ﬁ(t))2+(w—w(t))2) dx

=G (v,w) +Z v'h; ( +Zw ci () + €9| (Z (vifﬁi (t))2+ (wifﬂ/i (t))2>

i=1 =1

where Q] is the measure of Q, a (t) = [, f (2, t) da and

:/Qai.p(xat)f(%t)d% ¢ (t) = Qxi(fmp(az,t)f(w,t)dw, i={1,2}.

We remark that due to the zero boundary conditions, which means the homogeneous Dirichlet boundary
conditions, it holds that 0 < a < 1. Since

zZ—35 ifz>s
max (0,]z] —s)=¢ —2—s5 ifz2<—s,
0 if |2| <s
the pointwise minimum of (v, w) — fQ (x,t f, v, 0, w, W, Vp) is given by the following case study where

we use the differentiability of (v,w) fQ (z,t, f,v,0,w,w, Vp) in the intervals (vmin, —$), (=S, ),
(S, Umax) for v and analogously for w.

Similar to the discussion starting on page 166, we see that the minimization problem in the given
intervals reduces to the evaluation of the integral of the augmented Hamiltonian on a discrete set of points
as follows

(v(t),w(t)) = argmin /K (z,t, f,0,0,w,w, Vp)dz

DEKy e Ky

= arg min /K (x,t, f,0,0,w,w, Vp) dz
’ﬁef(v()weKW ()

where . . . . .
Ky (t) = Ky (t) x K/ (1), Kw = Ky (t) x Ky, (t)
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K%/ (t) = {Ui (t) 77)3 (t) ’Uii% (t>}v Klz/V = {wi (t) ’wé (t> 7w:£5 (t)}v = {172}7

. )= i (s (o 200 —cn @ b0 ),
0= min (e (s 2O 00 @ 200
01 ) L)
ot 0= min (e (3 HEZ O pr0 )
301 = min (s (s 2L 0 B0 0200 )
and

b0 = i (e (s, 2T O =0 )

for any ¢ € [0,7] and ¢ = {1,2} since the minimum is either in the inner of the corresponding intervals
where the derivative with respect to v or w equals zero or on the boundary of the intervals, see [3, IV
Remark 2.2 (b)].

Next, we consider our second optimal control problem (4.74). We choose the same domain  and
T = 1, with the same discretization in space, and for the time discretization, we take ot = ﬁ. Now, our
cost functional is given by

G (u(z,t) = —A(z,1) + % (uf (2,8) +uj (2,1) + B (lur (2,8) | + |uz (2, 1) ])

where A is as above and o = 1075, 8 = 1073, The admissible set of values of the control is given by the
interval Ky = [tmin, umax]2 with umin = —10, Umax = 10. We have o = 1.

Since Ky is compact, we have that the square function z + 2% : [Umin, Umax] — R is Lipschitz-
continuous as follows

|27 = 25| = |21 + 22|21 — 22| < 2max (Juminl, [umax]) |21 — 22|.

The Lipschitz continuity for the absolute value z + |2| : [Umin, Umax] — R follows from the reversed
triangle inequality, see 3, Corollary 8.11]. The convexity of the square function follows from Jensen’s
inequality, see |72, Proposition 824] and the convexity of the absolute value from the triangle inequality |3,
Theorem 8.10]. Consequently a discussion of existence of a solution to the corresponding optimal control
problem can be done analogous to Remark 45.

The parameters for the SQH method, Algorithm 4.2, are given in this case as follows. We have that
the initial guess for ¢ = 0 and the initial guess of the control ©v = 0. We have 6 = 50, { = %, n =107,
K =10710.

We can also calculate the points where the augmented Hamiltonian (4.96) used in the SQH scheme,
see Algorithm 4.2, can attain (pointwise) its minimum value. The formulas are given by

u = argmin (G (v) + Vyp-v) f + € (v — @)?
UEKU

. « .
= agmin (5 (0F +0d) + B (ua] + fval) + 01 Vip + 02 Vip) £+ e (v — @)’
Ule{viyv%}7 UQE{’U%,'U%}
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where

Uz.l _ min <max (O, 26711’ (.%’,t) B ,;'Lp (Qj‘,t) f (l‘,t) - 5f (J?,t)) 7umax>
2¢ + af (z,t)

and

v

2 _ (max <u - 2¢t; (x,t) — Vip (x,t) f (x,t) + Bf (x,t)) 0>
v R 2¢ + af (x,t) )

Also for the DH method, Algorithm 4.3, we can determine a priori the set of points where the involved
Hamiltonian can take a minimum. Specifically, we have

u = argmin (G (v) + Vpp - v)
veEKy

) !
= arg min 5 (v%—f—v%) + B (|v1] + |v2]) + v1Vip + v2aVip
v1€{v%,vf},vge{v%w§}

where

vil = min <max (O, ~Vhp (2,%) - 6) ,umax>

(%

and

—Vip(z,t
viz = min <max (umin, WP (T, t) + ﬂ) ,O)
!
for i = {1,2}. We show that (4.74) can be solved with both methods in order to control the corresponding
stochastic process.

4.5 Numerical experiments

In this section, we report results of numerical experiments that validate the Fokker-Planck optimization
framework and the ability of the resulting controls to drive the related stochastic processes. Our numerical
experiments are performed with the setting specified in the previous section and in the same order.

Concerning the first goal, we would like to demonstrate that our optimization procedure is able to
provide a solution that satisfies the PMP optimality conditions discussed in the previous sections. For
this purpose, we define a measure of PMP optimality of the numerical solution as follows

AH (t) = / H (x,t, f,v,w,Vp)dx — min / H (z,t, f,0,%,Vp)dzx
Q Q

@GK\/,'LUGKW

where f,v,w,p represent the output of Algorithm 4.1. The number N, lo, I € N, gives the percentage of
grid points where 0 < AH (t) < 107! is fulfilled.

For the first FP control problem (4.73), we obtain the optimal controls shown in Figure 4.4a. We can
see the effect of the thresholds s for v and sy for w. In Figure 4.4b, we plot the convergence history of the
cost functional. The numerical PMP test for the initial guess gives N%) = 100%, N% = 100, Nf;)b = 32%,
Ny = 24%, N, = 20%, N§ = 17%, Ng? = 5% and for the result of Algorithm 4.1, the numerical PMP
test gives Ng, = 100%, Ng = 100%, N% = 97%, Ny, = 81%, Ni = 72%, N§ = 67% and Ng? = 67%.
These results indicate that the solution obtained with the SQH method is PMP optimal in the sense of
(4.78).
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(a) The time curves of the components of the controls. (b) Reduction of the value of the cost functional during the

SQH iterative process.

Figure 4.4: Results of the first numerical experiment.

In correspondence to the controls v, w depicted in Figure 4.4a, we perform a Monte-Carlo simulation
with the stochastic process (4.61) driven by these controls, starting from (z1,22) = (—2.1,—-3.1). The
resulting paths are plotted in Figure 4.5 where we see that the mean value of the state f (trajectory with
circles) is steered towards the desired trajectory x4 (dashed line) and starts following it when coming close.
Similarly, we see that the stochastic trajectories (solid lines) are close to the mean value of f.

05

N
<
151
2L
251
3tk
2 1.5 1 0.5 0 0.5 1 1.5 2
X

Figure 4.5: Monte-Carlo simulation (solid lines) with the controls of Figure 4.4a. The circles correspond
to the mean value of f and the dashed line is the desired trajectory zg.

In the next experiment, we consider our second control problem (4.74) to compute optimal control
fields that are used in a Monte-Carlo simulation with (4.62). For comparison, this problem is solved using
both the SQH and the DH scheme. The resulting controls are implemented in the corresponding stochastic
process (4.62) where we consider different initial conditions in €. In Figure 4.6, we plot some stochastic
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trajectories obtained in this framework and using the controls resulting from the SQH scheme and DH
scheme. In any case, we can see that the controlled stochastic trajectories are steered towards our desired
trajectory xq.

