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Abstract

In this work, we study fast and robust solvers for optimal control problems with
Partial Differential Equations (PDEs) as constraints. Specifically, we devise pre-
conditioned iterative methods for time-dependent PDE-constrained optimization
problems, usually when a higher-order discretization method in time is employed
as opposed to most previous solvers. We also consider the control of stationary
problems arising in fluid dynamics, as well as that of unsteady Fractional Differ-
ential Equations (FDEs). The preconditioners we derive are employed within an
appropriate Krylov subspace method.

The first key contribution of this thesis involves the study of fast and robust
preconditioned iterative solution strategies for the all-at-once solution of optimal
control problems with time-dependent PDEs as constraints, when a higher-order
discretization method in time is employed. In fact, as opposed to most work in
preconditioning this class of problems, where a (first-order accurate) backward
Euler method is used for the discretization of the time derivative, we employ a
(second-order accurate) Crank—Nicolson method in time. By applying a care-
fully tailored invertible transformation, we symmetrize the system obtained, and
then derive a preconditioner for the resulting matrix. We prove optimality of the
preconditioner through bounds on the eigenvalues, and test our solver against a
widely-used preconditioner for the linear system arising from a backward Euler
discretization. These theoretical and numerical results demonstrate the effective-
ness and robustness of our solver with respect to mesh-sizes and regularization
parameter. Then, the optimal preconditioner so derived is generalized from the
heat control problem to time-dependent convection—diffusion control with Crank—
Nicolson discretization in time. Again, we prove optimality of the approximations
of the main blocks of the preconditioner through bounds on the eigenvalues, and,
through a range of numerical experiments, show the effectiveness and robustness
of our approach with respect to all the parameters involved in the problem.

For the next substantial contribution of this work, we focus our attention on
the control of problems arising in fluid dynamics, specifically, the Stokes and the
Navier—Stokes equations. We firstly derive fast and effective preconditioned itera-
tive methods for the stationary and time-dependent Stokes control problems, then
generalize those methods to the case of the corresponding Navier—Stokes control
problems when employing an Oseen approximation to the non-linear term. The
key ingredients of the solvers are a saddle-point type approximation for the linear
systems, an inner iteration for the (1, 1)-block accelerated by a preconditioner for
convection—diffusion control problems, and an approximation to the Schur com-
plement based on a potent commutator argument applied to an appropriate block



matrix. Through a range of numerical experiments, we show the effectiveness of
our approximations, and observe their considerable parameter-robustness.

The final chapter of this work is devoted to the derivation of efficient and ro-
bust solvers for convex quadratic FDE-constrained optimization problems, with
box constraints on the state and/or control variables. By employing an Alternat-
ing Direction Method of Multipliers for solving the non-linear problem, one can
separate the equality from the inequality constraints, solving the equality con-
straints and then updating the current approximation of the solutions. In order
to solve the equality constraints, a preconditioner based on multilevel circulant
matrices is derived, and then employed within an appropriate preconditioned
Krylov subspace method. Numerical results show the efficiency and scalability of
the strategy, with the cost of the overall process being proportional to N log N,
where N is the dimension of the problem under examination. Moreover, the strat-
egy presented allows the storage of a highly dense system, due to the memory
required being proportional to N.



Lay Summary

Optimal control problems often arise in industrial and real-life applications. In
particular, this class of problems often concerns finding the “work” that should
act on a given physical system in order to obtain a desired outcome, with a cost
that is minimal.

A simple example of an optimal control problem is given by the control of the
temperature in a room. For instance, suppose during winter one wishes to keep
the temperature of a room around 20°C. In order to obtain this, one may turn on
the heating for the whole day. However, this choice may impact one’s finances,
therefore one wishes to find a solution to this problem in a more efficient way.
This can be done by solving an optimal control problem, in which the model
drives the temperature of the room towards a desired one while reducing the
energy provided to the room for the heating. Other examples are given by the
control of the flow of a fluid in a pipe, the separation of some chemicals, or the
modification of the atmospheric conditions of some system.

As one can infer from our surroundings, many real-world processes are evo-
lutionary, meaning that they depend on the time. Therefore, one can expect
that a large class of optimal control problems are modeled using time-dependent
equations. Of late, a great effort has been devoted to the solution of this class of
problems. However, optimal control problems (either steady or time-dependent)
do not in general have a closed form solution, therefore numerical methods are
employed in order to find an approximation of it. This in turn requires the so-
lution of a (sequence of) system(s) of linear equations. Although direct methods
can be employed as a black-box for the solution of the resulting linear systems,
they can suffer from memory limitations, in particular when finding an accurate
solution of time-dependent problems. As an alternative, one can employ iterative
methods in order to find (approximations of) the solutions of the corresponding
linear systems to be solved. These methods are quite cheap to apply, and usually
do not suffer from memory limitations. However, the convergence of this class of
methods is often determined by the conditioning of the system to be solved. For
this reason, one introduces a preconditioner in order to produce a better condi-
tioning of the linear system considered and therefore to speed up the convergence
of the method.

In this thesis, we delevop fast and robust solvers for the numerical solution
of optimal control problems. Specifically, this work focuses on the development
of suitable preconditioners for the linear systems arising from a range of optimal
control problems. For a large part of this thesis, we focus our study on time-
dependent problems, and we also consider time-independent systems.
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Chapter 0O

Introduction

“Ho un foglio bianco

Per volare alto lo macchio
Come l’ala di un albatro

Per la citta della China

Mi metto in viaggio (da bravo)
Pellegrinaggio

Ma non a Santiago

Vado a China Town”

[“I have a white sheet
To fly high I stain it
Like the wing of an albatross
To China Town
I get on the road (as a good boy)
Pilgrimage
But not to Santiago
I am going to China Town”]
— Caparezza, China Town*

For centuries, scientists have been using differential operators in order to
model reality. In fact, many physical processes, from mechanics to dynamics,
from biology to economics, from engineering to chemistry, passing through con-
tinuum mechanics and thermodynamics, can be described by the relation of some
physical quantities with a differential operator. For instance, one can model the
evolution of an epidemic through the SIR model (on the topic of the ongoing
coronavirus pandemic). In addition, thanks to the advances in scientific comput-
ing and in numerical analysis, scientists have also been focusing on the numerical
solution of such models. In particular, many researchers have been working on
the development of robust and efficient linear solvers for the discretizations of the
differential operator analysed. A particular class of differential operators is given
by Partial Differential Equations (PDEs), which relate a physical quantity to its

!This song was inspired by Malevi¢’s Black Square, and is a declaration of the author’s love
for writing (indeed, China is the Italian word for Indian ink). Broadly speaking, the song may
also refer to mathematicians (or scientists in general), as they know quite well how to “stain a
sheet”.
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partial derivatives.

As above, PDEs are very suitable for describing the physics of real-life prob-
lems. However, rather than only determining the realisation of a physical process,
one may be interested in modifying a given physical quantity. For instance, this
could represent the act of modifying the flow of a liquid in a pipe. Alternatively,
one may wish to keep the temperature of a room close enough to a given desired
temperature. This type of problems falls into the category of inverse problems.
Indeed, one wishes to find what type of “work” should act on the physical mech-
anism in order to obtain their stated objective. Specifically, one wishes to control
the physics in some sense. The class of problems so described is referred to as
PDE-constrained optimization problems. Coming back to the example of keeping
the temperature of a room close to a desired one, this problem can be described
by the optimal control of the heat equation, or simply heat control.

As we will see in the following chapter, PDE-constrained optimization prob-
lems are very well suited for describing the act of modifying a given physical
system, and arise quite often in industrial applications. In recent years, many
researchers have devoted their effort to devise methods for the numerical solution
of the optimal control of PDEs. This thesis is the result of one such effort. Specif-
ically, our study focuses on the development of parameter-robust preconditioned
iterative methods for the solution of optimal control problems with PDEs as con-
straints. For a large part of this thesis, we consider time-dependent PDEs as
constraints, but we also study stationary problems on occasions. In addition, we
consider also the optimal control of Fractional Differential Equations (FDEs) as
constraints, with additional algebraic (box) constraints imposed on the variables.
The contents of this thesis can be summarized as follows.

In Chapter 1, we introduce the type of problems considered in this thesis, that
is optimal control problems with differential operators as constraints. Then, we
describe the strategies employed for obtaining the optimality conditions that a
solution of the problem has to satisfy, namely the optimize-then-discretize and the
discretize-then-optimize approaches. Finally, we describe some of the methods
employed to obtain a numerical solution of an optimal control problem with
differential operators as constraints, with additional algebraic constraints on the
variables. All of these approaches lead to discretized systems of linear equations.

In Chapter 2, we give an overview of a number of iterative methods used for the
solution of (very large) linear systems of equations. Among those, we mainly focus
on Krylov subspace methods, as they require only matrix—vector or vector—vector
operations at each iteration. Since the convergence of those methods depends
(but not only) on the distribution of the eigenvalues, a preconditioned version of
the Krylov subspace methods is usually employed in practice. The latter leads
us towards the theory of saddle-point systems, and the introduction of optimal
preconditioners for linear systems with a saddle-point type of structure. As we
will be mentioning quite often in this work, the “ideal” preconditioners are never
applied in practice, as the cost of applying their inverse operator is almost as
costly as inverting the original system. For this reason, one would rather find
easy-to-invert approximation of the main blocks of the preconditioners considered.
This is the “philosophy” that we will adopt for the rest of this work. In particular,
we look for suitable approximations of the Schur complements of each system,

12



that are optimal with respect to all the parameters involved in the problem,
meaning that the eigenvalues of the preconditioned Schur complement are (in
the best case) clustered in a region of the complex plane independently of the
parameters involved, or that the linear solver converges in a (roughly) constant
number of iterations.

The first novel contribution that we present in this work is the optimal pre-
conditioner for the heat control problem when applying the Crank—Nicolson dis-
cretization in time, which we discuss in Chapter 3. We would like to note that the
Crank—Nicolson method may refer to either the implicit midpoint rule or to the
implicit trapezoidal rule. In general, these two methods are not equivalent when
applied to non-linear problems for instance. For the rest of this work, we will
refer to the implicit trapezoidal method as the Crank—Nicolson method. By em-
ploying an optimize-then-discretize strategy, we derive the first-order optimality
conditions of the heat control problem. Those conditions are given by a coupled
system of linear PDEs, one moving forward in time, the other backward. Most
of the previous work in preconditioning for the control of time-dependent PDEs
is based on a (first-order accurate) backward Euler discretization for the time
variable. However, in this work we employ a (second-order accurate) Crank—
Nicolson method in time, which leads to a (non-symmetric) system with much
more complex structure. We apply a tailored invertible transformation, and sym-
metrize the system so obtained. From here, we employ saddle-point theory to
devise an optimal preconditioner for the system under examination. The key
components of this preconditioner are an accurate mass matrix approximation,
a good approximation of the Schur complement based on a matching strategy,
and an appropriate multigrid process to apply this latter approximation — these
are constructed using our work in transforming the linear system. We prove the
optimality of our approximation of the Schur complement through bounds on the
eigenvalues that are independent of any parameters within the problem setup.
This optimality of the preconditioner is also observed in the numerical results, as
the iterative solver is able to reach a prescribed accuracy in a constant number of
iterations. In addition, the numerical results show the substantial speed-up ob-
tained by employing our strategy compared to the state-of-the-art preconditioned
backward Euler method.

In Chapter 4, the optimal preconditioner that we derive for heat control prob-
lems with Crank—Nicolson in time is extended to the control of the time-dependent
(stabilized) convection—diffusion equation. By employing a similar strategy as for
heat control, one is able to symmetrize the discrete optimality conditions. Again,
by exploiting the transformation used for the symmetrization of the linear sys-
tem, we are able to derive an optimal preconditioner for the problem considered.
In this case, the optimality of the Schur complement approximation is guaranteed
only under a suitable assumption. Numerical results show the efficiency of the
preconditioner, as the linear solver requires a constant number of iterations for
reaching convergence.

The second major contribution of this work is that of devising robust pre-
conditioners for the control of viscous fluid flow, which is the topic of Chapter 5
and Chapter 6. For those problems, the constraints are the (linear) incompress-
ible Stokes equations, or the (non-linear) incompressible Navier—Stokes equations,
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that we consider in both the stationary and time-dependent settings. For the
time-dependent problems, we employ both backward Euler or Crank—Nicolson as
alternatives for discretizing the time derivative. Again, by adopting an optimize-
then-discretize approach, we derive the first-order optimality conditions that a
critical point has to satisfy. Since the conditions for the Navier-Stokes control
problems are given by a system of non-linear PDEs, we adopt a linearization
for deriving an approximation to a critical point. Specifically, we employ an
Oseen linearization of the convection term. Then, by discretizing the optimal-
ity conditions, we are faced with systems with saddle-point type of structure.
The leading block of these systems can be considered, in the stationary case,
as the discrete optimality conditions of an incompressible Poisson or station-
ary convection—diffusion control problem, and, in the time-dependent case, as
the discrete optimality conditions of an incompressible heat or time-dependent
convection—diffusion control problem. Thanks to this structure, we employ op-
timal preconditioners for Poisson control, heat control, or (stationary or time-
dependent) convection—diffusion control problems within a suitable Krylov solver
in order to approximately invert the (1, 1)-block. For the Stokes control problem,
we observe that the inverse operator of the (1,1)-block can also be applied by
employing a fixed number of Uzawa iterations. For Stokes and Navier—Stokes
control problems, the most complex task in order to find robust preconditioners
is to approximate the Schur complement arising from each discretized problem.
We do so by applying a block commutator argument to a suitable block matrix.
The preconditioners so derived are robust and efficient, showing only a mild de-
pendence on the regularization parameter § and on the viscosity v (the latter
only for Navier—Stokes control problems). In addition, the CPU times scale lin-
early with the problem size, aside from the multigrid routine employed. Finally,
the flexibility of the block commutator argument allows us to solve the problems
in both the stationary and time-dependent settings, and to apply both backward
Euler or Crank—Nicolson in time for instationary problems. To our knowledge, no
existing preconditioner offers similar flexibility and parameter-robustness when
solving Stokes and Navier—Stokes control problems.