S0 0
1r P B
2 ) 2
3 3
4 4
5 : ‘ ‘ ‘ ‘ ‘ ‘ ‘ : ‘ 5 : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
5 4 3 =2 4 0 1 2 3 4 5 5 4 3 =2 4 0 1 2 3 4 5
X1 X1
(a) Monte Carlo simulation starting at (—3, 3).
5 5
4 4
3 3
2 2

(b) Monte Carlo simulation starting at (—3, —4).

Figure 4.6: Monte-Carlo simulation with the controls obtained with the DH method (left) and with the
SQH method (right).
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Chapter 5

Appendix

In the Appendix we give supplementary results that are used in the thesis or have the purpose to support
the discussion in the thesis.

5.1 General auxiliary results

Let Z C RY be a set with N € N. The following lemma states that the composition of a Lebesgue
measurable function v : Z — R with a lower semi-continuous function g : R — R is Lebesgue measurable.
The result can also be found in [21].

Lemma 51. Let u: Z — R", n € N be Lebesgue measurable and g : R™ — R be lower semi-continuous.
Then the composition gou : Z — R is Lebesgue measurable.

Proof. By [36, Example 2.6.3] and [36, Example 2.6.5|, we have that u is Lebesgue measurable if and
only if each component function u; : (£, M) — (R™",B), i € {1,...,n} is measurable where (Z, M) is a
measurable space [36, page 8], M is the o-algebra of the Lebesgue measurable subsets of Z and (R", B)
is a measurable space where B is the g-algebra generated by the collection of open subsets of R”.
Next, we show that g : (R",B) — (R, B) is measurable, that means Borel measurable. We define for
any constant ¢ € R the set
A={zeR" g(2) <c}.

Let (2m)meny € A be a sequence with limy, o0 2, = 2, then
¢ > liminf g (z,) > g (2),
m—00

see [43, Theorem 3.127] for the calculation rules of liminf. This means that z € A and thus A is closed.
By [36, Proposition 1.1.4] we know that A belongs to I and thus by [36, Proposition 2.1.1 and page 42|, we
have that g is Borel measurable. Then with [36, Proposition 2.6.1], we have that gou : (£, M) — (R, B)
is measurable, which means g o u is Lebesgue measurable. O

Lemma 52. Let f : R" — R!, 2 +— f(z) be a measurable function with n,l € N. Then the function
fRY™™ SR (2,y) — f(2,y) = f(x) is measurable.

Proof. The function f is measurable if and only if each component function fi, i €{1,...,1} is measurable,
see [5, X Theorem 1.7 ii) |. The set

{@y) eR™™| fi(wy) <t} = {(@y) eR™™| fi(2) <t} = {x €R"| fi(w) <t} xR"
is given by A; x R™ for any ¢ € R where

{z €R"| f;(z) <t} = A; CR"

165
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is a measurable set for any i € {1,...,l} according to [5, X Theorem 1.9]. According to [5, IX Corollary
1.18] we have that A x R™ is a measurable set of R"™™. Thus the function f is measurable, see |5, X
Theorem 1.7 ii) |, since any component function is measurable, see |5, X Theorem 1.9]. O

Next we discuss if the control function in Step 2 of Algorithm 2.1 is Lebesgue measurable. The following
discussion also holds for all the other SQH formulations in this thesis. The Lebesgue measurability of
the controls certainly holds in the case if the function (z,u) — K (z,y(2),u,v(z),p(z)) is Lebesgue
measurable in z € Z for each u € Ky and continuous in u for each z € Z, see |82, 14.29 Example, 14.37
Theorem|. An example for this case is

Kl (z,y(2) 0 (2),p(2) = (y (2) = ya (2))* + %uz +Blul +p(2)ute(u—v(z)’
which is the corresponding augmented Hamiltonian for an optimal control problem with distributed control,
tracking term and an L?- and L!-cost term for the control where y; € L? (Z) and a, 8 > 0.
If K. is only lower semi-continuous in u € Ky for each z € Z where Ky is a compact interval
containing u as the upper and w as the lower bound, then, in general, we cannot guarantee that u is
Lebesgue measurable, see the paragraph following [82, 14.28 Proposition|. However, in the case of

!

KZ(2,y(2),u,0(2),p(2) = h(y () + 5u’ + g () +p(2) f (2,9 (2) ,u) + e (u - v(2))?
where > 0, z +— h (y (2)) and z — f (2,9 (2),u) is Lebesgue measurable, the partial derivative f, (z,y) ==
%f (z,y,u) of f with respect to u is independent of u and

. 857 >0
0 otherwise

~y|u|  for |u| > s
g (u) = {
we prove that starting our SQH scheme with an initial guess u” that is Lebesgue measurable, we obtain
that any u is Lebesgue measurable as follows.
The augmented Hamiltonian K2 (z,y,u, v, p) is minimized as follows. Its minimum, denoted by u, can
exactly be given by a case study according to [3, IV Remark 2.2 (b)] as follows.
If —s <wu < s, we have the minimum at

R S L ICTA)

If s < u <, we have the minimum at

w3 () = min <max (s, 2ev(z) = (7’2 g{j (,y) + ”) u) |

If u <u < —s, we have the minimum at

w3 (2) 1= min (max (u 2ev (2) = (p(2) fulz,) = 7)) ’_5,) ‘

2¢e + «

Then the minimum of K2 over Ky is given by

u(z):argminKz(z,y(z),w,v(z),p(z)): arg min Kz(z,y(z),w,v(z),p(z)).

weKy we{u1,u2,u3}

Next, we prove that u, as a function, is Lebesgue measurable assuming that the last iterate represented by
v is also Lebesgue measurable. Notice that the adjoint variable p, as a solution of a well-posed equation,
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is always Lebesgue measurable in this thesis. Thus, we have that z — wu; (2), z = w2 (2) and z — us (2)
are Lebesgue measurable functions, see |36, Proposition 2.1.4, Proposition 2.1.7|. Further, we have that

K (2) = K2 (2,9 (2) ,u1 (2),v (2),p(2)), K2 (2) = K2 (2,(2) u2 (2) v (2) ,p(2))

and
KS’ (2) := KE2 (z,y(2),u3(2),v(2),p(2))

are Lebesgue measurable according to Lemma 51 and because the sum and the product of Lebesgue
measurable functions are Lebesgue measurable, see [36, Proposition 2.1.7].
Now, the function z — wu (2) is given by

up (z) if K!(2) < K2 (2) and K! (2) < K2 (2)

< K3
u(z) = Qug(2) if K?(2) < K2(2) and K2 (2) < K! (2)

uz (z) if K2 (2) < K2(2) and K2 (2) < K} (2)

for the following reason. There are three cases. First, the value of K. for the corresponding control is
strictly the minimum. In this case, the corresponding branch is taken to set the value of u (z). Second, it
is K} (z) = K?(2) = K3 (z). In this case, we have u (z) = u (). Third, we have that two values of K¢,
i € {1,2,3} are equal and are strictly smaller than the third one. Then we have three sub cases. First,
K! (z) = K2 (2), that means K! (2) < K?(z) and K! () < K2 (z) which is covered by the first branch
u(z) = uy (2). Second, K2 (z) = K3 (z), that means that K? (z) < K2 (z) and K2 (z) < K! (z) which is
covered by the second branch u (z) = us (2). Third, K} (2) = K2 (2), that means K! (2) < K3 (z) and
K} (2) < K?(z) which is covered by the first branch u (z) = u; (). According to [36, Proposition 2.1.1]
and the following paragraph, u is Lebesgue measurable if and only if the set {z € Z| u (z) > ¢} is Lebesgue

measurable for any ¢ € R. To show this fact, notice that the following holds
{z€Z|lu(z)>c}
={ze2lu(z)>ctn{ze€ Z| Kl (2) < K2 (2)} n{z€ Z| K!(2)
U({z€Zlux(z)>ctn{z€ 2| K2 (2) < K2 (2)} n{z € Z| K2 (2)
U({z€Z2lus(z)>ctn{z e Z| K} (2) < KZ(2)} n{z € Z| K (2)

()})
(2)})
(=)})
Thus u is Lebesgue measurable, as the intersection and the union of finitely many Lebesgue measurable
sets are Lebesgue measurable, see [5, IX Theorem 5.1, Remark 1.1], if and only if the single sets are

measurable which in fact they are as follows. We have that the sets {z € Z| u; (z) > ¢}, i € {1,2,3} are
Lebesgue measurable for any ¢ € R as u; is Lebesgue measurable for any i € {1,2,3}. Further the sets

{z € Z| Ki(2) < Kz (2)} and {z € Q| Ki(2) < Kg (z)}, i,i € {1,2,3} are Lebesgue measurable, sce [36,
Proposition 2.1.3].
In the case of a so-called L°-norm where g is given by

g(u) = {7 i ful #0 v >0,

< <K}
< < K!
< K!

0 otherwise

the calculation is analogous. The only difference is in giving the possible minima u1, ue and ugz what we
do in the following.
IfO<u<woru<u<0, we have the minimum at

2ev (2) ;ff;fu (%ZD) ’u> ’

() = min (mo 0

2ev (2) — p(2) fu (2, ?/)) ,0)

ug (z) := min (max (u, et o
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or if u = 0, we have the minimum at
ug (z) = 0.
The next lemma is a version of partial integration that we need for the thesis. In this lemma - denotes

the Euclidean scalar product and V the divergence or the gradient with respect to the Euclidean scalar
product depending on if its argument is a vector-valued or real-valued function.

Lemma 53. Let ¢1,...,¢n, f € Hy (,R). Then we have that

[ V@@ @d=-[ o@-v

1

where ¢ == :
Pn

Proof. We take a sequence || fy, — f”HDl(Q) — 0 for n — oo with f,, € C° () for all n € N where C2° () is

the space of all arbitrarily differentiable functions on Q with a compact support. This is always possible,

as Hg () is the closure of C2° (2), see [26, 9.4]. By the definition of the weak derivative, see [26, 9.1], we
have

| V@@ e dw—/z 0001 (2)) o 2) dn = = [ 01 (@) 00 fu(a)do = = [ 0(2) Voo

Now by the Cauchy-Schwarz inequality |2, Lemma 2.2| and the Poincaré inequality [2, 6.7] we have that

n—oo

lim / V6 (2) (fo () - f () dz =0

and

lim ¢() (fn (x) = f (2)) dz = 0.

n—oo

5.2 Ordinary differential equations

We give a result that ensures a unique global solution to an initial value problem of the form (2.1).
According to [90, Theorem 54| and [90, Proposition C.3.8] we have the following theorem where the
symbols are defined as in Chapter 2.

Theorem 54. For any given u € Uy, let f : [0,T] x R® x Ky — R, t — f(t,y) = f(t,y,u(t)) be
measurable for any fived y € R™. Furthermore, let a locally integrable function ¢1 exist such that
1F (1) = F (o) | < ¢ (1) [l — w2 (5.2)

holds for a norm defined on R™, for each t € [0,T] and any y1,y2 € R™. If f is locally integrable in t, that
means that for each fized yo there exists a locally integrable function ¢o : [0,T] — R with

1F (o) | < @2 (2) (5.3)

for almost all t, then there is a unique absolutely continuous function y : [0,T] — R™ fulfilling the integral
equation

y(t):y0+/0tf(t~,y@)dt
S BTG
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By the virtue of Theorem 54 we now prove that (2.5) is uniquely solvable by the Assumption A.6) of
Chapter 2.

Theorem 55. The adjoint equation (2.5) with p (T') = (DyF (y (T))T has a unique absolutely continuous
solution t — p (t) on the interval [0,T] where y is the solution to the initial value problem (2.1) for the
corresponding u € Ugyq.

Proof. By the transformation 7 :== T —t, p(7) = p(T —7), §(7) = y(T —7), a(7) == u(T - 7) and
fy(mg(r),a(r)) = fy (T —7,y(T —7),u(T — 7)) we obtain an initial value problem

P(7) =hy (§(7) + fy (1,9 (7) (1) p(7),

p(0) = (DyF (9 (O with p/ (7) = a%ﬁ (1) = %p (T —71) = —%p (t) = —p' (t). Now we have that
7:[0,T] = R", 7 g(7),p:[0,T] = R", 7 — p(1), u[0,T] = R™, 7 — a(71), fy : [0, 7] — R™™™,
7 f, (1,9 (1), (7)) and hy, == hy 0§ : [0,T] = R™ 1, 7 hy, (§ (1)) are still Lebesgue measurable due
to the translation invariance of the Lebesgue measure |5, IX Corollary 5.23] and that continuous functions
are Lebesgue measurable [36, page 42|. Consequently the right hand-side of the adjoint equation

T E(10) = hy (5 (7)) + fy (1,5 (r) @ (r)" B

is Lebesgue measurable for each fixed p € R", as the product and sum of Lebesgue measurable functions
is Lebesgue measurable [36, Proposition 2.1.7]. We show that the rest of the requirements of Theorem 54
are fulfilled. The Lipschitz continuity (5.2) results from Assumption A.6) as follows. We have

n
- — P e A o ;, . X A
IZ (7, 01) = E (7, 92) || = 1y (7,5,8) (b1 — P2) [| < e | max > |=—fi (r,9(r),@()| | [ — ol
i=1,...,n -1 8yl

with ¢; > 0 by the equivalence of norms of a finite vector space [75, Theorem 4.9] and the formula for
the L' matrix norm, see [39, page 22 and 23]. As the absolute value of a Lebesgue measurable function
is Lebesgue measurable [36, page 46| and the max (-, -) of two Lebesgue meaburable functions is Lebesgue
measurable [36, Proposition 2.1.4], we have by the Lebesgue measurability of 7 — 7 O f (1,4 (1), 4 (r)) for
all i,1 € {1,...,n} and by the Lebesgue measurability of sums [36, Proposition 2.1. 7] that (5.2) holds for

$1 (1) =c ( max Z@yl ,fa(T))).

The integrability of ¢; holds due to the boundedness assumption A.6) of -2 B fi (1,9,a) foralli,l € {1,...,n}.
The calculation for (5.3) is similar due to the linearity of = in p. For fixed p, we have with |39, Deﬁnltlon
1.7] that

Iy (3 (7)) + fy (75 (7) @ ()" Bl < NIy (3 (D) |+ 11 fy (7§ (7) (7)) ]

with ¢o > 0 where

_CQ( D+ ma Zl >,a<7>>|>

is measurable and integrable with analogous arguments as for (5.2). However, we remark that for the
integrability of 7 — \(%_h (9 (7)) | Assumption A.6) is not necessary. The measurability and the integra-

bility follow from [36, Theorem 2.5.4] due to the continuity of 8%1_11 for all ¢ € {1,...,n}, because of the
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continuity of the solution to (2.1) and that the composite function of continuous functions is continuous |3,
IIT Theorem 1.8]. Thus the composition is measurable since continuous functions are Lebesgue measurable
[36, page 42| and is bounded on the compact interval [0,77], see [3, III Corollary 3.8]. By Theorem 54
and the backsubstitution p (¢) = p (T — 7) = p (1) we obtain the unique absolutely continuous solution to
(2.5). O

Lemma 56. The intermediate adjoint equation (2.7) with p(T) = F (y1,y2) has a unique absolutely
continuous solution t — p(t) on the interval [0,T] where y1, y2 are the solutions to the initial value
problem (2.1) for the corresponding w1, us € Ugq.

Proof. The proof is basically the same as for Theorem 55. We first have to check that

y17 y2 / 8yl |y =y2(T)+6(y1(T)—y2 (T))de

fa (ty1,y2,w1) / a1 B Y 0 ) L=y +61 ()20
and
(y1,2) / 3 W) =010 ()02 80
i,l € {1,...,n} are well defined for any ¢ € [0, 7. This is the case since the functions

o
0 — @F () ly=ya(T) +0(1 (T)—1(T)),

0
6 — aT/lfz' (t, Y, w1 (£)) lymys () 1601 (6)—ya(6))

and

0
9 — @h (y) ’y:yz(t)+9(y1(t)_y2(t))

are continuous and composite functions of continuous functions are continuous [3, IIT Theorem 1.8], thus
bounded |3, IIT Corollary 3.8] and integrable [36, Theorem 2.5.4] where we use |10, Proposition 3.4] which
gives that ya (t) + 0 (y1 (t) — y2 (t)) € I for any 6 € [0, 1].