The last novel contribution of this work is that of devising robust and efficient
preconditioned iterative methods for the optimal control of FDEs with additional
algebraic constraints on the state and the control variables, for FDEs defined on
spatial domains of dimension at least one, and also in time. This is discussed in
Chapter 7. For this class of problems, we employ a discretize-then-optimize strat-
egy, which leads to a convex quadratic programming problem. In order to find
an approximation of the solution, we employ the Alternating Direction Method of
Multipliers (ADMM), which allows us to separate inequality from equality con-
straints. The latter are then solved by employing a multilevel circulant-based
preconditioner within a suitable Krylov subspace solver. Then, we update the
remaining solutions, and iterate the process until convergence. The proposed
preconditioner is proved to be optimal with respect to the mesh-size, and can
be readily generalized to the case of FDE-constrained optimization problems in
higher dimensions. Numerical results show the efficiency of our approach, with
the CPU time scaling as Nlog N and storage cost of order N, where N is the
dimension of the grid used.
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Chapter 1

Optimal Control Problems with
PDEs as Constraints

“Hast thou, spirit,
Perform’d to point the tempest that I bade thee?”
— William Shakespeare, The Tempest

As one can imply from the title, the major topic of this work is the design of
preconditioned iterative methods for time-dependent PDE-constrained optimiza-
tion problems. Although the expression “iterative methods” is mentioned first,
we leave their description to the next chapter, and focus here on a mathematical
formulation of the problems under examination, that is optimal control problems
with differential equations as constraints.

As we described in Chapter 0, PDE-constrained optimization problems are
very suitable models for describing the act of modifying a given physical system
(like Prospero modifying the elements at will). Due to this property, problems
of this type often arise in industrial and real-life applications. For instance, the
control of the heat equation can describe the heating of a tissue during a medical
treatment or of a substance during a chemical process; in addition, in a chemical
process one could control the separation of immiscible fluids, whose physics is
governed by phase field equations. Alternatively, one could optimize the shape of
an object to obtain a desired physical outcome (such as the shape of a wing in
an airplane to avoid turbulence). Finally, one could control the motion of fluid
flows, or modify the atmospheric conditions of some system.

In the following, we will introduce the mathematical formulation for a general
PDE-constrained optimization problem, and show how to obtain a solution. The
latter has to satisfy some conditions, that may vary depending on whether we
are solving the problem in the Hilbert space, or are solving it only on a finite-
dimensional subset. In the former case, we have to introduce some “differentiation
rule” that will lead to the optimality conditions, that then have to be discretized;
in the second case, we have to decide the subset of points on which we want
to approximately solve the problem by discretizing the PDE, and then deriv-
ing optimality conditions by mean of classical optimization theorems. These two
ways of action lead to two different strategies, namely the optimize-then-discretize
strategy (we solve the problem in the Hilbert space and then discretize the condi-
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tions derived), and the discretize-then-optimize strategy (we discretize the PDE
we want to optimize, and then derive optimality conditions).

Since in both the strategies we will need a discretization, we will first intro-
duce the finite element method. The numerical solution obtained by this class of
methods is typically defined by a projection: the PDE has to be satisfied only
on a subset of the Hilbert space. This subset is chosen a priori by the type
of elements one wants to adopt, and will influence the resulting approximation
properties of the method. Finite element discretization usually leads to systems
of linear equations that are very large and very sparse if one desires a highly
accurate solution, but, as mentioned above, we will leave the solution strategies
for those systems as the main topic of the next chapter.

1.1 Introduction to Optimal Control of PDEs

In the following, we introduce the mathematical formulation of the problem under
examination, namely optimal control problems with PDEs as constraints. We
refer to [86, 104, 175] for a detailed discussion of these problems.

Given a domain  c R%, with d € N, let us suppose we can relate some obser-
vation (or state) v to the physics acting inside the domain through a differential
operator D, that is, we can write a relation of the type

Dv = f,

f being the force function representing the physics acting on €). Clearly, for
the problem to be well posed we need some boundary conditions on v. These
conditions can be given as Dirichlet conditions

v =gp on 0f)p,

on part of the boundary, that is, we know the value of the function v on 0€2p, or

as Neumann conditions 5
v

a5~ 9N on oSy,

ov
on part of the boundary, with — the (outward) normal derivative of v on 0Qy,

that is, we know the flur of v tlrllrough 0dQdy. The portion of the boundary 0€)p
and 0Qy are such that dQ = 0Qp U 0Qx and 0Qp N 0y = &. The conditions
on v presented here are not the only possibility, as one could also impose Robin
boundary conditions.

In addition, if the differential operator D involves time derivatives, we require
some additional information on v (and on some of its partial derivatives with
respect to the time variable) at the initial time ¢y; for instance, if D is a parabolic
differential operator defined on Q x (to,ts), with ¢y and t; the initial and final
time respectively, an initial condition

v(x,ty) = vo(x) in Q2
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has to be given to define a suitable PDE-constrained optimization problem.

For most of the following work, we will be dealing with a differential operator
D represented by (a system of) PDEs. We refer the interested reader to [46] for
an introduction and a thorough analysis of (forward) PDEs.

Once the physics is modelled by the differential operator D subject to appro-
priate boundary or initial conditions, the state v will be (uniquely, if the operator
D is linear) defined. However, one may be interested in obtaining a state v with
a particular shape or value; for instance, given a body to heat one wishes to have
an average given temperature. In practice, one wishes to obtain a state v “close
enough” in some sense to a desired state vg. Since we are interested in modifying
the physics, we introduce a control u in the formulation of the differential oper-
ator. The problem so described can be formulated as an optimization problem
whose constraints are the differential operator D and its associated (boundary or
initial) conditions. This formulation is classified as the optimal control of PDEs
or a PDE-constrained optimization problem.

As for many optimization problems, the optimal control of PDEs concerns the
minimization of a cost functional J(v,u) that takes into account how close is the
state v to our desired state vy. In the following, the cost functional J(v,u) will
contain (a multiple of) the squared L?*(2)-norm of the difference between v and
va, that is v — va|72q)-

As mentioned above, in an optimal control problem involving PDEs the cost
functional J(v,u) is subject to the differential operator D and its boundary or
initial conditions, which take also into account the action of the control u. De-
pending on how we introduce the control u, we may have different types of optimal
control problems of PDEs. Although the main results obtained in this work re-
late to distributed control problems with PDEs as contraints (the control is acting
on the whole domain), below we also introduce another type of control, namely
the boundary control problem (as one can easily understand from the name, the
control lives only on some part of the boundary). Other types of control are of
course possible, but we will limit our exposition to those two. For instance, one
could apply the control u only on part of the domain, obtaining in this way a
subdomain control problem.

Let us introduce first the distributed optimal control of PDEs. In this case,
the control u is defined on the whole domain 2, and introduced in the differential

equation as
Dv=u+f in §2;

again, the equation above is a constraint with respect to which we minimize our
cost functional J (v, u).

On the other hand, rather than introducing the control in the whole domain
one could introduce the control only on the (Dirichlet) boundary, obtaining in
this way the optimal boundary control problems of PDEs. The latter is defined
as the minimization of J(v,u) subject to

Dv=f in Q,
v=u-+ gp on QQD,
a—l_}, = gnN on 6QN
on
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Similarly, one could introduce the control only on the Neumann boundary, ob-
taining a Neumann boundary control problem. The latter is defined as the min-
imization of J(v,u) subject to

Dv=Ff in €,

v =gp on 0f)p,
a—g =u+gn on 0fy.
on

In addition, given a subset (g, < €2, the subdomain control problem is defined
as the minimization of J(v,u) subject to

u+ f in Quup,
Dv = )

f in Q\ Qqup,
v =gp on 0f)p,
a—i_), = gN on 6QN
on

As one can understand from the description so far, optimal control problems
of PDEs fall within the class of inverse problems. As these problems may be
ill-posed, one adds a cost term in the cost functional J(v,u) in order to ensure
the existence of a solution. In the following, we will introduce a Tikhonov reg-
ularization for the problem under examination; this is defined as a multiple of
the squared L?*(2)-norm of the control u. Specifically, in the following we will
consider

s

1
J(v,u) = Sllv— UdH%?(Q) + _HUH%Q(Q) (1.1)
2 2

as cost functional to minimize; here, the value 5 > 0 is referred to as reqularization
parameter. From the point of view of the physics, if we look at the term ||u||%2(m
as the energy that we introduce into the system for modifing the state v, the
parameter S can be viewed as a “trade-off” between how close we want to drive
v to our desired state vy, and the cost can afford in order to achieve it. We
would like to note that other cost functionals can be considered; for instance, one
could replace the L?(2)-norm with the L*(€2)-norm in order to promote sparsity
of the solutions. In addition, in the case of subdomain control problems the cost
functional J(v,u) has to take into account that the control u is defined only on
a subset (g, of the whole domain €; this is done by replacing the term |ul?, @
with [[ul72q,,)-

We can finally formulate the structure of the problems we will be studying for
the rest of this work. The distributed optimal control problem of PDE is defined
as

min J(v,u) (1.2)
subject to
Dv=u+f in €,
v =(gp on 0f)p, (1.3)
ov '
= = 9N on oSy,
on
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with J(v,u) defined as in (1.1). It is worth mentioning that, depending on the
differential operator D, other conditions on v may be given; for instance, if D is a
parabolic differential operator, the constraints (1.3) of the problem will take into
account the initial condition on the state v, while the boundary conditions have
to be satisfied over 0€ x (to,ty).

In the formulation (1.2)—(1.3), the constraints take into account only the
physics of the problem under examination, namely the differential operator D.
However, as we are adding the control to the system, it may happen, for instance,
that we have some technological limitation on the control we may apply, or we
may be interested in a state v that is bounded in a certain region of the domain
2. For this reason, problems of the type (1.2)—(1.3) can also take into account
algebraic constraints on the state and/or the control variables. The formulation
of these problems is the same as in (1.2)—(1.3), but the constraints (1.3) also
include bounds of the type

Umin SU K Umax Umin SuU< Umax (14)

where Unin, Umaxs Umin, and Umay could be constants or functions. Optimal control
problems of PDEs with additional algebraic constraints on the state or the con-
trol variables are more complex to solve than the corresponding “unconstrained”
problems, as to find an approximation of the solution we need to employ a non-
linear iteration within the solver, even when the rest of the problem is linear.
For most of this thesis, we will be dealing only with problems of the type (1.2)—
(1.3), and will consider the constraints on the variables (1.4) only in the last main
chapter.

As we are interested in the numerical solution of optimal control problems
with PDEs as constraints, below we are going to describe two strategies for de-
riving such an approximation, that is, the optimize-then-discretize strategy, and
the discretize-then-optimize strategy. As for both the approaches we need to dis-
cretize a system of PDEs, in the next section we are going to introduce a widely
used discretization method for PDEs, namely the finite element method.

Before moving on with our exposition, we would like to introduce two PDE-
constrained optimization problems that will be considered below, namely, the
distributed Poisson control and the distributed (stationary) Navier—Stokes con-
trol problems. While devising robust solvers for the numerical solution of the
distributed (stationary and instationary) Navier—Stokes control problem will be
one of the final goals of this thesis, the distributed Poisson control problem will
be introduced only as a “proof of concept” to illustrate the main ideas presented
in the background sections.

Given a spatial domain 2 < R%, d € N, a regularization parameter 5 > 0, and
a desired state vy, the distributed Poisson control problem is defined as

B

. 1
in 5”” - UdH%Q(Q) + 5“““%2(9) (1.5)
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subject to the Poisson equation

v=g on 052, (1.6)

{—V2v=u+f in €,
where we have imposed only Dirichlet boundary conditions. Problem (1.5)—(1.6)
can represent, for instance, a body heated by electromagnetic induction or by
microwaves (optimal stationary heat source), see, for example, [175, Section 2.8.2].

As we will describe more in detail in Chapter 6, the Navier—Stokes equations
describe the motion of an incompressible viscous fluid. Given a spatial domain
Q) c R?, with d = 2,3, a regularization parameter 3 > 0, and a desired state 7,
defined over d dimensions, the distributed control of the stationary Navier—Stokes
equations is defined as

min 27— Gl + 2173
subject to
V24T - Vi+Vp=1i+f in Q,
—V-u=0 in €,
i—g on 09,

where the parameter v > 0 is the wviscosity of the fluid, with ¢ representing the
velocity of the fluid and p the kinematic pressure; the velocity ¢ and the control
u are vector functions, while the pressure p is a scalar function. Note that the
fluid is Newtonian and has constant density. The main difference between this
problem and the previous one lies in the non-linear term v - V¥, which requires
(as we will see) a careful treatment for the numerical solution of the problem.

1.1.1 Applications

We would like to conclude this section with some further motivation for the study
of the numerical solutions of optimal control problems with PDEs as constraints.
For further overviews of the applications of PDE-constrained optimization prob-
lems in science and engineering, we refer the reader to [74, 133].

Problems of the type (1.2)—(1.3) arise very naturally in industrial and real-life
applications. The classical example is given by the control of the heat equa-
tion, describing the heating of a tissue during a medical treatment or a chemical
in an industrial process. Another important application of distributed PDE-
constrained optimization problems in industrial processes is given by the control
of the Navier-Stokes equations introduced above, see, for instance, [72]. We
survey some additional applications below.

In [37], the authors employ PDE-constrained optimization to image denoising
problems. More specifically, the authors solve a bilevel optimization problem
defined as a minimization of a functional whose constraints are other minimization
problems. The functional takes into account the discrepancies between a set of
noisy images and the corresponding true image, as well as some weights of the
different noise models considered. The minimization problems that represent the
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constraints involve non-smooth PDEs that take into account the noise, and the
total variation of the given images. The choice of introducing the total variation
in the constraints is made to accurately preserving the edges within the images.