Next we have to see that ¢ — h (y1 (t),y2 (t)) and t — f(t,y1 (t),y2 (t)) are measurable. According
to Lemma 52, we have that the function (0,t) — 0, (0,t) — t, (0,t) — y1(t), (0,t) — ya(t) and
(0,t) — wuy (t) is Lebesgue measurable on [0,1] x [0,7]. As the sum and the product of measurable
functions is measurable [36, Proposition 2.1.7], applied to each component [36, Example 2.6.5], we have that
(0,) = gy fi (4,11 (8)) ly=ya 000 ()92 20 (0:8) = 5k (9) ly=ya(t)+6(0 ()-a()) 7€ measurable on
0.1] x [0,

Next, by [36, Proposition 2.1.4, page 46|, Tonelli’s Theorem [5, X Theorem 6.7 ii)| and that the
sum of measurable functions is measurable [36, Proposition 2.1.7], we have that ¢ — h; (y1 (t),y2 (t))
and ¢ — fy (t,y1 (t),yo (t)) is Lebesgue measurable. We remark that ¢ — h (y; (¢),y2 (t)) is integrable
for any continuous y; and ys since (6,t) — hy (y2 () + 6 (y1 (t) —y2 (t))) is continuous |3, III Theorem
1.5, Theorem 1.8|, thus bounded [3, III Corollary 3.8] on the compact set [0,1] x [0,7] and Lebesgue
integrable. By Fubini’s Theorem [5, X Theorem 6.9], we have that ¢ — h; (y1 (t),y2 (t)). The integrability
of t — fi (t, 1 (t), 2 (1)) follows from the boundedness in Assumption A.6). O

For the characterization of a solution to the optimal control problem (2.3) Gronwall’s lemma is exten-
sively used. For this purpose, we write it down from |94, Lemma 2.7].
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Lemma 57. Suppose that ¢ : R — R fulfills

Y (t) gA(t)Jr/OtF(ﬂw(ﬂdE, t€ 0,7

with A(t) € R and I' (t) > 0. Then it holds

() g/l(t)+/ot/1(i)1“(£)exp (/tf(f)d£> i
with t € [0,T).

A further useful result for technical calculations for the used solution concept of ODEs where a solution
is only almost everywhere differentiable is the following formulation of the fundamental theorem of calculus,
see |79, Theorem 6.3.6].

5.3 Partial differential equations

In this section, we provide basic results that are used for the analysis of the PMP and the SQH method in
a partial differential equations (PDEs) framework. We start with a general result and give specific results
in the corresponding subsection about elliptic PDEs or parabolic PDEs, respectively.

The following lemma is used for both elliptic and parabolic PDE analysis. This lemma is proved in
[100, Lemma 4.1.1].

Lemma 58. Let ¢ (t) be a non-negative and non-increasing function on [kg, 00) satisfying

o (m) < (M> (0 (k)?, ¥m > k> ko

m—k

for some constants M > 0, a > 0 and B > 1. Then there exists a d > 0 such that ¢ (m) = 0 for all
_B_ B—
m > ko +d. It is sufficient for this statement to choose d := M28-1 (¢ (kzo))Tl

5.3.1 Elliptic partial differential equations

In this subsection, we prove an L°°-result for elliptic partial differential equations that is essential for this
thesis. Specifically in the PMP framework including the numerical treatment with the SQH method, the
L*> boundedness of the solution to the corresponding PDE is crucial.

Let © C R™ n € N be an open set. We provide a results for the elliptic PDEs that is useful for this
purpose. We have the following

B (y,v) = (h,v) in Q

5.4
y = 0 on 0f) (54)

for all v € H} (Q) where B (y,v) : HE () x H} (Q) — R is a bilinear map with the coercivity condition

and
B(—k,v) <0for k>0

if v>0and h e LI(Q),q>%+1 We assume that (5.4) has a unique solution y € Hj (Q2). Then the
following theorem holds.
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Theorem 59. If there exists a unique solution to (5.4), then the initial value problem (5.4) has an
essentially bounded solution for which it holds

[yl oo @) < ClIhl Lo
where C' > 0.

Proof. The proof is based on [100, Theorem 4.2.1] or [22]. We assume that h is not the zero function.
In the case of h = 0, the solution y = 0 solves (5.4) and thus the statement of the theorem is true. We
choose the constant k > 0. We have that y — k € H' () due to the linearity of the weak differentiation
operation [45, 5.2 Theorem 1| and that the derivative of the constant function & fulfills the definition of
weak derivative |45, page 243|. Furthermore there is no other weak derivative because of the uniqueness
of the weak derivative [45, page 243| and therefore we have that

(y — k), =max (y — k,0) € Hy (Q),
see [38, Chapter 4, Proposition 6]. Then, we choose v = (y — k) in (5.4) and obtain the following
B(y—k,(y—k),) < (h(y—Fk),)
where we use that
By, (y=k) ) 2By, (y—k),)+B(-ky-k,)=By—k@y—k,)

and thus
Bl (v — k), By < (b — b)) (5.5)

as (y—k)+:Oify—k:§OandB(y—k,(y—k)+):B((y—k)+,(y—k)+) ity —k>0and
ﬁ” (y_k)+ H?’{&(Q) SB((y_k)+a(y_k)+)

due to the coercivity assumption for B. We remark that the function (y — k) € Hg () is also an element
of L7 () with | (y — k), ey < M| (s~ K} gy M > 0 where

< oo forn=1
2<pi < forn=2, (5.6)
S% forn >3

see the Sobolev embedding theorem |1, Theorem 4.12], especially |1, Theorem 4.12 Part III|. This implies
1= Wy <5 [ () (=), (@) o 6.7

with 3 > 0. Next, we define
A ={x € Qy(z) >k}

which is measurable, see [5, X Theorem 1.9] and | Ay (t) | is the measure of Ay, (t). Due to (y (z) — k), =0
for x € Q\ Ax, we consequently have from (5.7) the following

1= Woa <5 [ B =), (@) de (5.8)

In the next step, we have the estimate by Holder’s inequality, see [5, X Theorem 4.2]

|y = k) 2oa, < B (/A h () ’ZJrldx) T (/A ™ ) dx)



5.3. PARTIAL DIFFERENTIAL EQUATIONS 173

which can be applied since (y — k) € L (©2). This is true because in the case n = 1 and n = 2, we
have (y — k), € LP, 2 < p < oo and in the case n > 3, we have % > ZJFT", which is true for all n > 3
since equivalently n? > —4, and with the LP-embedding [1, Theorem 2.14] consequently

=004 Boay < Bl ([ -0 @)™ (5.9

Ay

p
=1

We apply Holder’s inequality again with and we obtain

the following

+ % = 1, thus for a given p we have § =

Sl

p=1 _n

| (y— k), HL,,(Ak) < BHhHLjﬂ @ (/ 1da;> (/ (y—k) " " (x) dx) (5.10)
A, A,
We choose p = 25 and conclude from (5.10) for || (y — k)., HLHJﬁ(A ) > 0 the following
n k
F—1

k b o k < B||h 1d N 11
100, @ P ) = R g < Bl ([ 1 . (5.11)

which is also true in the case || (y — k)

2n
Ln=2(Ay)
Furthermore, for m > k, we have that A,, C Aj. Additionally it is y > m on A,, and thusy > y—k >
m —k on Ay, due to k> 0. Since y — k = (y — k), on A, we obtain

/ | (y — k), (z) ]HTnﬁda: > / (y — k:)2Tnﬁ (x)dz > (m — k)anﬁ/ ldx. (5.12)
Ay Am Am
We combine (5.12) with (5.11) and obtain (m — k) \Am\ﬁ@i”) < B||h||L%+1(Q)|Ak|ﬁr;ﬁl2+Ln and equivalently
24n ~
- 2ing;
BHhHL%-‘rl(Q)