In [85], the authors devise a Newton method for solving the optimal design
of semiconductor devices; the latter is formulated as the minimization of a cost
functional subject to the drift-diffusion model for semiconductor devices.

In [160], the authors study model predictive control of the cooling process
during wine fermentation. The problem is formulated as the minimization of a
cost functional that takes into account for the energy consumption during the
cooling process, while driving the sugar consumption towards a desired sugar
reduction process, with the state variable being the solution of an ordinary dif-
ferential equation (ODE); an initial condition on the state variable and additional
constraints on the differential states and parameter are also imposed.

Other practical examples of PDE-constrained optimization problems include
shape optimization problems [1, 126, 148|, medical imaging and tomography [5,
33, 93], mathematical finance [20, 42|, reaction—diffusion control for chemical
processes [10, 71], the Monge-Kantorovich mass transfer problem [3, 14], and
flow control in porous media [47, 76, 171].

1.2 Finite Element Method

In this section we introduce a widely used numerical method for the solution of
differential equations, namely the finite element method. For a more comprehen-
sive discussion on the finite element method, we refer the reader to [26, 44, 149].

Starting from the weak formulation of the differential operator under exam-
ination, the finite element method constructs a bilinear form (on real spaces),
which is then employed as an inner product in an appropriate space. Then, the
method selects a subspace and imposes the inner product of the numerical error
and any element of the subspace to be 0, that is to say, the method imposes
the numerical error and the chosen subspace to be mutually orthogonal. The
subspace is usually determined by basis functions, defined on the elements of
the constructed mesh in the domain. Finally, the orthogonality condition of the
numerical error and the subspace results in a system of linear equations that has
to be solved.

In order to better explain how the finite element method works, given a domain
Q) = R4, we consider the (forward) Poisson equation with Dirichlet boundary
conditions

(1.7)

Vi =f in €,
v=g on 02,

with f and ¢ given functions. We first introduce the space L*(9) of square-
integrable functions in R with domain in €2, that is

L*(Q) := {v : L [v[?dQ) < oo} :
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The solutions of the problem (1.7) are usually sought in the space
Vi={veH'(Q) | v=gondQ},

where H1(2) is the Sobolev space of square-integrable functions in R with square-
integrable weak derivatives, namely

ov  0v ov
HQ)={ve IX(Q) « — — . e X0
@)= {oe o) s 2 202 e @),
with x = (21,29, ...,24) € Q. Finally, we introduce the space of Sobolev functions

with zero trace on the boundary 052
Vo i=Hy(Q) = {ve H'(Q) | v="0o0n d0}.

Then, the weak formulation of (1.7) reads as:
Find v € V' such that

J Vv - VwdQ = f fwdQ for all w e V. (1.8)
Q Q

The weak formulation introduces the (bi)linear form a(-, ) : H'(Q) x H*(Q) —
R defined as
a(v,w) = (Vu, Vw),

where (-,-) is the L?-inner product on §2. Defining also the linear functional
() : HYQ) — R as l(w) = (f,w), we can rewrite (1.8) as

a(Vv,Vw) = l(w) for all w € V.

As we are looking for a numerical appoximation of v, we select a finite-
dimensional subspace Vj, of V. In order to define a generic element of V', we
consider an n,-dimensional subspace of test functions Vp, of Vy; we suppose
that {¢1, ¢2,..., ¢, } is a basis for Vj,. Since the solution we are looking for
is required to be equal to g on the boundary, we introduce also the functions
{Onpt1s Orot2s - - - Grotns by With ng € N Then, the subspace V}, is defined to be

nz+ng

Vh = Span{¢17¢27"'7¢nz} + Z U’i¢i7

i=ng+1

where the coefficients v; are chosen such that the function Z?j::jl v;¢; interpo-

lates the boundary data; the functions {¢1, ¢o,...,d,,} in the previous expres-
sion are called trial functions. In practice, the function v is approximated by the
function vy, := Y717, v + Z?j::;l v;¢;. From here, since the function g is fixed,
we can say that the approximation v, is uniquely determinined by the vector

v = [v, 09,0,

As we mentioned above, the finite element method typically imposes some
orthogonality condition between the numerical error e, = v — v, and an appro-
priate subspace through a bilinear form. Specifically, we impose that the error e,
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and the subspace V}, ¢ are orthogonal with respect to the inner product induced
by the bilinear form a(, ), that is, we impose that

alep,wy) =0 for all wy, € Vi p.
The previous expression can be rewritten as
a(vp, wy) = L(wp,) for all wy, € Vo p, (1.9)

by substituting the expression e, = v — v, and noting that a(v,wy) = ¢(wy,) for
all wy, € V5. As each element of V4, is a linear combination of the elements of

the basis {¢1, ¢2,...,dn,}, we need to impose the expression (1.9) only on each
¢;, for i = 1,2,...,n,. Further, since v, 1= >/, v;¢; + Z?j:jjl v;¢;, equation

(1.9) results into a linear system to solve for finding the vector v; specifically,
(1.9) can be rewritten as

a<2?j1 o ngl) =U(¢y) — a(Z?ijjl V; 0, gbl) forl =1,2,...,n,,

or equivalently

Kv = f,
with

K=l k= Ve Vadn,
Q

Nz +No

f =1 fi=Lf¢idQ— > szngl-ngidQ.

l=ngz+1

Note that the formulation derived here holds if only Dirichlet boundary conditions
are imposed; if within the problem formulation Neumann boundary conditions
have to be satisfied, extra terms will arise in the right-hand side from those
conditions.

The matrix K is generally referred to as a stiffness matrixz, and is symmetric
positive definite (unless only Neumann boundary conditions are imposed, in which
case it is symmetric positive semi-definite). The symmetry easily follows from
the definition. In order to prove that it is positive definite, we suppose that the
basis functions are continuous and bounded, and follow the working in [44, p. 17]:
letting 0 # v € R™, and setting vy, := >, v;¢;, we have

v Kv = iivz (J Vo, -V dQ) )
Q

i=11[=1

= ‘[ (f?jl@‘7¢i> : (§§31QY7¢1> dQ
€ \i=1 =1

= J (Vop, - Vo) dQ
Q

= vahH%Q(Q) =0,
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where we have used that >, v;V¢; = Vu,. So, K is at least semi-definite; in
addition, from the previous expression we have v Kv = 0 if and only if Vv, = 0,
that is, if and only if vy, is constant. From v, € V4 5, we have that vy, is continuous
in 2 and it is zero on the boundary 02, which implies that v, = 0 in €. Finally,
the latter implies v = 0.

As we have described the method so far, in order to find a numerical solution
for (1.7), from a subspace V), of the space V; (that contains the solutions of the
PDE with zero trace on the boundary) we consider a subspace V}, of V' such that

Vh :%,h—i_g?

with ¢ a given function that interpolates the boundary data. A finite element
method constructed in this way is referred to as Galerkin (or more precisely
Bubnov-Galerkin) method. In general, one can choose different basis for the
subspaces Vj;, and Vj, that is to say, test functions and trial functions can be
different; the resulting finite element method is referred to as a Petrov-Galerkin
method. In the following, we will employ both type of methods. It is worth
mentioning that also other approaches can be used; for instance in [102] the au-
thors employ the finite difference method for discretizing the (spatial) differential
operator for solving the optimal control of the heat equation.

1.3 First-Order Optimality Conditions

In this section, we present the strategies one can adopt in order to find a numerical
solution of a general PDE-constrained optimization problem of the form (1.2)-
(1.3). This solution has to satisfy some first-order optimality conditions, known
also as Karush-Kuhn—Tucker (KKT) conditions.

As a generic solution of (1.2)—(1.3) lies in an infinite-dimensional Hilbert
space, and since the differential operator D is defined on such a space, it is clear
that in order to find a numerical solution we will have to discretize the problem
at some point. From here, we are given the choice of either take the optimization
step first and then apply the discretization, or the other way around. Specifi-
cally, we can choose to derive first-order necessary optimality conditions for the
problem in the Hilbert space first and then discretize the conditions obtained
(optimize-then-discretize strategy), or to discretize the cost functional and the
constraint first and then derive the first-order necessary optimality conditions for
the discrete optimization probled obtained (discretize-then-optimize strategy). In
general, the optimize-then-discretize and the discretize-then-optimize strategies
may produce different outcomes, see for example [35]. For most of this thesis,
we will adopt the optimize-then-discretize strategy, empoying the discretize-then-
optimize approach only in Chapter 7.

Before proceeding with the presentation of the two strategies, we wish to
emphasize that the optimility conditions we will derive below are only necessary,
that is, a solution of the problem (1.2)—(1.3) has to satisfy them. Although for
most of this work those conditions will be also sufficient (as the PDEs we will
consider are linear), this is not always the case; for instance, in Chapter 6 we
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will consider the optimal control of the non-linear Navier—Stokes equations. In
case the differential operator (1.3) is non-linear, one may also consider second-
order optimality conditions in order to understand if the critical point found is a
minimum for the cost functional (1.2). As in this thesis we are only interested in
deriving optimal preconditioners for the problem under examination, we will not
be deeply concerned as to whether the critical point is a minimum or not, and
refer to it as the numerical solution of the problem.

We will now describe the optimize-then-discretize and the discretize-then-
optimize strategies. For the sake of exposition, we will only consider the cost
functional J(v,u) as defined in (1.1), and we will suppose that the Neumann
boundary is empty, that is to say d{2p = 0€2. In addition, we will employ the
Poisson control problem (1.5)—(1.6) as a simple example to explain the ideas
below, deriving the discretized optimality conditions for both the optimize-then-
discretize and the discretize-then-optimize strategies.

1.3.1 Optimize-Then-Discretize Approach

We will introduce the optimize-then-discretize strategy in this section. As we are
seeking optimality conditions in Hilbert spaces, we need to define a differentiation
rule that generalizes the classical one on vector spaces to functionals. For more
details on this strategy, see for instance [175, Chapter 2].

Let be X; and X, Banach spaces endowed with norms | - |y, and | - |x,
respectively; further, let be U a nonempty open subset of X, and F : U — Xo.
Given u € U, w € Xy, and ¢ > 0 such that u + pw € U, if the limit

1
OF (u,w) := lim — (F(u+ ow) — F(u))
0—0t 0
exists in Xy, then it is called the directional derivative of F at w in the direction
w. If this limit exists for all w € X7, then the map

OF (u,-) :we Xy — 0F(u,w) € Xo

is called the first variation of F at u. Supposing that the first variation . (u, -)
at u € U exists, if it is a bounded linear operator, then F is said to be Gateaux
differentiable at u, and this linear operator is called the Gateaux derivative of
F at u, see for instance [103]. We say that F is Gateaux differentiable if F is
Gateaux differentiable at every u € U.

Another important notion of derivatives in Banach spaces is the Fréchet
derivative. The mapping F is said to be Fréchet differentiable at wu if there
exists a bounded linear operator dF' : X; — X, such that, for every w € X; for
which u + w € U, we have

|F(u+ w) — F(u) — dFwl|x,

HwHX1

— 0 as |w|x, — 0.

The operator dF' is called the Fréchet derivative of F at w. If in addition F is
Fréchet differentiable at every u € U, then F is said to be Fréchet differentiable.
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The Fréchet derivative will be the main tool for deriving the first-order op-
timality conditions for the problems we will consider in this thesis; specifically,
we will derive the KKT conditions for the following distributed control problem
with PDEs as constraints:

_ 1 p
min J(v,u) = §||U - Ud”%?(g) + 5““”%2(9)
subject to
Dv=u+ f iHQ,
V=g on 0f).

We will employ the formal Lagrangian technique for deriving the optimality
conditions. In this case, we will introduce the adjoint variable or Lagrange multi-
plier ¢ (split into interior and Dirichlet components (q and (yq respectively) and
consider the continuous Lagrangian

B
2
+ LQ(U - g)gaﬂ dS)

1
L(v,u, G0, Ga) = v = valfzq) + Fluliz0) + (Do —u = f,¢o)

where again (-, -) is the L?-inner product on . In our derivation, we will assume
that the Banach spaces X; and X, are defined over R. Then, the first-order
optimality conditions read as

dv‘C(Uu U’7 €Q7 C@Q)w = 07
duﬁ(U,U, CQ)C@Q)w = 07 (110)
dCE(U7 u, <Q7 C@Q)w = 07

for all w € X;, where d,£, d,£, and d.L are the Fréchet derivatives of the
Lagrangian £ with respect to v, u, and ( respectively. In the previous system, the
first, the second, and the third equation are called the adjoint equation, gradient
equation, and state equation respectively.

As we will see in the following, the first-order optimality conditions (1.10) are
a system of coupled PDEs. For the problems we are going to study, it can be
rewritten as

r{’U—Ud-i-’D*CQ:O iIlQ,

Coo =0 on 052,
< Pu—(¢=0 in Q,
Dv—u—f=0 in (2,
\{U—gzo on 052,

where D* is the adjoint differential operator of D. Below, we use the Poisson
control problem as an example and show how the system above is derived.

It is worth noting that we can eliminate the gradient equation fu — ¢ = 0 for
all the problems we are going to consider. This is because the control u is applied
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within the differential operator directly, with no means of another operator i/; in
the latter case, in fact, we would have read the gradient equation as

fu—d U =0 in 2, (1.11)

with d, U the Fréchet derivative of U with respect to w.

As above, the first-order optimality conditions (1.10) are a coupled system
of PDEs; as one could imagine, we then need to take the discretization step, so
that we may obtain an approximation of the solution by solving the resulting
linear system. Thus, letting M;'D and M, 'D* (for appropriate M; and M)
be suitable discretizations of D and D* respectively, a solution of the problem
(1.2)—(1.3), with J(v,u) defined as in (1.1), has to satisfy the following

M,v —vg+ D*¢ =0,
Dv - M,u— f =0,

for appropriate M,, M,, and M;; the vectors v, v4, u, ¢, and f contain the
numerical approximation of v, vy, u, ¢, and f respectively, with the vectors v and
¢ also taking into account the boundary conditions on v and (.

In order to explain in detail the optimize-then-discretize strategy, we now con-
sider the distributed Poisson control problem (1.5)—(1.6), with = R¢ bounded.
As a first step, we have to consider the continuous Lagrangian associated to this
problem, and then write the Fréchet derivatives with respect to each variable.
The Lagrangian is given by

1 5
£(0,1u, G, Goo) = 510 = vl + Sl + (~ 7% = u = /o)

+ LQ(U — 9)Con ds.

One of the Banach spaces we will be working in clearly is the Hilbert space L*(Q);
in fact, for all the problems considered in this work we have that £ : L*(Q) — R.
In particular, the state, the control, and the adjoint variables lie in a subset of
L*(Q). Specifically, for the Poisson control problem the state v belongs to H!(£2),
as it is required to solve the Poisson equation (1.6) in a weak sense. The space
to which ¢ belongs will be derived below. Finally, the space to which u belongs
to is L?(92).

We now have to consider the Fréchet derivative of £ with respect to all the
variables. We start with the Fréchet derivative with respect to u, (g, and (5, as
these are the easiest ones to work with.

In order to write the Fréchet derivative of L(v, u, (q, (s0) with respect to u, we
will not split the adjoint variable ( into interior and boundary components. From
the definition of the Fréchet derivative, we have to consider a generic direction
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w € L*(Q), and then consider the difference

E(v,u + w7CQ7C5Q> - E(U7U7CQ’C59> = g (HU + wH%Q(Q) - HUH%Q(Q)> - (’U), C)

The first term in the previous expression can be rewritten as
i+ wlisgy — lulfa = | e+ wlag— | ffao
= J lu|?>dQ —i—f lw|?d Q + 2(u, w) —f lul>d
Q Q Q
= J [w>dQ + 2(u, w).
Q
The latter expression leads to
L(v,u+ w, (o, Ca) — L(v,u, (g, Cn) = g (J lw|*dQ + 2(u,w)) — (w, ()
Q

=5 | wrans g cw

B

= 5”“’“%2(9) + (Bu =, w),

due to the symmetry of the L?(Q)-inner product. If we write
du'C(Ua u, CQ? C@Q>w = (ﬁu - Ca U}),

we clearly have

|£(Ua U+ w, CQ7 C(?Q) - E(U7 u, CQ7 C(?Q) - du£<v7 u, CQ? C&Q)w| _ é‘
|w[r20) 2

w2,

which tends to 0 as |w]r2@ — 0. Since the functional d,L(v,u,(q,Con)w
so defined is bounded and linear, we have that it is the Fréchet derivative of
L(v,u, Cq, Csq) with respect to u.

As we wish that

duﬁ(v7 u, CQ7 C@Q)w = 07

for all w e L*(2), we can infer that, in a strong sense,
Pu—C¢=0 in €.

We have derived in this way the gradient equation in (1.10). From here it is clear
how we could obtain the expression (1.11) in case the control u is applied by
mean of another operator U.

Working in a similar way, we can write the Fréchet derivative of the Lagrangian
L(v,u,(q, Csn) with respect to (; in this case, we will be splitting the adjoint in
the interior component (g and boundary component (sq.
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Taking wq € L(2), if we proceed as above we have that

deo £(v, 1, Ca, Goo)wa = (=V0 — u — f,wgq)

is the Fréchet derivative of L(v,u,(q,Con) with respect to (. In addition, by
taking waq € L?(092) we have that

de,o £(v, 4, Co, Con)wan = J (v — g)waq ds
o0
is the Fréchet derivative of L(v,u, (q, (sn) With respect to (5q. Since we want

deo, £(v,u, (o, Con)wa = 0
de.o L(v,u, Ca, Con)wan = 0

for all wg € L*(R2) and wyn € L*(01), in a strong sense we require that

V2 =f+u in €,
v=g on 0f2,

which is the state equation in (1.10). Note that in this way we have recovered
the constraints (1.6).

We only have to derive the adjoint equation now. This is given by setting the
Fréchet derivative of L(v, u, (g, (on) with respect to v equal to 0. In order to do
so, we take w € H!'(Q2) and consider the difference

1
L(v + w,u, (o, Ga) — L(v,u, (o, Con) = 5 <HU + w0 = valf2q) — v - UdH%?(Q))

+ (= V?w, (o) +J wCsn ds;
o0

here, we made the choice of w € H'(Q) to allow the expression (—V?w,(q) to
have a suitable meaning. Proceeding as for the derivative with respect to u, we
obtain

o+ w — valaq) — [0 — valZagey = L ]2 + 2(v — vg, w).
If we then write

dv‘c(vv u, CQ7 Caﬁ)w = (U — Uy, ’LU) + <_v2w7 <Q) + J U}C@Q d57
o0
we have?
|L(v + w,u, (o, Ca) — L(v,u, a, Coa) — duL(v, u, (o, Con)w|
Hw”Hl(Q)

< —1 |w]
< —|lw ,
5 HU(Q)

which tends to 0 as |w|y1(q) — 0. In addition, d,L(v,u, (o, Con)w is bounded,

*Note that ||w\|%2(9) < HwH%-[l(Q)‘
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and from here we establish that it is the Fréchet derivative of L(v,u, (q, (sq) with
respect to v.

Once we have found the expression for d,L(v, u, (o, (sq)w, we have to impose
it equal to 0 for all w € H'(Q2); we will impose it by analysing different cases.
Before doing so, we revrite

d,L(v,u, (o, Coo)w = (v —vg,w) + (—V?w, () + J w(pn ds
20
o o ds

= (v —vg,w) + (=V*q,w) — o

+ J ai_{zwds + J w(pn ds
o 0N oQ

by employing the Divergence Theorem®. The previous expression has to be 0 for
0
all w e H'(Q), in particular for all w € C°(Q) with a—li] = 0 on 092, where C°(Q2)

7
is the class of infinitely differentiable functions equal to 0 on the boundary 0f).
This choice implies that

dvﬁ(va u, CQa <5Q)w = (U — Ud — VQCQ7 ’U)) = O?

which, since w € C(2) and C°(Q) is dense in L*(€2), in a strong sense may be
rewritten as

v—vd—V2CQ=O.

If we now choose w € Ci°(2) with w = 0 on 02 and let %ﬁ vary, we can derive
on

that
ow

d,L(v, u, (o, Coo)w = Cods =0

o0 01

has to be satisfied for all such w, and therefore we have

=0 on 0f).

0
Finally, if we choose w € C{°(€2) with Y — 0 on 0Q and let w vary, we have

on

mauw@@mm=f

o0

(CanLaﬁ)wds:O

on
has to hold for all such w, implying that

Con + 8i§2 =0 on 0%).
on

We can now write the adjoint equation in (1.10) as

V3 +v =1y in ,
(=0 on 052,

3Note that —(o V2w + V - ((aVw) = Vg - Vw = —wV3(q + V - (wV{q).
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from which is clear that the adjoint variable ¢ has to belong to H ().
The first-order necessary conditions for the Poisson control problem read as

([ v— V2 =y in €,
(=0 on 052,

¢ Pu—-¢=0 in €2, (1.12)
V3 —u=f in (2,

L | v=yg on 0.

We now have to discretize these equations. Before doing so, we wish to mention
that, although the derivation of the optimality conditions above is the most rigor-
ous one, in general it is not easy to write the Fréchet derivative of the Lagrangian
of a PDE-constrained optimization problem, as this requires a strong knowledge
of functional analysis and experience in matching the operators; indeed, one has
to properly choose the Banach spaces, has to derive the adjoint equation, and
has to find the correct space where the adjoint variables exist.

In order to discretize the first-order optimality conditions so derived, we will
employ finite elements, and choose the same basis {¢1, ¢, ..., ¢y, } for the state v,
the control u, and the adjoint (. Although in principle one could choose different
bases for each variable, it is often preferable to use the same basis for all of them
for this example, as this will result in a system of convenient structure for which
we can eliminate the control variable a priori. With this choice of the basis, the
weak formulation of (1.12) reads as:

Findve V, ue V), and ¢ € Vj such that

( r
J vwdQ—i—JVC-deQ:JvdwdQ for all w € Vg,
Q Q Q
X J BuwdQ—waszo for all w € Vg,
Q Q
J Vv-deQ—JuwdﬁszwdQ for all w € V.
\ JQ Q Q
If we introduce also the functions {¢n, 41, ®n,+2:- - - Pny+n,} for interpolating

the function g on 0€2, we are looking for approximations

Ng Ng+Ng Na Uz
(U Z v;P; + Z V0, U~ Zui¢ia ¢~ Z Gi®;-
i=1 i=ng+1 i=1 i=1

Then, working as in Section 1.2, the discrete version of the weak formulation
above is given by

M’U-{—KC:’I}d,
BMu — M¢ =0,
K’U*Mu=f,

where the vectors v, u, and ¢ contain the numerical approximation of v, u, and
¢ respectively, with ¥, and f suitable discretizations of the desired state v, and
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of the force function f; note that v, and f also contain information about the
boundary conditions on v. The matrix K in the system above is the stiffness
matrix derived in Section 1.2, while the matrix M is the so called mass matriz,
defined as

M = {ma} . mi,zzj b1 O,
Q

and it is symmetric positive definite.
From the discrete gradient equation SMwu — M = 0, we can eliminate the
control variable, and rewrite the discrete optimality conditions as

(1.13)

For the rest of this thesis, we will be devising numerical methods for the solution
of systems with this general structure, that lead to systems that are said to be of
saddle-point type. In the following chapter, we will introduce strategies for solving
this type of systems, and show numerically how those strategies are efficient and
robust.

1.3.2 Discretize-Then-Optimize Approach

We are going now to describe the discretize-then-optimize strategy. As opposed
to the previous strategy, we are first going to discretize the problem, by projecting
it onto a finite-dimensional subspace of the space containing the solutions; the
resulting minimization problem will be then analysed as a classical optimization
problem in R", with n € N being the dimension of the subspace considered. The
first-order optimality conditions will be then derived by making use of classical
constrained optimization theory, see for instance [119].

Let consider again the PDE-constrained optimization problem with Dirichlet
boundary conditions

, 1 p
min J(v,u) = éHU - 'UdH%Z(Q) + EHUH%%Q)

v,U

subject to

Dv=f+u in (2,
v=g on 0f).

The first thing to do with this strategy is discretize the problem. We will do so
by employing finite elements.

Let {¢;};, and {¢;};*, be finite element bases for the spaces containing the
state v and the control u respectively. We are looking for approximations of the
form

Ny Ny+ng Ny
(e Z V;Q; + 2 V03, (s Z Ui Qi
i=1 i=ny+1 i=1

with {&n,+1, Pny+2s - - - Pnyin, ) interpolating the function g on 0. In the first
part of this section, we will consider different bases for the state v and the control
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u, but, as we mentioned for the optimize-then-discretize strategy, it is possible to
employ the same finite element bases, and in the second part of this section we
will show how this will lead to convenient structure of the discretized system, as
we may eliminate the gradient equation a priori.

Using the finite element bases above, we may discretize the PDE as follows:

D,v = f + M, u,

where D, is the discretized operator D in the finite element basis for v, and the
matrix M, , € R™*"™ is given by

Mv,u = {mZ}u ) zl _f szQOl dq.

Note also that the vector f contains information about the boundary conditions.
In addition, if v, is the vector containing a suitable discretization of the desired
state vg, we can rewrite the discrete cost functional Jy, (v, u) as

1
Jp(v,u) = 5(’0 —vg) " M,(v —vy) + guTMuu,

where M, is the mass matrix in the finite element basis for v, and M, is the mass
matrix in the finite element basis for u, that is

M {mzl zl 1 777‘;‘},l:Jv ¢1¢l dQ?
Q

M, = {mzl Z;‘zl, mzlzf iy d§2.
Q

Finally, the discretized problem we want to solve reads as

1
min Jy(v,u) = min = (v — vy) My(v —vy) + guTMuu (1.14)
subject to X
D,v = f + M, ,u. (1.15)

In order to write the first-order optimality conditions, we introduce the adjoint
variable ¢, and consider the (discrete) Lagrangian

£1(0,,€) = 5 (0 — ) My —v) + S My + ¢T(Dyw — Mo~ f).

Then, a critical point (v*, u*, ¢*) of (1.14)—(1.15) has to satisfy the following
conditions
( &Eh

oLy,

oLy

\ 8C(U*U’C) 0.
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The previous conditions can be rewritten in term of a linear system as

My + D/ ¢ = M,v,,
D,v — M, ,u = f

From the previous system, we immediately realize that choosing the same
finite element basis for the state v and the control u will allow us to eliminate
the gradient equation SM,u — MJUC = 0, since in this case we have M, , =
]\47}T . = M, (which is square). As for the optimize-then-discretize strategy, we
may eliminate the gradient equation only because the control u is applied within
the differential operator directly, with no means of another operator ¢/. On the
other hand, if one employs different finite element basis for the state v and the
control u, we have that the matrix M, , is rectangular. In this case it is preferable
to avoid eliminating the gradient equation SM,u — MvT ¢ = 0 (unless applying
the inverse operator of the matrix M, is cheap and feasible), as this would lead
to the following system:

Myv + D/ ¢ = M,vy,

va - leuMu_l M;l—uc = f
6 s 3
In practice, if we eliminate the gradient equation we would have to work with
the matrix M,, M, "' M, ,, which is not desirable from the linear algebra point of
view.

We will give now an example of the first-order optimality conditions de-
rived from the discretize-then-optimize strategy. We will consider again the
Poisson control problem (1.5)—(1.6), and employ the same finite element basis
{1, 09, ..., 0,,} for both the state v and the control u.