Ap| < A1, (5.13)

—k

In order to apply Lemma 58, we need that p—1 > 1 and that p fulfills (5.6). For the case n =1 and n = 2

2+n 2n
we can choose any p > 2, for example p= 3 For the case that n > 3, we have to ensure that =*p < =
2n

which is p <

we can Choose p= 2{1 1

t 2+n

in the case of n 2 3. Then we also have that =2p > 0. By applying Lemma 58,

~ p—1 n(p=2)
we obtain that |A,,| = 0 for m > G||A| 22f2|(2\ﬁ<2+n> where || is the measure of Q. This means

that the set where

L3TH(Q)
p—1 n(p=2)
y > 5HhHL2+1 )25*2 Q2|2 +m)

is of measure zero. With the same arguments, we have for (y+k)_ = min(y+£,0) and Ay =

~ p—1 n(p—2)
{z € Q| y < —k} that the set where y < —ﬁ||h||Lg+1 952 |2|72+n) is of measure zero. Consequently, we

@
2)
obtain that [y 1@y < C[h|, B+11q Wlth C =252 2]Q\P<2+n) O

For P.3) this result above holds also immediately if we assume Ky C R because then we have that
—ukv < 0 for v > 0 and we can continue the proof of Theorem 59 from (5.5) to obtain the following
theorem.
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Theorem 60. For the solution y to a bilinear elliptic boundary value problem as in P.3) with Ky C Ry,
we have

1Yl <) < dll fllzeq)
with d > 0 for any right-hand side f € L7 ().
Remark 61. For P.5), we have the following consideration such that the proof of Theorem 59 can be

followed from (5.5) in order to obtain a corresponding boundedness result as in Theorem 59 for P.5). We
have that

(Vy.V (y - ) (Vy,Vy—k) )+ @ (y—k),)

as y* (y — k). > 0 due to (y — k), = 0if y < k > 0. With similar considerations the L (Q)-result is
proved for (P.7)) as max (0,y) > 0.

5.3.2 Parabolic partial differential equations

In this subsection, which is based on the appendix of [21] we prove an L>-result that is essential in the
Pontryagin maximum principle framework of this thesis. We take the following framework

(y'(-,t),v) + B(y,v;t) = (h(-,t),v) in Q x (0,T)
y=0on 0Q x [0,T) (5.14)
y =1yo on Q x {0}

for all v € H} (Q)with bounded Q@ C R®, T > 0 and ¢/ (-,t) := %y (-,t) where B (y,v;t) : H} (Q) x
H} (9) x R& — R is a bilinear map with the coercivity condition

Blly ) 320 < B (4, 9:1) >0

and
B(—k,v;t) <0for k>0

if v > 0 for any ¢ € [0,T]. Furthermore, we require that h € LY (Q), ¢ > § + 1 for n > 2 and ¢ > 2 for
n=1, yo € L>® () and that (5.14) has a unique solution fulfilling
y € L*(0,T;Hy (Q)) NL*® (0,T;L* (Q)) and y' € L* (0,T; H " (Q))

such that (5.14) holds for almost all ¢ € (0,T) and all v € H} (), see [45, Chapter 7] for details. With the
following lemmas, we prepare for the proof of Theorem 64 below. This result and a similar proof can be
found in [76] or [64, Chapter 7 Theorem 7.1, Corollary 7.1|. For the notation, see [1]. We start with the
Gagliardo-Nirenberg theorem which can be found in a more general formulation in [74, Lecture II, (2.2)].

Lemma 62. Let y € H' (Q). Then following inequality holds

n

= IIVyH"“ HyIILz 5

191,25
with p > 1.

Lemma 63. Let y € L? (0,T; VVOL2 (Q)) NL>®(0,T; LP (Q)) with p > 1. Theny € L° (Q) with o = 2222

and there exists a constant ¢ > 0 with

2p
o n 2
/Q ly (x,t) |7dzdt < CHyHLoo(O,T;Lp(Q))||vy||L2(Q)'
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ptn

— > 1, we have

Proof. By applying Lemma 62 (Gagligardo-Nierenberg) for o := 2

o % 2 1—-2
([ Ivetrds)” < 1Ty .01l 15

for all ¢ € [0,7T] and thus equivalently

o o 1—% o
([v0rd) <196 Bl 015G

By integrating over t, we obtain

T T 2 (1-2)o
| [z < e [F19y e a6 15 7

Since y € L*> (0,T; LP (R2)), we have

T 2 T
| e < il | 19960 it

Inserting the definition of ¢ on the right hand-side of this inequality, we obtain the statement of the lemma
from the identity

T T
L9yt = [ [ 193t Pt - /Q 9y (2,8) Pdadt = |Vyl220,

and ¢ := C7. O]
Theorem 64. Assuming there exists a unique solution to (5.14) fulfilling

ye L?(0,T;Hy () NL>(0,T;L* () and y' € L* (0,T; H ' (Q)),
then the solution s essentially bounded with

1Yl o) < CllhllLaq) + Yol e ()
where C' > 0.

Proof. We choose k > ||yo| () > 0. We have that y(-,t) — k € H' () for any ¢t € [0,T] due to the
linearity of the weak differentiation operation [45, 5.2 Theorem 1] and that the derivative of the constant
function k fulfills the definition of weak derivative [45, page 243|. Furthermore there is no other weak
derivative because of the uniqueness of the weak derivative [45, page 243] and therefore it holds that

(y - k)+ ('at) ‘= max (y(-,t) - k’O) S H(% (Q)

for almost any ¢ € (0,7'), see [38, Chapter 4, Proposition 6]. Then, we choose v = (y — k), (-,t) in (5.14)
and obtain

(y/ ('7t) ) (y - k)+ ('7t)) +B (y - ka (y - k)-t,- ;t) < (h ('7t) ) (y - k)-t,- ('7t))
for almost any ¢ € (0,7") where we use

B(y,(y—k),;t) >B(y,(y—k) ;t) + B(=k,(y — k), ;t) =B (y —k,(y — k) ;t)

for any t € [0,7] and thus with the coercivity condition

(=K =) ) + 81— k) GO I < (R 1), (y = k)4 (1) (5.15)
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for almost any ¢ € (0,7'). Notice that (y — k), (-,t) =0 if y — k < 0 and therefore

B(y—k‘,(y—k)+;t):B(<y—k)+7(y—k)+;t)

and
(y/ ('7t) ) (y - k)+ (‘7t)) = ((y (‘775) - k)/ ) (y - k)+ ('7t)) = ((y - k)/-&- ('7 t) ) (y - k)-}- ('7t))

due to the bilinearity and also in the case y —k > 0as (y — k), (-,t) = (y (-,t) — k). Next, as (y — k) is
measurable, see |36, page 46| and

T T
[ =0 60 Byt < [ 1) 60 Iy oy = / 1yt < oo
0 0
and
T T ) T )
/O ((y_k)+ ('7 ) )Hl(Q) dt < A ((y_k) ('7t)aU)H&(Q) dt:/O (y ('at)av)Hé(Q) <00
for all v € H{ (€2), we obtain with [45, 5.9 Theorem 3] the following

(5 =Ky (5= )) = 5l 0= B, 0 [y

Thus with (5.15) we get

2dtll( k)y ) 22 + B (v = b)) ) < (B G0, (y = k)4 (1)) (5.16)

for almost any t € (0,7). By taking the absolute value of the right hand-side of (5.16), renaming the
variable ¢ into ¢ and integrating over it from 0 to ¢, we obtain

=R (Ol + 8 [ 1600, () Pyt < [ [ 10 od) = ) (0.8) o
< / @) o=, (@) dad

where, because of the definition of k, we have || (y — k) (-,0) “%2(9) = 0. From (5.17), it follows that

(5.17)

T
1” (y - k)-i,- ('7t) H%Q Q) < / / |h (:Cvf) (y - k)-i,- ("L‘,E) |dxd£’ (5'18)
5/ | (y — k), f)HHl(Q)dt</ /|h x,1) (y — k), (1) |dadt. (5.19)

By the monotonicity of the square root and taking the supremum over ¢, we obtain from (5.18) that

1 r -
\/;” (= k)4 lLeeo.riz2)) < \//0 /Q \h (x,) (y — k), (%) |dedt.