The discrete version of (1.5)—(1.6) reads as

1
min 5(’0 — )" M(v—vy) + guTMu

v,u

subject to
Kv=f+ Mu,

where K and M are the stiffness and mass matrices in the chosen finite element
bases, respectively, and the vector f takes into account the boundary condition
on v.

By introducing the adjoint variable ¢ and proceeding as above, we derive that
a critical point has to satisfy the following conditions:

Mv + K¢ = My,
BMu— M¢ =0,

A~

Kv—Mu=f,
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where we have used the symmetry of K and M. Equivalently, since we can
eliminate the gradient equation a priori, a solution of (1.5)—(1.6) has to satisfy

the system
Mv + KC = M’Ud,

Kv— lMC = f.
g
It is interesting to note the similarities between the previous system derived by
a discretize-then-optimize strategy with the system (1.13) derived employing an
optimize-then-discretize strategy. Despite the fact that the two strategies give
the same results for Poisson control, one should not jump to the conclusion that
this is always true. In fact, in the following chapters we will have to make a
choice between the two strategies described so far.

Either by applying an optimize-then-discretize strategy or a discretize-then-
optimize approach, in order to find a numerical solution of the PDE-constrained
optimization problem under examination we have to solve a (very large) linear
system. The following chapter will be devoted to present the numerical methods
employed in the rest of this thesis to obtain a numerical solution of the problems
we will be tackling. As an example, we will present an optimal solver for the
Poisson control problem, and will show how methods of this type are important
for the problems under examination.

1.4 State and/or Control Constrained Problems

We would like to spend some time discussing the resolution of distributed PDE-
constrained optimization problems with additional algebraic bounds on the state
and/or the control variables. In this case, the problem formulation is given by
(1.2)—(1.4); we suppose that Vmin < Umax and Upin < Umax. The additional bound
constraints make the problem more difficult to solve than the “unconstrained”
problem, as we need to run a non-linear process in order to obtain an approximate
solution, even if the PDE constraints are linear. In addition, the solutions may
have some regularity issue, as we specify in the following. In order to simplify the
exposition, we limit ourself to the case of the discretize-then-optimize strategy.
Here and below, we employ the same notation as in Section 1.3.2.

Let us suppose we want to solve the problem (1.2)—(1.4). Adopting the same
finite element bases as in Section 1.3.2, the discrete version of the problem under
examination is given by

1
min  Ju(v,u) = 5(’0 —vg) " M,(v —vy) + guTMuu (1.16)
subject to
D,v=f+M,,u,
Vmin < v < Vmax, (117)
Umin <u < Umax,

where the relation < has to be satisfied componentwise, with ¥yin, Vmax, Wmin,
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and w,,. being the vectors containing the numerical approximations of vyin, Umax,
Umin, and Umay respectively. Note that (1.16)—(1.17) is a quadratic programming
(QP) problem.

We can now derive the first-order optimality conditions for this case by intro-
ducing the adjoint variable ¢ and the Lagrange multipliers

A= (Av,min; AU,maxa Au,mirn Au,max)-

By employing a Lagrangian technique as above, the KKT conditions read as [119,
Section 12.3]

M,v + D] ¢ — Ay min + Ay max = Myva,

BMw — M) ¢ — Aumin + Aumax = 0,

D,v— M,,u = f,

) Umin S U < Unmax, Umin S U < Unax, (1.18)
Aopmin = 0, Ay max =0,
Aumin = 0, Aymax = 0,

)\Jmm(v — Vi) = 0, Almax(vmax —v) =0,

Al —unn) =0, Al (Upax —u) = 0.

L u,min u,max

From the previous conditions, it is clear that the inequality constraints on
the state and the control variables (with the consequential introduction of the
Lagrange multipliers) make the problem more difficult to solve, as the state,
the gradient, and the adjoint equations have to take into account the influence
of the Lagrange multipliers A. In addition, a critical point (v*, u*,{*, A*) for
the discrete minimization problem (1.16)—(1.17) has to satisfy the dual feasibility
conditions

Av,min = Oa Av,max = 07 }‘u,min = 07 Au,max = 07 (119)
and the complementarity conditions

AT (’U - 'Umin) = O, AT (vmax - ’U) = 07

v, min v, max

AL —unin) =0, Al (Upax — u) = 0.

u,min u,max

(1.20)

Note that, since each component of the vectors above is non-negative for the
bounds on each variable, the previous conditions are equivalent to

(Av,min)i(v - ’Umin)i = 07 (Av,max)i(vmax - v)i = 07
(Au,min)i(u - umin)i = 07 (Au,max)i(umax - u)z = 0.

Due to their non-linearity, the latter complementarity conditions represent
the hardest part to be satisfied in the KKT conditions (1.18). In the literature,
various numerical techniques have been devised in order to solve problems of the
form (1.18). Below, we will briefly introduce the most widely used methods for
PDE-constrained optimization problems, while referring to [119] for a detailed
description of the techniques below as well as other methods for solving convex
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optimization problems.

1.4.1 Active Set Method

We start by introducing the active set method for convex quadratic programming.
For an overview on this method, see [119, Section 16.5].

Within an active set method for convex QP, the constraints are split into
two disjoint sets: the constraints that belong to the active set Z,., and the
constraints that belong to the inactive set Zi,.... The active set is defined as the
set of the indices of the constraints that are satisfied as equality at the current
approximation of the solution; note that the indices of the equality constraints
are always contained in the active set. On the other hand, the inactive set is
defined as the complement of the active set in the set of all indices.

The knowledge of the active set Z7, at the solution of an optimization problem
is of great importance; for instance, in linear programming, one can recover the
optimal point by knowing the active set at the solution, as one needs to solve the
equality constraints only for the indices in this set. From here, the idea behind
an active set method is easy to explain: a method of this type tries to construct
the active set Z7,, at the solution of a minimization problem of the type (1. 16)7
(1.17) starting from an approximation Iact Specifically, given the active set Iact,
the method decides which constraints have to be active and which ones have to
be inactive by looking at the dual feasibility conditions (1.19): any constraints
related to a Lagrange multiplier that is negative become inactive at the next
iteration of the method, and is removed from the active set.

Once the update of the active set is defined, the algorithm is quite straight-
forward to write: given an approximation Z,. of the active set at the optimal
point, the method solves a quadratic subproblem of (1.16)—(1.17), in which only
the constraints with indices in the active set fact are considered; then, the method
construct the active set for the next iteration. This process is repeated until some
stopping criterion is satisfied.

In order to present the algorithm for (1.16)-(1.17), we decompose the active
set fact as

ot = 207 IO O TV O TNF

act act act act

where f“ Iv + 7% and % are the indices of the constraints for which

act act act act
V = Upin, UV = Upax, U = Upin, aNd U = Uy, respectively. In addition, we denote

with Zi,act the current inactive set, which is decomposed as

~

R e s +
Tinact = L0 WL U If;act u Y

1 inact inact’

+ + . . . .
where If;act, Ifjlact, I, and Ifflact are the indices of the constraints for which v #

Vmin, U # Umax, U # Upin, and U # WUy, respectively. Then, it is straightforward
to see that the KKT conditions of the quadratic subproblem that are solved at
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each iteration are

M + DTC U rmn + A'U ,max - Mvvd’
LM, u®) — Mgud ) — Au )+ AP = 0, (1.21)
D, v® — M, u® = f

with the i-th components of v®), /\ikmm, AL max; )\(ukmm, and Ag’fﬁnax given by
(v®); = (V)i forie I;}ct ) (v*); = (Vmax)i  forie I;]cja
(u(k))l = (umin)i fori e I:ct ) (u(k))l (umax)i fori e I:C:F (1 22)
(Affinn% =0 fori e Iﬁlact’ (A'E)kr)nax> = fori e I:;u;t? ‘
()‘;,I)nin)i =0 fori e Ifflact, (A&,Enax) fori e Ifjlatt
Once the solutions v, ¢ )\T(jkmm, A o, )\gkmm, and APy of (1.21)-

(1.22) are obtained, the algorithm checks that the Lagrange multipliers are all
non-negative. If one of the Lagrange multipliers is negative, the method evalu-
ate the new active set at the current solution. It is worth noting that, if one of
the Lagrange multiplier related to a lower bound is non-zero, then the Lagrange
multiplier related to the corresponding upper bound is zero, and the other way
around. This can be understood from the complementarity conditions (1.20).
Suppose in fact that (Aymim); is non-zero, for some 4, for instance; then, in or-
der for the complementarity conditions (1.20) to be satisfied it has to hold that
(U — Umin)i = 0, and consequently (Aymax)i = 0 for (Umax — Umin)i # 0. From
here, we can introduce the Lagrange multipliers A, and A,, one for each of the
corresponding variable, as follows:

Av = )\'u,max - Av,minv >\u = )\u,max - Au,min- (123>
Then, we can rewrite the first two equations in (1.21) as follows:

Mo® + DI ¢® + )\q(Jk) = M,v,,
BMu® — M ¢® + A =0

The active sets are then updated by looking at which constraints are active and
then looking at the the sign of the corresponding Lagrange multipliers (Aq(jk) ); and
(Aﬂ“))i. This process is repeated until the current active sets are invariant (that is
they remain the same between two iterations). The pseudocode of the algorithm
for the active set method is given in Algorithm 1.

Although active set methods have proven to be efficient when solving QP
problems, when dealing with optimal control of PDEs with additional constraints
on the state and/or the control variables those methods have some drawbacks.
Specifically, when solving a state-constrained optimal control problem, one can
derive from the optimize-then-discretize strategy that the Lagrange multiplier
corresponding to the bounds on the state is only a Borel measure (see, for instance,
[29]). Below, we are going to introduce a strategy in order to overcome this issue.
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Algorithm 1 Active Set Method for Convex QP
Choose v, 4
Find the active set Z.0) at v, u©
for k£ = 1 until convergence, do
Solve (1.21)-(1.22) for v®, ¢®, w® AP and AP
Update the active set 7k

act

Test for convergence: if T — f(k_l), then stop

act T “act
end for

1.4.2 Primal-Dual Active Set Method with a Moreau—
Yosida Regularization

As we mentioned above, when solving state-constrained optimal control problems,
the Lagrange multiplier arising from the optimize-then-discretize strategy is only
a Borel measure. Consequently, optimization algorithms have to be adapted
in order to deal with those problems. In particular, regularization techniques
have been employed in order to overcome the regularity issue of the Lagrange
multiplier. In this section, we introduce a primal-dual active set method for
solving PDE-constrained optimization problems with additional constraints on
the state and/or the control variables. Here, we follow the discussion in [81].

Primal-dual active set method are usually employed in conjunction with a
Moreau—Yosida reqularization. The latter allows one to impose the inequality
constraints as a nondifferentiable convex function. This function is then employed
as a measure to derive the active set at the current iteration.

Suppose we want to solve a problem of the type (1.16)—(1.17). Then, given a
constant ¢ > 0, the inequality constraints

Umin SU < VUmax; Umin SU< Umax,
can be equivalently expressed as

Ay = max(0, A, + ¢(V — Upax)) + min(0, A, + c(v — Vi),
Au = max(0, A, + (U — Upay)) + min(0, A, + c(u — Upin)),

where the Lagrange multipliers A, and A, are defined as in (1.23), with the
max and the min operator considered componentwise. The conditions above can
be derived by employing Moreau—Yosida approximations to nonsmooth convex
functions, see [89]. In addition, they can be employed for devising the primal-
dual active set method. In fact, we can define the following active sets:

Tiw = {i | O 4 (0 — )i < 0}
Tid = {i | O+ c(w = v))i > 0},
~ i (1.24)
Tiw = {i | O+ cu® — ), <0}
ig(;:_ = {Z | (Auk) + C(u(k) - umax))l > 0} )



and at each iteration solve (1.21)—(1.22) with this definition of active sets. Then,
the new active sets are constructed through (1.24). Finally, this process is re-
peated until the current active sets are invariant. A pseudocode of the primal-dual
active set method so described is given in Algorithm 2.

Algorithm 2 Primal-Dual Active Set Method for PDE-Constrained Optimiza-
tion Problems
Choose v, 4
Find the active set Z'%) at v©, u(® through (1.24)
for k£ = 1 until convergence, do
Solve (1.21)-(1.22) for v®) ¢®) 4 k) AP and AP
Update the active set Z.") through (1.24)

act
Fk) _ F0-1)

act = “act

Test for convergence: if , then stop

end for

The primal-dual active set method described so far has been derived in [81] for
the discretize-then-optimize strategy only when (upper) bounds on the control
variable are imposed. In this case, the method has been proved to be convergent,
and in addition it has been proved to be equivalent to a semismooth Newton
method.

Although we followed a discretize-then-optimize strategy, the primal-dual ac-
tive set method arises naturally from an optimize-then-discretize approach with
a Moreau—Yosida regularization technique, see [19, 45, 81]. Also in this case,
the primal-dual active set method can be considered as a semismooth Newton
method, see [81, 90].

1.4.3 Primal-Dual Interior Point Methods

In this section, we introduce interior point methods (IPMs) for solving QP prob-
lems of the type (1.16)—(1.17). For an overview of interior point methods for
convex QP, see [119, Section 16.6]. For a survey on interior point methods, we
recommend [65].

As we mentioned above, the most difficult part of the KKT conditions (1.18)
to be solved are the complementarity conditions (1.20). Active set methods try
to solve those conditions by dividing the set of the indices into active and in-
active sets, and then forcing either the Lagrange multiplier to be zero or the
corresponding inequality constraint to be satisfied with equality.

Here, we are going to present a different approach for obtaining a solution of
(1.18): the complementarity conditions (1.20) are not imposed to be zero, but
rather we solve some perturbed conditions. Interior point methods impose those
perturbed conditions by replacing the inequality constraints with a logarithmic
barrier penalty function, then deriving the first-order optimality conditions of the
resulting problem. Due to their non-linearity, the KKT conditions so obtained
are then solved by a Newton method, and the new approximation of the critical
point is updated in such a way that it is not “too far away” from the central path.

Let consider the QP given in (1.16)—(1.17). Given the barrier term ¢ > 0, we
can introduce a logarithmic barrier penalty function for each inequality constraint
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in the problem, and consider the Lagrangian

1 A
‘C}LPM(,Ua u, C) = 5(,0 - vd)TMv(v - ’Ud) + guTMuu =+ CT(DUIU - Mv,uu - f)

— 52 log (v — Vmin)i — 52 10g (Vmax — v);
— 52 log (4 — Wpmin)i — EZlog (Upmax — W);.

If we set

(zmmin)i = 5/(,0 - vmin)i: (zv,max)i = 6/(vmax - v)ia
(zu,min)i = 5/(“ - umin)i7 (zu,max)i = Z':/('u'max - ’U,)i,

then, the first-order optimality conditions read as

-

Mvv - Mv'vd + DIC — Zy,min + Zy,max = 0,
ﬁMuu - MJUC — Zu,min =+ Zy,max — Oa
D,v — M, ,u — f =0,

) VminZU,minlv = E]-m Vmaxzv,maxlv = g]-m (125>
UminZu,min]-u = Slu, UmaXZu,maxlu = 811“
Unin € UV < Upax, Umin S U < Upax;
Zy,min = 07 Zy,max = 0,
Zu,min = 0, Zu,max = 0,

\

where 1, and 1, are the vectors of the same size as v and wu, respectively, with all
entries equal to one. Here, Vi, Vinax, Unin, and Uy, are the diagonal matrices
containing the entries of v — Vi, Vmax — U, U — Upin, and Uy, — u, respectively,
while Zy min, £y max, Zumin, a0d Z,, max are the diagonal matrices containing the
entries of 2, min, Zvmax; Zumin, Ad 2y max, respectively.

From (1.25), we can see that an interior point method does not solve the
complementarity conditions (1.20) exactly, but rather the following perturbations:

(zv,min)i(v - vmin)i =g, (zv,max)i(vmax - U)i =g,

1.26
(zu,min)i(u - umin)i =g, (zu,rnax)i(umax - u)z = E. ( )

The complementarity conditions above are (clearly, although mildly) non-linear.

For this reason, in order to find a solution of (1.25), IPMs employ a Newton

method: starting from approximations v®, u® ¢®) ziﬁ)nin, zl(,]frzjax, zgfr)nin, and

k : .
zi(t,r)nax of the solutions v, u, ¢, Zy min, Zv,max; Zu,min, ad 2y max, respectively, IPMs

move in the Newton direction (dv®), §u® §¢®) 5z£lfr)nin, 825, 5z32ﬁn, 628 a)

up to a point that satisfies the inequality constraints in (1.25). The Newton
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direction is determined by the solution of the following Newton system

[ M, 0 D] -1, I, 0 0 [ so® 7 [P
D, —M, 0 0 0 0 0 5¢®) (k)
z,, 0 0 V& 0o 0 o0 52" @
v,min min 2y, min =\ T
(k) (k) ) 4 ’
Zv,max O O O max 0 O 5zv7max é )
0 w000 U 0] dz, 2
| 0 - 1(L,max 0 0 0 0 Uélkax 1L 5Z1(L,r)nax ] é )
where V.V Vi, U UGk, Z0) . Zimax, Z), and Z{5ax are the diagonal

matrices containing the current approximations of the solutions, with the vectors
(k), 1 =1,2,...,7 taking into account for the non-linear residuals. Specifically,

r;
we have

(k)
(k)

= My, — Mo® —DI¢® 4+ 20 20

- _BM u *) + MlIuC( ) + zagkr)rlln - z”(Jkr)naX’

k) f Dv )+Mvuu(),
(’” =1, - ViDz" 1,
W VA

re) =1, — UM 2" 1,

( V=1, — r&’“gxzyf&axlu.

Once the method solves the system above, IPMs move in the Newton direction
until the inequality constraints in (1.25) are no longer satisfied. Specifically,
introducing the stepsize ap and ap as

ap = max {a | Vin < 0% + adv® < vpax A Ui < uP + adu® umax},
_ k
ap = max {a | z,, Izlm + aézv =0 A 2 + ozézy,max >0 A
k k
Z(”)mn + oz(szu min = 0 A qu,BnaX + ozéz&?nax > 0} ,

the new approximation of the solution is given by the following:

- kD) 7 o® 4 apdr® ]
uk+h) u® + apdu®)
¢k+1) C® 1 apsc®

v | = | Zoom 0 5% i |
S 2 + ozp5zv r)nax
2\ Zyoin + ADOZ (i,
e zﬁ'f%lax + OéD(Szu,giax |

where ap = agap and ap = agap. Here, the parameter oy > 0 is a positive
parameter that is chosen in such a way that the new iterate is not “too close” to
the boundary (for example, ap = 0.995), that is to say, the new iterate is still
in the interior of the feasible region defined by the constraints in (1.25). From
here, we can clearly understand the reason behind the name of the method.
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At the next step, the barrier parameter ¢ is reduced by a factor of £ € (0, 1),
in such a way that, in the limit, the sequence will converge to a solution of (1.18).
Of course, IPMs do not run until the critical point is reached, but rather stop
when some reduction on the primal feasibility, dual feasibility, and optimality
tolerance is reached.

As we mention, the name IPMs is assigned as the method evaluates at each
iteration a point that is in the interior of the feasible region. The constraints that
determine how much the current iterate is in the interior of the feasible region
are of course the perturbed complementarity conditions (1.26). In particular,
the smaller the parameter € will be, the closer the iterate will be to the bound
constraints. For this reason, the choice of the barrier parameter is critical for
the method to progress smoothly. At the beginning of the non-linear process,
the values ¢ is chosen large enough to allow centrality (that is, the iterate stays
away from the bound constraints); then, the barrier parameter is driven towards
zero, allowing the method to converge to the optimal solution. We would like
to note that, for every barrier parameter € > 0, the KKT conditions (1.25) of a
convex QP problem have a unique solutions v*, u*, ¢*, z* zk zr and

2% nax that satisfy the inequality constraints in (1.25) strict71y. The family’ of these
solutions (that clearly depend on the barrier parameter ¢) is called the central
path. Convergence of IPMs can be derived providing each iterate stays close to
the central path. The latter is ensured by letting the error on the perturbed
complementarity conditions (1.26) (measured in some norm of the residual) to be
small.

Interior point methods have proven to be a useful tool for solving PDE-
constrained optmization problems with additional constraints on the state and/or
control variables, especially when advanced numerical linear algebra techniques
are employed for the solution of the resulting Newton systems. The majority of
the works in the literature employ IPMs in conjunction with the discretize-then-
optimize strategy, see, for instance, [18, 134, 135, 137]. We also refer to [18] for
a comparison between IPMs and a primal-dual active-set method with Moreau—
Yosida regularization. Finally, for a description of interior point methods when an
optimize-then-discretize strategy is employed, we point out [161, 177, 183, 184].
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Chapter 2

Iterative Solvers for Linear
Systems of Equations

“Fvery day 1s a new day. It is better to be lucky. But I would
rather be exact. Then when luck comes you are ready.”
— Ernest Hemingway, The Old Man and the Sea

The goal of this thesis is the developement of parameter-robust algorithms to
solve linear systems arising from PDE-constrained optimization problems. The
two “schools of thought” related to the numerical solution of linear systems are
so-called direct methods, and iterative methods.

On one hand, methods that belong to the first class employ some factoriza-
tion of the matrix involved as a product of “easier to invert” matrices, and then
subsequently solve the linear systems so derived in order to obtain the exact
(numerical) solution. Direct methods are quite robust, and the precision of the
solution depends mainly on the condition number of the matrix, apart from the
machine precision €,,,.; however, when solving very large problems the computa-
tional cost can be prohibitive, and computers can easily run out of memory.

On the other hand, methods belonging to the second class of iterative methods
produce a sequence of numerical approximations of the exact solution in such a
way that the numerical residual is ideally reduced as the iteration progresses,
thus converging to the exact (numerical) solution in the limit (provided that
the system is non-singular). At each iteration, these types of methods perform
only matrix—vector and vector—vector operations, therefore they are quite cheap
to apply; in addition, as long as matrices and vectors can be stored, running
out of memory is much less frequent. Finally, iterative methods can produce
solutions accurate up to machine precision, although for ill-conditioned problems
convergence can be slow.

As the systems considered in this thesis are very large and direct methods
suffer from computer memory limitations, in the following description we will
focus on iterative methods (apologies, Hemingway: although we want to be exact
in our exposition, our methods would rather be iterative).
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2.1 Notation

In the following, the matrix I; will represent the identity matrix in R™"*™, for
some 1 € N. Given a matrix A € R"4*"4 for some ny € N, we will write A > 0
(respectively, A > 0) to say that the matrix A is symmetric positive definite
(respectively, symmetric positive semi-definite), meaning that its eigenvalues are
real and positive (respectively, real and non-negative). We will indicate with A\(A)
the set of eigenvalues of A. Further, we will denote with p(A) the spectral radius
of the matrix A, defined as

p(A) = max {|A|: A e A(A)}.

Given two matrices A = [a;;] € R™*™ and A e R™*™  with ny,ng,n3,ny € N,
we will denote with A ® A the Kronecker product of A and A, defined as the
following block matrix:

CLLIA e CLLnQA
AR A= : - :

anl,lA anthA

Note that A ® A € Rmnsxn2na,
For the rest of this thesis we are concerned with the fast solution of linear

systems of the form
Ax = b, (2.1)

where A € R™*™4 ig a square, non-singular matrix, and b € R™ is a generic
column vector, for some ny € N; we say that x is the (numerical) solution of
the linear system. For general linear systems, the matrix A has no particular
structure; however, for the problems considered in this thesis, the structure of
the matrix A is very specific, and it will be exploited when deriving our solvers.
For this reason, we may split the matrix A into m x m blocks, with m € N, as
follows:

Al’l e Al,ﬁl
A= =+ |, (2.2)
A’le e Aﬁ%m
where A e R ™ 41 =1,...,m; the sizes of each block n; and n; are such that

>t n; = nyg. We emphasize here the case of m = 2: in this case, it is often
possible to derive optimal iterative methods, that require in fact a (roughly) fixed
number of iterations for obtaining convergence up to a given tolerance. For those
methods, supposing that the matrix A is sparse, the computational time ideally
scales linearly with the size of the system. As a particular case with m = 2, we
will frequently consider the following block matrix:

A:[?ﬁ E’g] (2.3)

with © > 0; a matrix A with this structure is said to be of saddle-point type. In
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this case, we split the right-hand side as well as the solution vectors as
i b, 1 xa
b xR

2.2 Simple Iteration

Many basic iterative methods fall within the class of the simple iteration. The
latter can be described as follow. Given the linear system (2.1) with A as in (2.2),
we first define the splitting A = P — N such that P is invertible; then, given an
initial guess x(©, we define the iterate

PxU) = NxUYV4b, j=1,2,... (2.4)

Note that if x9) = x for some j, then xU*1) = x.

As we will see, the choice of the matrix P is very important not only for the
convergence of the method, but above all to ensure its fast convergence. From
(2.4), it is clear that, in order to find the new iterate x), we need to solve a
system with P; thus, the matrix P has to be chosen in such a way that it is
“easy” to apply its inverse to a generic vector, or at least it is not as expensive
as inverting A. For instance, one can take P to be the diagonal of A, obtaining
in this way the Jacobi iteration; alternatively, one can decide to take the lower
triangular part of A, obtaining the Gauss—Seidel iteration.

Aside from the computational cost per iteration, the matrix P determines how
fast the error drops per iteration, and therefore the convergence of the method.
To see this, we first rewrite (2.4) as

xW = (I, — P AU 4 Plb. (2.5)

The matrix [,,, — P~1 A is referred to as iteration matriz. We also rewrite (2.1)
as

x = (I, —P 'A)x+P 'b. (2.6)

Denoting with e) = x —x1) the error at the j-th iteration, and subtracting (2.5)
from (2.6), we obtain

W) = (I, — P Al = . = (I, — Pt A)e®, (2.7)
Then, we can derive
[V < [[(Tny = P~LAY | ], (2.8)

where || - | here denotes a vector norm, with a matrix norm induced from a
corresponding vector norm defined as

| Al = sup [[Ax].

It can be proved that the simple iteration (2.4) converges to the true solution
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x for every initial guess x( if and only if [68, Lemma2.1.1]
lim |(Z,, — P~ A)| = 0.
j—o0

In an equivalent way, the simple iteration (2.4) is convergent if and only if the
spectral radius p(I,, — P~1A) < 1, as we have [68, Corollary 1.3.1]

Loy =P A) = Tim (L, =P AY|.
J—0

From here, we observe that the choice of the splitting is essential for the conver-
gence of the method; besides, from (2.8) we understand that with an appropriate
choice of the matrix P the error can drop quickly. The few notions presented
here can be said to be the most basic idea of preconditioning, which represents
the main topic of this thesis. In fact, in the following we will be concerned about
finding a matrix P that is spectrally equivalent to the matrix A (that is to say,
the eigenvalues of the matrix P~'A are clustered in a region of the complex
plane), with the further property that it is cheap to apply its inverse to a generic
vector; in such a way, the iterative process shall converge, and the error or the
residual will drop fast enough, with the overall cost depending mainly on matrix—
vector and vector—vector operations. A matrix P that presents these properties
is usually refered to as a preconditioner.

Different choices of the splitting will give different methods, with different
convergence properties. For example, for the matrix A defined in (2.2), with the
choices

A171 0 Al,l 0
Py = , Pas = : .
0 Am}m Am’l . Aﬁ,qm

one would obtain the (block-)Jacobi iteration or the (block-)Gauss—Seidel iter-
ation, respectively. As above, if each block is a scalar, we obtain the classical
Jacobi or Gauss—Seidel methods, and in this case we will denote the splitting as
P; and Pgg, respectively. More complex methods arise with different choices of
P. In the following section we will introduce one of them: the Uzawa iteration.