Further with this inequality and (5.19), we obtain the following

T
C (10 =0 Beomuay + IV =0, ) < [ [ 110 =), @oldsdr (520
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for C' := min {i, g} > 0 and renaming ¢ into ¢. Then we can apply Young’s inequality, see [6, (3.4)] and

obtain

_4
1= 004 15 gersa IV (= B 1355,

2n + 4 = 2n E

n 2 4 nt2 2

<= (II (y—h), |L°°(0,T;L2(Q))> t o (“V(y k) ”L2<Q>>
2n + 4

IN

= (16 = Ry By + 1V = 0y Bag)) -

This result and (5.20) imply the following

~ nt2 n+2
4C " 4 o
(2n+4> (10 = 104 Uiz 19 = 0, ) < ( [t =), w0 dadt) "

(5.21)
Then, due to y € L* (0,7; Hj (2)) N L> (0,75 L*(Q)) and (y — k), (-.t) € Hj (Q) for almost any ¢ €
(0,T), see |38, Chapter 4, Proposition 6|, we have that

+
/Q (y— k)2 dwdt < cl| (5 = ), W omapnian IV 0= 0, 2200y (5.22)

with ¢ > 0 by Lemma 63. Inequality (5.22) and (5.21) imply the following

n+2

_ nt2 n

c/ (y—k)7 " (2,t)dedt < </ b (2,t) (y — k)., (,t) ]dxdt) dadt (5.23)

Q Q
~ L nt2
where C' := % (ﬁ) " > 0. Consequently, we have
n+2 nT+2

C (y — k‘) (x,t) dxdt < </ |h(2,t) (y — k), (2,1) |d:z:dt> dxdt (5.24)

Ak Ak

where
A = {(z,t) € Q| y (z,t) > k}.

The set Ay is measurable, see [36, Proposition 2.1.1 and page 42|. By estimating the right hand-side of
(5.24) with Holder’s inequality, see [5, X Theorem 4.2|, we obtain

| -k (20) dedt
Ag

ntd " n+2

((/Ak I (z,1) |2:++fd:cdt)w (/Ak ). (o0 |2nn+4dxdt>2n+4> " 52

n+4

_ (/Ak |h<m,t)|2£ifdxdt>% </Ak (k)2 (2,1) d:cdt)

n+2

If fA Yy — k‘) (x,t) dxdt > 0, then (5.25) implies

IN

SIS

n+4

G -k (2,t)dedt < (/A |h(x,t)|2£‘++fda;dt> " (5.26)

Ap k
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nt2
This is also true in the case of fAk (y — k)i "
right hand-side of (5.26), see [5, X Theorem 4.2], and obtain the following

n+4

C [ -k (@t dedt < (/ \h(g;,t)\?ffd:@ !
A

Ay k

n(g—2)+4(g—1)

q(44n) q(4+n)
(/ 1n<q—2>+4(q—1)dmdt> (/ (\h(
A Ay

2n+4

IN

2n+4

2n+4
)q2n+4 d:z:dt) q(n+4)

+4  2n+4
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(z,t)dzdt = 0. We use Holder’s inequality again for the

n+4

n

(5.27)

1\
q n+4 _ 2n+ n+4
- (( [ Wty 1z ) A s ) < 1A )
k

where |Ag| is the measure of A;. Now, if we take m > k, then we have A,, C Aj. Additionally, we have
that y > m on Ay, and thus y >y —k > m —k on Ay, since k > ||yo|| () > 0. Duetoy —k = (y — k),

on A,,, we obtain

/ (= k)2 (2,0) dadt
Apg

n+2 QLH gnt2 +2 (528)
> (y — k:) " (x,t)dxdt = (y— k)" (z,t)dzdt > (h — k) | A
Am Am
We combine (5.27) and (5.28) and obtain the following
ntd  2n44
(m = K)*" |Am| < CHhHLq AR
with ' := 5 Therefore we have
. 2nta
G| n ntd_2m
| A < <””Lq(@> Ay (5.29)
m—k
Now we consider the case that [|h[|zq(g) > 0. We have that 2”+4 > (0 forn > 1 and ”*4 2”:4 > 1 since
q>75+1 Therefore we apply Lemma 58 and obtain that |Am| =0 for all m > CHhHLq y + 1Yol oo (92)

n—4g—ng

C = Czri tro-a Q| “Srma where |Q| is the measure of Q. If [|Al| Lq(q
that A,, = 0 for any m > k and any k > HyoHLoo . Therefore in the hmlt for m — k and k — [[yol| oo ()

we have that |Ap,| = 0 for m > [lyo|zee(q). If there was a number € > 0 such that the statement did not
hold, then we would choose ¢ > k > 0 in Contradlctlon to the already proved statement. Concluding, this
means that the set A,, where the function y is such that

= 0, then we have from (5.29)

y > ClhllLa) + lyoll (@)

has measure zero.
In the same way, if we follow the reasoning above for

(y+k)_:=min(y+ k,0) and Ay := {(z,t) € Q| y < —k},
we obtain that the set A,, = {(z,t) € Q| y < —m} where the function y is such that

y < — (ClIhllLa@) + ol (q))

has measure zero. Therefore, we obtain ||yl z(q) < CllhllLe0) + Ivoll Lo ()- O



5.3. PARTIAL DIFFERENTIAL EQUATIONS 179

For P.4), we have the following theorem similar to Theorem 65 that holds immediately, assuming that
Ky C Ry considering step (5.15) since uy (y — k), > 0 because (y — k), = 0if y <k > 0.

Theorem 65. For the solution y to a bilinear parabolic boundary value problem as in P.4) with Ky C Rar,
we have

Yyl Lo (@) < d||fHLq(Q) + [[yoll Lo (@)
with d > 0 for any right-hand side f € L9 (Q).

5.3.3 Fokker-Planck equation

The following Lemma states that the L2-norm of the adjoint equation (4.75) is bounded by the L?-norm
of the controls. The Lemma is used in the proof of Lemma 50.

Lemma 66. The solution to (4.80), where it holds that 6p = p* — p and p is a solution to (4.75) for v, w
and p* is a solution to (4.75) for v < v¥, w + w*, is bounded by

16pll 220y < 0% (116v]| L2 (0.7) + 16wl z20.77))
where 6% = et DT (ék + 2nL|Q|) T and dv = vF — v, dw = wk — w.

Proof. We start from (4.80) for dp := p¥ — p and perform a transformation of time 7 := T — ¢ where we
still denote 7+ 6p* (-, T — 7) by t = 6p* (-,t). Then, we obtain

/5p ,t) +—(vap( )) - Voo (z) — (vk(t)+mowk(t)).vap(a:,t)go(x)dx
_/Q< () +zow(t)— (* (1) +zouwt (1)) Vi (@1) ¢ (@) ds (5.30)
+/Q<G (e, *) 0) = G (0,0) (2,1)) i () da

Next we choose p¥ (-, 1) == e "p¥ (-, 1), pF+l = e Mpk+tl (. t) and 6p (-, t) == e "op (-, 1), n > 0 and insert
0p for ¢ into (5.30). Then we obtain, with the same reasoning as in the proof of Theorem 43, for 7
sufficiently large that

1d
57 108 (, t) 120

< (0t +aow®) = () +zowh (1)) V5 (56) 2@ ll66 (,8) 120
16 (0, 0%) (1) = G (0,0) (1) 20198 (1) 1220

with the Cauchy-Schwarz inequality, see |2, Lemma 2.2| and with [45, Section 5.9 Theorem 3] for

2dt”5p ||L2 @ = /(5 x,t) 6p (z,t) d.

With Cauchy’s inequality, see [45, page 622|, we have the following

160 (1) e
<I((w@®) +eow®) = (* () +zowt (1)) V5 (,6) 22y + 108 (D) oy (5:31)

e (vk,wk) () = G (v,w) (1) T2y + 10D (- 8) 720 -
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In order to apply Gronwall’s inequality, see [45, page 624] or Lemma 57 for instance, we perform the
following estimations. For this purpose, we estimate the term

I (@t +zow®) = (F () +zowt (1)) VE* (1) [F20)
We have the following

| (@) +zow®) — (@) + 0wk (1)) - Vi* (,6) B

-/ (Z (00 + o @) = () 0+ (o) ) ) 5ot o t))de

-/ (Z (0= (M) ) ot @0 v (w0~ () ) 5" 0 ) 't
<2 ( y ( 0 - () <t>) £pk <x,t>)2dx

=1

(5.32)

+2nzn:/ ( (wk> )(axiﬁk(:p,t)>2dm

=1
n

S 2n|| ||2oo OTHl(Q Z <U ( ) (t)>
1:1
n i 2
+2n”ﬁk”2°°(0,T;H(}(Q)) (Zirllax max|xz] ) ( ( ) (t))
=1

<o (S (0= () 0) 4 (- () ) )

i=1
with the Jensen inequality, see [72, Proposition 824] and
ik . k|2 2
0% == 2n||p”|| o (0,13 () A% (1 max max|xl\ )

i=1,...,n €N

Furthermore, we have with Jensen’s inequality and our Lipschitz assumption for G that

IG (o4,0%) () = G (0.) () sy = [ (G (o) (0) = G ) a1))
< /anL2 (:1 <<<vk) (t) — ' (t)>2 + ((w’“) (t) — w’ (t)>2>> (5.33)
(((vk)i (1)~ o' <t>)2 () 0w <t>)2>>

where || is the measure of ). Putting (5.32) and (5.33) into (5.31), we obtain with Gronwall’s inequality,

~

= 2nL|Q)| (

Ingb

i=
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see [45, page 624] or Lemma 57 for example, the following
T 5 T
691y = 1750y < e [ [ 5 (o7 dadt = e [ 155.0) [

<ol /OTQ% /Ot (6 + 2nL]02) 2; (((vk) (D) - o' (£)>2> dfdt

1=

Lo /OTQ% /Ot (6 + 2nL]0)) (z; ((wk) (D) - o' (a)2> dfdt

1=

< () (1% = ooy + ¥~ wliZaop)
< (¢
-

A\ 2 ~
since 6pF (0) = F (T') — F (T) = 0 where (ek) = o127 (ek + 2nL|Q|) T. O

2
) (10" = 012200 + 200" = oll 2oy 1 = wll 2oy + 10" = wliZaor) )
)2

(" = vl 202 + w* = wllpao )

The following lemma states that the function z — max (0,|z| — s), s > 0 is Lipschitz continuous and
convex.

Lemma 67. The function z — max (0,|z| —s) : R = R, s > 0, is Lipschitz continuous with Lipschitz
constant equal one and is convexr.

Proof. We start proving the Lipschitz continuity where the Lipschitz constant equals one by a case study.
For this purpose, we need the reversed triangle inequality, see [3, Corollary 8.11]. We have to see that

| max (0, |z1] — s) — max (0, |z2] — 5) | < |21 — 22].
If |z1] > s and |z2]| > s, then we have
lz1] = s = |z2| + 5| = [|z1] — |22]| < |21 — 22].
If |z1| < s, equivalently —|z1| > —s and |z2| > s, then we have that
10— |za| + 5] = [|22] = s| < [[22] = |z1]] = |]z1] = |22 < |21 — 2.
If |z1] > s and |22| < s, equivalently —|z| > —s then we have
lz1] = sl < [[z1] = [22]] < |21 = 22].
If |z1] < s and |22] < s, then we have that
0—0] =0 < |21 — 2.
The convexity can be seen as follows. We have to prove that
max (0, (1 —A) z1 + Aza| — s) < (1 — N)max (0,]21] — s) + Amax (0, |z2| — s)
for all A € [0,1]. We have that

max (0, | (1 —A) z1 + Aza| —s) <max (0, (1 — N)|2z1] + Az2| — s)
=max (0, (1 —X) (|z1] —s) + A (J22] — 9))
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for all A € [0, 1] since replacing a number in one of the two arguments of max by a bigger one, the result
of max also is greater or equal. This argument is also used for the following where we prove the convexity
by a case study.

If we have that |z1] > s and |z2| > s, then we have that

max (0, (1 = A) (|z1] = s) + A(|z2] = 5)) = (1 = A) (|z1] = 8) + A (|22 — s)
= (1 = X)max (0, |z1]| — s) + Amax (0, |z2| — s) .

If we have that |z1| < s and |z2] > s, then we have that

max (0, (1 = A) (|z1] = s) + A([22] = 8)) < max (0, A(|z2] = 5)) = A(]z2] = 5)
= (1 —X)max (0, |z1| — s) + Amax (0, |22] — s) .

If |z1] > s and |22| < s, then we have that

max (0, (1 = A) (|z1] = s) + A (|22 — 5)) < max (0,(1 = A) (|z1] — 5)) = (1 = A) (Jz1] — )
= (1 —X)max (0, |z1]| — s) + Amax (0, |z2| — s) .

If |z1] < s and |z2| < s, then we have that

max (0, (1 —X) (Jz1] —s) + A (Jz2] — 8)) =0 = (1 — A\) max (0, ]21] — ) + Amax (0, |22 — ) .

5.4 PMP sufficient conditions for an optimal solution

In this section, we refer to Chapter 3. The the results also hold for Chapter 2 or Chapter 4 with analogous
arguments.
We show that the condition

H (z,9,4,p) + 7 (w—u)* < H(z,5,w,p) (5.34)

for a triple (y,u,p) and the constant r > 0 sufficiently large serves as a sufficient condition for a solution
to (3.3). The idea for the present formulation (5.34) can be found in [89].

Theorem 68. Let Assumptions A.1) to A.6) from Chapter 3 be fulfilled. Let (y,u) solve the state equation
(3.2) and p solve the corresponding adjoint equation (3.5) for § instead of y and @ instead of u. Assume
that

0 _ d e )

gl o) = o f )| < c;\uj — ]

holds for almost all z € Z; where ¢ > 0 is a constant. Let (g, u,p) fulfill
H(2,5,4,p) +7(w—u)° < H (2,§,w,p) (5.35)

for all w € Ky and for almost all z € Z; with r > ¢ey/m + 263 + %64 where ¢, m are given in Section 3.1.
Then (g,u) is a solution to (3.2), that is, J (y,w) > J (y,u) for all (y,u) solving (3.2) with u € Upyq.

Proof. Notice that the notation is analogous to the one of the proof of Lemma 26 with dy := y — ¢ and
ou = u — @ where we do not show the functions dependency on z. We have
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T ) =3 @) = [ 1)) =) g () dz

=/ H (2, u,5) — Bf (5,9,u) — H (2,5,3,5) + Bf (2,5,7) d2

p) +

) 1 - ) _

H (2,9, u, p)+a H (z,9,u,p 5y+§ (2,9,u,p) (0y)° | dz+ | Ra(H,y;dy)dz
Z;

T
—/H<z,y,u,p>dz—/ (89 (1), 5 (- 8)) + B (g, s ) dt
Z; 0
d 0 1/ 02 9
> [ dutdst S0 by o (5.8 + 5 (G (6) (60 + s (5 60 -

T
+/ R2 (Hag; 5y) dz_/ (5y/ ('at)aﬁ('vt)) +B(5y¢]3;t) dt

Z; 0

0 0 1 [ 02 0?
_ 2, -0 0 1007 oo 07 2
= [ oot )y = £ .08+ 5 (G 0) 60+ () 6
T
Z; 0
T
1

> rl|§ul|F2 7y — Eev/ml|dulTz g,y — (C+C ) EloulFaz — (e + ) El6ull 12z

for all u € Uyq where we use the partial integration rule [95, Theorem 3.11], the Cauchy-Schwarz inequality
[2, Lemma 2.2| in the last inequality and the estimation for Ry (H,g;dy) as in the proof of Lemma 26, the
equality