2.2.1 Uzawa Iteration

Suppose we want to employ a simple iteration to solve (2.1), with A given in
(2.3). We will suppose that ® > 0; we also recall that © > 0. Let us consider the

following splitting
o 0
Pu = [ U —al ] ’

where [ is the identity matrix of appropriate dimension, and « is a parameter to
be determined in order to achieve fast convergence. This choice of the splitting
defines the Uzawa method [6, 52], whose iterate is defined as in Algorithm 3,

iven some initial x\¥ %
given some al guess x77, X5 .
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Algorithm 3 Uzawa algorithm

Choose XSO), xgo)

for j = 1 until convergence, do

Solve (IDng) =b, — \IJTng_l)

Compute x{ = x )+ 1 (x{? — 0x5 Y —b,)
end for

If from Algorithm 3 we substitute the expression of ng ! into X(Qj ), we obtain

A . 1
Xga) _ ng 1) + -

(\M)‘lbl — kY - bg) ,

where S = WO~1UT + O is the (negative) Schur complement of the matrix A.
Having a good knowledge of the spectrum of S is of fundamental importance
for tuning the parameter «, as the correct choice of the latter will result in fast
convergence of the method. In fact, supposing that A(S) € [Amin, Amax], it can be
proved that the optimal value of « is (Apin + Amax)/2 [43].

From Algorithm 3, it is clear that, for any given «, the bulk of the work
involves solving a system with the matrix ®. For many problems, a solve for
the (1,1)-block ® can be quite expensive (if feasible and no run out of memory
occurs); for this reason, we prefer to consider a solve with some (easily invertible)
approximation ® of &. The splitting in this case is given by

d 0

while the corresponding iterate is defined as in Algorithm 4. This method is
referred to as inezact Uzawa, and it has been proved to be convergent provided

that the approximation ® of ® is good enough (we refer to [43] for a detailed
justification).

Algorithm 4 Inexact Uzawa algorithm
Choose xgo), xgo)
for j = 1 until convergence, do

x9 = %D 4 1 (b1 ~axUTY \I/Txéj—l)>

ng) = Xéjfl) + é (@xgj) — @ngfl) — b2>
end for

As noted above, a suitable choice of o will result in fast convergence of the
method; this choice can be made by knowing the spectrum of the Schur comple-
ment S, but in many applications this is not often practical. However, we can
speed up the convergence of the method by finding an approximation S of the
Schur complement S. As for the (1,1)-block, we would like the matrix S to be
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easily invertible. With this in mind, we consider the splitting

® 0
PPU:[\IJ—@]’

and define the simple iteration as in Algorithm 5; the resulting method is re-
ferred to as preconditioned Uzawa. Note that we have absorbed the parameter «
within our approximation S. As for the inexact Uzawa method, assuming that
S approximates well the Schur complement S, one can derive convergence of the
method [43].

Algorithm 5 Preconditioned Uzawa algorithm

Choose XSO), Xgo)

for j = 1 until convergence, do
Solve dx{) = by — UTx{ ™
end for

Even in this case, inverting the matrix ® results in the most expensive com-
putational task; for this reason, an inexact version of the preconditioned Uzawa
algorithm has been widely studied, see [24, 43, 189]. The inexact version of
Algorithm 5 is defined by the splitting

d 0
PIPU—[‘II _§]

In this case, we write the simple iteration as in Algorithm 6. Inexact precon-
ditioned Uzawa has been proved to be convergent, with the error per-iteration
depending on the spectral properties of the matrices ®~'® and S™'5, see [24, 43,
189] and [151, Section4.1].

Algorithm 6 Inexact preconditioned Uzawa algorithm
Choose XSO), xgo)

for j = 1 until convergence, do
X(lj) _ ng—l) + (13’1 (bl . @ng—l) . \I,Txéj—l)>

X(2j) = xéj_l) + 51 (qfxgj) — @xgj_l) — b2>
end for

2.3 Relaxation Methods

Let us consider again the simple iteration (2.4). Defining the residual r'?) =
b — AxU), we can rewrite (2.5) as

<U) — xG=1D) L p-1pG-1).
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We note that, from the definition of the residual, we have AeV) = r0) As
done for the Uzawa iteration, we can introduce a splitting P, depending on
some parameter « in order to accelerate convergence, and consider the following

iteration
x0) = x@=1) 4 P;lr(j_l).

A method of this type is called a relazation method. As in Section 2.2, we choose
P, in such a way that it is easy to apply its inverse to a vector, but it also
approximates A in some sense. For instance, if we make the cheapest choice
P, = ilnm we obtain

x) = x0=D 4 b1,
which is called the Richardson iteration [154]. As in (2.7), the error at each step
is given by

el — (I, — . A) el

which implies ' ‘
|V < I, — cA| |97V,

with || - | again defining a generic vector norm with corresponding induced matrix
norm defined as above. If we suppose that ||I,,, — aA|| < 1, then the method
converges. It is not easy to find an optimal value for «, as the convergence
depends on the vector norm we are considering, and in general this would require
some a priori information about the spectrum of A. Let us suppose that in fact
the matrix A is symmetric positive definite, with eigenvalues \;, i = 1,2,...,n4,
and we want to minimize the error in the 2-norm. Then, we have |[,,, — aAls =
max; |1 — a);|. Denoting with Ap.x and Ay, the maximum and the minimum
eigenvalue of A respectively, we have | I, , —aAl2 < 1 provided that 0 < o < 2

AH]ax :
Further, the optimal choice of « is given by
2
= 2.9
“ )\max + Amin ( )
Adopting this choice of a;, we have that
2 k—1
I,,—aAl|l,=1- = ,
oy = Al k+1 k+1

with k = ’;mi the condition number of A, due to A > 0.

min

Other choices of P, are possible. For instance, we can take P, = éﬁj to be
a multiple of the diagonal of the matrix A. In this case, if we choose a = 1, we
obtain the classical Jacobi iteration, while with different values we obtain the so
called relazed Jacobi iteration. If A > 0, proceding as above we can derive that
the optimal value for « is given by (2.9), with Apax and Ay, the maximum and

the minimum eigenvalue of the matrix P; A.

In a similar way, we can employ a relaxed version of the Gauss—Seidel iteration.
In this case, we take P, = aPgg + (1 — a)Py; this splitting defines the method of
Successive Qver Relazation (SOR). As for the relaxed Jacobi method, if & = 1 we
obtain the classical Gauss—Seidel iteration. Note that in this case the iteration
matrix is not symmetric. If we suppose that the matrix A is symmetric, we
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can modify the SOR method in order to make the iteration matrix symmetric, by
making the choice P, = ﬁ (a7_7gs +(1- Oé>7_)J) (aPj)~! (Oéﬁ(;s +(1- oz)fJ)T.
This method is called the Symmetric Successive Over Relazation (SSOR) method.
For more information on those methods, see, for example, [62] or [178].

2.4 Chebyshev Semi-Iteration

Another way to accelerate the convergence of the simple iteration is employing
Chebyshev polynomials. Let consider again the simple interation (2.4), and sup-
pose we have generated the iterates x(©, x(M .. xU). We seek an improvement
of the current solution x) of the form

J
X, = Y et x0, (2.10)
i=0
with the coefficients cz(-j), 1 =20,1, ..., j to be determined. Associated to those

coefficients, we will considering the polynomial

J
pi(z) = Zcz(])zl e I1;,
i=0

with II; the space of polynomials of degree at most j. As noted in Section 2.2, if
the initial guess x(© is equal to the exact solution x, then x(®) = x for all i. Then,
it would be reasonable to have also X((:fllb = x. For this to happen, we require
that p;(1) = 1. With this choice of p;(z), from (2.7) we can now write the error
as

with G = I,,, — P~'A. By taking the norm in the expression above, we obtain

Ix = x50 < [p;(9)] €@

thus, we can have a reduction in the error if we find a polynomial p;(z) of degree
at most j such that p;(1) = 1 and it minimizes the norm [p;(G)|.
For simplifying the analysis, we will suppose that we want to minimize the

2-norm | - | and that the matrix G is symmetric. Since G is symmetric, we can
write G = QAQT, with @ an orthogonal matrix (its columns form an orthonormal
basis in R"4), and A = diag(A1, A2, ..., A, ,) a diagonal matrix whose entries are

the eigenvalues of G. We first suppose that

—1<CL</\” <<A2</\1<b<1,

A

where a and b are known estimates. From the orthogonality of (), we have that
G'=(QAQT) =QANQT,
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that in turns implies
J ) ‘
pi(@) =Y QN QT = Qp; (M) QT
i=0

where p;(A) = diag(p; (A1), pj(A2), ..., p;(An,)). Using again the orthogonality of
@ and recalling that we are minimizing the 2-norm, we can write

Ip5 (Gl = [Qp;(A) Q> = [p; (M) = manc [p;(M)] < max [p; ()]

From here, the degree j polynomial we are looking for has also the convenient
property that the maximum absolute value it attains in the interval [a, b] is mini-
mal, and it is such that p;(1) = 1. This polynomial is proved to be the Chebyshev
polynomial (of the first kind) of degree j, scaled by an appropriate factor [108,
Corollary 3.4B].

The Chebyshev polynomial Tj(z) (of the first kind) is a polynomial in z of
degree j, defined for z € [—1,1] as

T;(z) = cos jO, wherez = cos®.

The above formula defines a polynomial of degree j in cosf, and, by employing
the trigonometric identity

cos j0 + cos (j — 2)0 = 2cosf cos (5 — 1)6,
can be shown to satisfy the following recurrence relation:
Tj(2) = 2:T1(2) = Tya(2), j =2, 3,... (2.11)

with the initial conditions Ty(2) = 1 and T3 (2) = 2. We can also define Chebyshev
polynomials on a general interval [a, b], by making use of the affine transformation

22 — (a+b)
b—a

and defining the scaled Chebyshev polynomial of degree j (of the first kind) as

Note the special case of [a@, b] = [0, 1], for which we have s = 22— 1 and we obtain
the so called shifted Chebyshev polynomial of the first kind.

For our analysis, as it is not always true that the eigenvalues of G lie in
the interval [—1, 1], we consider the shifted and scaled Chebyshev polynomial of
degree j:

2z—(a+b
f(z) L 77]( b(—a+ )>
J T —(a+b)\ °
T(355)

23



With this choice of p;(\), we have p;(1) = 1 and

1
2% = 1

and therefore the larger the value of % is, the faster the convergence of the

iterative method will be. This choice of p;(\) defines the Chebyshev semi-iterative
method [63, 64]. Supposing that G is symmetric (that is equivalent to say that
the matrix P~ A is symmetric), it can be proved that the reduction of the error
at the j-th iteration is given by

VE—1Y’
b= xuls <2 (Y1) I xVl

where £ is the condition number of P~ A, see [151, Section 3.1.4].
As we have defined the process so far, at each iteration j we need to evaluate
the coefficients of the Chebyshev polynomial 7}(z), and then evaluate the new

approximation Xcheb defined in (2.10), and it is clear that this way of proceeding is
not efficient as we would have to store all the approximations x, i = 0,1, ..., .
Fortunately, it is possible to derive a three-term recurrence formula by exploiting
(2.11); the more efficient algorithm derived is given in Algorithm 7, supposing
that A(G) € [a, b], as presented in [115, Section 5.8].

Algorithm 7 Chebyshev semi-iteration to solve Ax = b

Given lower and upper bounds a and b for the spectrum A(G)
Choose X(O) set xD =0
for 5 = 0 until convergence, do
if j =1 then
wir1 = (1—52)7"
else
wisr = (1= 35)7"
end if
Solve PzU) = b — Axgl)eb

j+1 1 i—1
Xgleb) = Wj+1 (% O + X(h)b - Xgleb)> + Xgleb)

end for

The analysis carried out so far was assuming that the iteration matrix G
is symmetric. In [106, 107], the Chebyshev semi-iteration has been extended
also to non-symmetric matrices, provided that convex hull containing all the
eigenvalues is known. For more information on Chebyshev semi-iteration, see
[62, Section 11.2.8] and [178, Chapter 5].

As it should be clear now, for the method to be effective we need good knowl-
edge of the spectrum of the iteration matrix. Although this is sometimes difficult
to accomplish, in some special cases the Chebyshev semi-iteration is well suited.
In fact, as described in [181], the Chebyshev semi-iteration is a linear method,

o4



meaning that the polynomial p;(z) adopted at each iteration j is independent
of the right hand side vector b and the initial guess x(¥). This, together with
the fast convergence property derived from a good knowledge of the spectrum
of the iteration matrix G, makes the Chebyshev semi-iteration a potent part of
the preconditioners for the problems considered in this thesis. In particular, the
Chebyshev semi-iteration will be used below for accelerating the convergence of
the relaxed Jacobi applied for inverting mass matrices, with P corresponding to
the diagonal of the mass matrix. In fact, in [179] the author provided lower and
upper bounds of the spectrum of the Jacobi iteration matrix applied to mass
matrices arising from any finite element method; those values have been proved
to be independent of the mesh size, and depend only on the type of element em-
ployed. For instance, for Q; finite elements mass matrices in 2D it results that
A(G) €[5, 9]; this information may be utilized to pre-specify a and b within the
Chebyshev semi-iterative scheme.

2.5 Multigrid Methods

In the previous sections we have introduced the simple iteration and its accel-
eration for solving linear systems of the type (2.1). In order to work effectively,
those methods require, apart from the matrix A being invertible and in some
cases symmetric, some knowledge of the spectrum of (the whole, or some blocks
of) the iteration matrix (7, , —P~*A). In this section, we introduce another class
of methods that fall within the category of iterative methods for linear systems,
and that will be frequently used in the following chapters for approximating some
blocks of our systems: Multigrid (MG) methods. For a more detailed discussion
on multigrid techniques, we refer the reader to [27, 75, 185].