T T
/ B* (5,8y:t) — B (5y, ;1) dt =/ B (5y.5:t) — B (Sy,p;t) dt = 0
0 0

and the following estimation

[, g5 Gty g ) ope = | Z\% a6yl

_CZH(SUJHLQ zolloyll 2z, = —celldullp2(z,) Z”(SUJ'HLQ(Z)
Jj=1 j

> —éey/ml|0ul| 12z, Z H5UjH%2(Zi) = —50\/EH5U”%2(ZZ-)

j=1
with the Cauchy-Schwarz inequality [2, Lemma 2.2] and the Jensen inequality, see |72, Proposition 824|. [

If we consider an optimal control problem corresponding to Example 17 or Example 18, which holds in
the ODE as well as in the PDE case, and do the same calculation for ¢ = 0, then we obtain that (5.34) holds
for any r € [O, 2] Consequently, we know that if « is sufficiently large such that r can be chosen larger
than écy/m + 3 20 + 3 1t then any triple (7, @, ) which is PMP optimal, that means fulfills (3.7) (7 = 0 in
(5.34)) is a solution to the considered optimal control problem according to Theorem 68 supposing that the
other assumptions of Theorem 68 are fulfilled as well. Further we have the following corollary for a special
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case which includes optimal control problems with a distributed control, that means a linear control-to-
state map, and a quadratic function h, which means that %h (y) > 0, and Ry (H,y;0y) = 0 in (5.36).
The proof of the following corollary is analogous to the one of Theorem 68 inserting the corresponding
further assumptions.

Corollary 69. Let Assumptions A.1) to A.6) from Chapter 3 be fulfilled. Let (g, u) solve the state equation
(8.2) and p solve the corresponding adjoint equation (3.5) for § instead of y and u instead of w. If the
function f does not depend on y and h is a quadratic function with g—;h > 0, then we can choose 7 = 0
in (5.35) and thus the necessary condition

H (z,y,u,p) = min H (2,9, w,p) (5.37)
we Ky

is sufficient for (y,u) to be a solution to (3.3).

5.5 Discussion of the Assumptions A.1) to A.6) from Chapter 2

The Assumptions A.1) to A.6) guarantee that a solution to (2.3) can be characterized with the PMP, see
Theorem 5 and the convergence analysis of the SQH can be performed, which means that the iterates of
the SQH scheme converge to a PMP consistent solution, see Theorem 14.

However, for just the characterization with the PMP less assumptions are required to perform the
corresponding proofs. The requirements formulated in Assumption A.1) can be weakened. It is sufficient
if the functions h : I - R, y — h(y), F: I - R, y+— F(y) and f : I - R", y — f(t,y,u) are
once continuously differentiable for every u € Ky and for any ¢ € [0,7]. Furthermore, it is made use
of the condition that Ha%lfi (,y,u) ||pee < cforall I,i € {1,...,n}, see the proof of Lemma 2 where also
Assumption A.5) is needed. The local integrability of f, see Assumption A.3), is needed in the proof of
Lemma 4. The measurability of the corresponding functions, see Assumption A.2), is obligatory to have
a well-defined integrals.

If we have that Ha%lj} (,y,u)||pe =0forall l,i € {1,....,n},all y € I and all u € Ky, then we can do

without the assumption that Ha%lh(y) |Lee < ¢ and H%F (Y) lzee < cforalll e {1,..,n}and all y € I
which is needed for the boundedness result of the adjoint variable in Lemma 8. This result in turn is only
needed if Ha%lfi (,y,u)||pe~ > 0 for one l,i € {1,...,m}, one y € I or one u € Ky as we can see in the
proof of Lemma 10 where the boundedness of the difference of two adjoint variables is shown. In any case,
we need ||%;yeh(y) ||Lee < c and H%F(g/) | < cforall ,¢ € {1,...,n} and all y € I. For Lemma
11, we only need that the adjoint variable is bounded if H%{;Wﬁ (,y,u) ||~ > 0 for one i,1,¢ € {1,...,n},
one y € I or one u € Ky.

The compactness of K is needed twice in this thesis. First it is needed to ensure that the subproblem
where we minimize K. in Step 2 in Algorithm 2.1 has a solution, see the proof of Lemma 7. That means
that if the function K. : R™ — R, w — K, (t,y,w,v,p) has a global minimum, for example because it
is quadratic, then we can do without the requirement that Ky has to be compact for Lemma 7. For
Theorem 14, only the boundedness of K is needed to ensure pointwise convergence of the augmented
Hamiltonian. However, the boundedness or compactness of Ky is not needed for the characterization of
an optimal control with the PMP.

5.6 Description of the provided MATLAB files

In this section, we describe the provided MATLARB files that are used for the implementations of the SQH
method for the corresponding numerical experiments. All the files necessary for the calculations of an

experiment are zipped together in a zip-file. To start the calculations execute the corresponding main file
with MATLAB.
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In the file SQH QC Ll.zip we have the codes for the L'-experiment of Figure 2.1. The main file
is the PMP_QC.m. In the LONE.zip is the LONE Code for the comparison between the implemented
globalized Newton method with the SQH method in Section 2.4. The file LISKRYN.m has to be executed
and in the file Test2GL.m we can set the problems parameters. In the file SQH OC _L0.zip we have the
codes for the L%experiment of Figure 2.2. The main file is the PMP_OC_L0.m.

In the file SQH therapy.zip we have the codes for the experiment where the results are depicted in
Figure 2.4. The main file is SQH therapy.m

The codes of the file SQH P1l.zip are set for the experiment shown in Figure 3.1. The main file is
SQH Pl.m. In the folder gradient methods, we give the implemented projected gradient and projected
nonlinear conjugated gradient method to obtain the results in Table 3.6 and Table 3.7.

Further with the file SQH integer.zip the Figure 3.4 is created. The main file is SQH integer.m. In
order to obtain the results shown in Figure 3.5, we use the codes of the file SQH stepCost.zip. The main
file is SQH _stepCost.m.

In the file SQH P2.zip we have the code that is set such that we get the results depicted in Figure
3.6. The main file is SQH P2.m.

The code of SQH P3.zip calculates the results of Figure 3.7. The main file is SQH P3.m.

In the file SQH P4.zip we have the code for the results depicted in Figure 3.8. The main file is
SQH P4.m.

The results of Figure 3.9 are obtained with the code of the file SQH P5.zip. The main file is
SQH P5.m.

The code of SQH P6.zip is set such that it calculates the results shown in Figure 3.10. The main file
is SQH P6.m.

In the file SQH P7.zip we have the codes to obtain the results depicted in Figure 3.11. The main file
is SQH P7.m.

The file optRWkonNCGe.zip contains one file that is used for the experiment depicted in Figure 4.1.

In the file optRWkonNCGcc.zip we have the files that are used for the experiment shown in Figure
4.2. The main file is optRWkonNCGcc.m.

The file optRWJc.zip contains one file that is used to perform the calculations whose results are
depicted in Figure 4.3.

In the file SQH FP.zip we have the codes to obtain the results depicted in Figure 4.4. The main file
is SQH FP.m. With the file TEST CONTROLLED MC 2D.m we perform the corresponding Monte-
Carlo simulation and plot the result into the figure with the mean value obtained by the execution of
SQH PF.m, see Figure 4.5. The diffusion of the random walk is set in the file model.m.

In the file SQH FP u.zip, we have the codes that implement the SQH method for the results de-
picted in Figure 4.6. The output of the main file SQH FP u.m is a .mat-file containing the optimal
control vector field. The file TEST CONTROLLED MC _ 2D.m performs a random walk with this
control vector field, resulting in Figure 4.6. The starting point for the random walk is set in the file
TEST CONTROLLED MC _ 2D.m and the diffusion is set in the file model.m.

The description for the DH method is analogous to SQH PF u.zip where the codes can be found in
DH.zip and the main file is DH.m.
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