Multigrid methods works quite well as iterative methods in their own right,
but in general require that the linear system being solved is sparse, an assump-
tion that we will make for the rest of this section. Despite this very desirable
property, the potential of these methods for solving sparse linear systems also lies
in their use as preconditioners. When designed correctly, multigrid methods can
be used as “black-box” preconditioners, and in general require no prior knowl-
edge on the spectrum of the iteration matrix. In fact, multigrid is based more on
the “geometry” defined by the matrix A rather than its spectrum: the method
constructs, as the name suggests, a sequence of (hierarchical) grids in order to
evaluate an approximation of the solution. Here, we put the word geometry be-
tween quotation marks, as we refer to the grid (or, more appropriately, the graph)
represented by the matrix A. The idea of constructing this hierarchy of grids is
based on the observation that a few steps of a simple iteration are capable of
reducing only the high-frequency components of the solution error; thus, in order
to reduce the low-frequency errors, one projects the current error onto a coarser
grid, and then applies again a simple iteration. This process is repeated up to a
grid coarse enough to allow a direct solver to determine the error on this level.
Finally, one projects the solution so obtained back from the coarsest to the finest
grid, and updates the solution on each grid.

The main components of a multigrid routine are a (pre- and post-) smoothing
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operator, a prolongation operator, and a restriction operator. The smoothing
operator is usually given by a (fixed number of steps of a) simple iteration, like
Jacobi, Gauss—Seidel, or their relaxation; as mentioned above, it is employed
to reduce the high-frequency components of the error. Although the smoothing
operator is fairly ubiquitous in multigrid methods, what really defines such a
routine is the way one projects the error onto the coarser grids (restriction), and
then how the solution is recovered on the finer grid (prolongation). From here,
one can see restriction and prolongation as one being the adjoint operator of the
other; in fact, usually the matrix R that defines the restriction is chosen to be
the transpose of the matrix P that defines the projection. Of course, different
choices are possible, but the main multigrid routines (included the ones used in
this work) set R = PT, so we will focus our description on this choice.

In order to define the multigrid scheme we need to define the prolongation
P. This is done by selecting the nodes that will form the coarse grid from a
given fine grid. A possible approach is to exploit the geometry of the grid under
examination, decide which nodes will become part of the coarse grid, and then
appropriately weight each node. This approach defines a Geometric Multigrid
(GMG) method, and it was devised for solving linear systems arising from the
discretization of a differential operator [25]. Although the implementation of
GMG can be quite straightforward for simple problems on structured grids, the
main drawback of this method is that it requires a detailed knowledge of the
domain, and this is difficult to obtain for general problems. For instance, for
industrial problems the domain can be very complex, with internal boundaries,
and unstructured meshes are usually employed. Therefore, of late much research
has moved to devising multigrid techniques that overcome these issues, while still
keeping the convenient properties of multigrid schemes; this led to the design of
Algebraic Multigrid (AMG) routines.

Algebraic multigrid methods construct a sequence of grids based only on some
properties of the entries of the matrix A; specifically, given the unknowns x; they
find the subset of unknowns {z;} that are strongly connected to it, as in, for
instance, [22, 121]:

C; = {l;: il —a; 5= ﬁmax—ai,l},
’ a;,1<0

with 0 < ¢ < 1. From here, the routine chooses which nodes have to be taken
out from the coarse level and which have to be saved based on the influence (that
is, the weight) one node has on the others. This approach has the advantage of
not requiring any information on the geometry of the domain, and may also be
applied to solving systems that are not a discretization of a differential operator.
However, as for most multigrid methods, the routine requires the matrix A to be
sparse; in addition, in order to define which nodes are strongly connected to the
others, the matrix A often has to be (“close” to) an M-matrix, see, for instance,
[22, 118, 122]. A matrix A is said to be an M-matrix if all the diagonal entries
are positive, all the off-diagonal entries are non-positive, it is invertible, and all
the entries of its inverse A™! are positive [156, Definition 1.30].

Once we have defined the smoothing, the prolongation, and the restriction
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operators, we can rewrite the overall process in terms of a simple iteration, defined
by the following iteration matrix in the case of two grid levels:
T= (["A o P;rr}oothA)Sl(InA o pAglpTA) ([nA - (Ps—ll—nooth)ilA)Sz

where Pqnootn is the smoothing operator employed, P is the prolongation operator,
and A, = P'AP is the coarse grid matrix; note that we allow here a different
number of steps s, and s; for the pre- and post-smoothing operators. The simple
iteration above is known as 2-grid scheme [44, Section 2.5], and can be generalized
to more grid levels.

In the following chapters, we will employ algebraic multigrid methods as black-
box preconditioners for specific matrix blocks; in particular, we will apply a
fixed number of V-cycles of the HSL_.MI20 solver [22] or of the AGMG routine
[118, 121, 122, 123]. Roughly speaking, a V-cycle is defined as the application
of the iteration matrix 7" until a coarsest grid level 1. is reached, on which the
matrix A, is solved exactly. More precisely, starting from the whole matrix A, the
algorithm applies the smoothing operator on the current error, then constructs
the prolongation and the restriction operators, projects the error on the coarser
grid, and applies the 2-grid scheme to the matrix A, defined above. This process
is repeated until the coarsest grid level 1. is reached, on which an exact solve is
performed. After this, the algorithm recovers the solution on each of the finer
grid by applying the prolongation and the smoothing operator. A pseudocode is
given in Algorithm 8.

Algorithm 8 Multigrid V-cycle to solve Ax = b, with smoother Py0th
function x = VCycle(A, b, x, level)

fori=1,...,s do
X = (Iny = (Pnootn) " A)X = (Paootn) b
end for
if level = 1, then
Solve Ax = b
else
r=P"(b— Ax)
A, = PTAP
e = VCycle(A,, r,e,level + 1)
X =X+ Pe
end if
fori=1,....5 do
X = (Iny = Panooth DX = PonoornP
end for

2.6 Preconditioned Krylov Subspace Methods

The iterative methods presented so far in this chapter construct a sequence of
approximations x(©, x(M .. to the solution x of a linear system, by applying a
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specific (iteration) matrix to the current residual r'), then updating the iterate
x) until convergence is achieved. This can happen quite quickly if we choose
the iteration matrix appropriately. However, having good spectral information
on the iteration matrix is not always possible, and in fact the method could
also diverge sometimes. In this section, we introduce another class of methods:
the (preconditioned) Krylov subspace methods, that will allow us to have reliable
guarantees of convergence for a number of problems.

One early method discovered belonging to this class was the Conjugate Gra-
dient (CG) method, devised by Hestenes and Stiefel [80] in 1952 for solving a
linear system (2.1) with A > 0. This method, first used as a direct method, was
proved to converge (in exact arithmetic) in no more than n 4 steps. Despite this
appealing property, only in the 1970s was the Conjugate Gradient method con-
ceived as an iterative method, and from then the research moved to extend the
method to more general cases, leading to the discovery of the Minimal Residual
(MINRES) method [128], the Generalized Minimal Residual (GMRES) method
[157], and the BiConjugate Gradient (BiCG) method [51], just to name a few. As
the speed of convergence often depends on the eigenvalue/eigenvector properties
of the matrix A, a preconditioned version of all those methods has been devised,
in order to accelerate the iterative process. In the following, we will introduce
the general formulation of a Krylov subspace method, that will then be specified
based on the properties of the matrix A considered. For a more comprehensive
discussion on Krylov subspace methods, on which we base the discussion below,
see, for example, [68, 156], or the survey [54].

Let suppose we want to solve the system (2.1), with A invertible. Given an
initial guess x(©) of the solution x, a Krylov subspace method construct a sequence
{X(j)} of approximations of x, such that

x e xO 4 IC;(A, r),

where /C;(A, 1) = span {r®, Ar® ... AT"'r} is the Krylov subspace gener-
ated by A and r®; with the previous expression we mean that

xW —xO e (A, r).

From the definition of the Krylov subspace KC;(A,r(®), the residual r"/) at the
j-th iterate can be rewritten as

r) = b — AxO) = p,_, (A,

where p;_;(2) is a polynomial of degree j — 1 such that p;_;(0) = 1.

As we seek a good approximation xU) of the solution x, we wish that the
residual is “small” in some sense; in fact, one condition the iterate xU) may be
required to satisfy is minimizing the residual r¥) in some norm || - |:

9= min b A%
5ex(0) 1 (Ar(®)
= min g (AR, (2.12)

pj—1(2)€llj—1,p;—1(0)=1
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where, as above, II;_; is the space of polynomials of degree at most j — 1. We
would like to mention that the choice of the norm | - || characterizes the Krylov
subspace method. For instance, the Conjugate Gradient method minimizes the
residual in the A4 '-norm. On the other hand, the class of Minimal Residual
methods (like MINRES or GMRES) minimizes the residual in the Euclidean
norm. Another required property for the residual r) to hold is to be orthogonal
to some subspace W; of dimension j:

w'rl) =0, vYweW,. (2.13)

Different choices of W; produce different Krylov subspace methods. From (2.13),
Krylov subspace methods fall within the class of projection methods for solving
linear systems of equations.

From (2.12), we can derive

[r@) < min - pj-a(A)] @], (2.14)

pj—1(2)€llj_1,p;—1(0)=

finding again a min-max problem as in Section 2.4. However, in this case the
problem has no explicit solution, as the polynomial p;_1(z) is chosen to satisfy
(2.12), which is clearly dependent not only on the matrix 4, but also on the
initial residual r(®: starting from a different initial guess X9, in fact, causes the
polynomial p;_1(z) to be different. In a similar way, changing the right hand side
b but starting from the same x(© will give a different polynomial p;_;(z). From
here, we can deduce that any Krylov subspace method is a non-linear process, as
opposed to the other methods presented so far.

For general A, if we want to find x\9) € x(¥ +;(A, r¥)) we need to construct a
basis for the space KC;(A, r(®): the latter is done by employing an Arnoldi process,
and will lead to the GMRES algorithm. As at each iteration we need to construct
an orthonormal basis of increasing dimension, we expect the method to be more
expensive as the process moves forward. However, practical implementations
make use of a restart parameter j, giving an upper bound for the dimension of
the basis sought: if the computed solution found after j iterations does not satisfy
the given convergence criterion, this approximation of the solution is employed as
initial guess for the algorithm. Besides, there are special cases in which the new
approximation xU) can be constructed by a short-term recurrence formula, as for
the Chebyshev semi-iteration method. In particular, if the matrix A is symmetric,
we can derive a three-term recurrence formula by employing a Lanczos process;
this will lead to the MINRES algorithm. If we suppose also that the matrix A is
positive definite, the process is simplified even more to a two-term recurrence; in
this case, we obtain the CG algorithm.

Since the reduction of the residual at the j-th iterate (2.14) for a Krylov
subspace method depends on the norm of a polynomial in A, we may expect
that, as for in Section 2.4, the convergence properties of the method depends
on the spectrum of A. As this matrix may be ill-conditioned, usually Krylov
methods are considered in their preconditioned version. In this case, given an
appropriate preconditioner P, the Krylov subspace within which we seek the
approximation xU) is of the form x(© +1C;(P~* A, r(?). For some of these methods,
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the preconditioner P has not only to be easily invertible and spectrally equivalent
to A, but also needs to be symmetric positive definite, in order for the norm in
(2.12) to be well defined.

In the following sections, we are going to introduce the mostly known Krylov
methods, namely, CG, MINRES, and GMRES, in their preconditioned version.
For the GMRES method, we also introduce its flexible implementation.

2.7 Preconditioned Conjugate Gradient Method

In this section we introduce the Conjugate Gradient method [80] for solving
symmetric positive definite linear systems.

Let suppose that the matrix A in (2.1) is symmetric positive definite; in
particular, the matrix A is invertible. We can then consider the A-norm, defined

for any z € R™ as
|z|4 = V2T Az.

In addition, since A > 0, the same holds for A, and we can analogously consider
the norm | - | 4-1. Then, the Conjugate Gradient method produces a sequence of
approximations x¥) that minimize the residual r¥) in the A~'-norm, namely

2@ 41 = min b — Ax|| 4.
xex(0)+1C;(A,r(0)

Recalling that
rd) = b — AxY) = Alx — X(j)) = Ae,

the Conjugate Gradient iterate can be defined equivalently as a sequence of ap-
proximations x) that minimize the error e) in the A-norm. In fact, we have

(9) _ : o
r 1= min b — Ax|| 4-
H ”A ' xex(0) +/C; (A,r(®) ” ”A 1

v/ (b — AX)TA-1(b — Ax)

min
xex(0) +/C; (A,r(®)

min elAe
xex(0) +1C; (A,r(®)

= [e].a.
If we evaluate explicitly |e%, we obtain
(x —%x)TA(x — %)
X Ax+x"TAx - x"Ax - %' Ax
=x"Ax+x'b-b'x—%x'b

=%x'Ax—2%x"b+x'b.

lef%

Then, defining the quadratic function

%' Ax —%x'b,

N —

$(x) =
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we have |e|%} = 2¢(X) + ¢, with ¢ = x"b a given constant. Therefore, it is clear
that minimizing |e[ 4 is equivalent to minimizing the function ¢(x), and, since
Vo(x) = Ax—b, if X is the minimizer of ¢(x), then X = x due to the invertibility
of A.

Given xU~Y an approximation of x, we are then looking for a vector xU) =
xU=Y 4 a; 180~V that improves our cost functional ¢(xU~Y). The vector sV—Y
is called the search direction, while the parameter «;_; is chosen to be the
optimal step-length in this direction. The latter can be easily computed, for
one has to minimize the cost functional ¢(X) in the one-dimensional subspace
xU=Y + span {s(jfl)}; in fact, the optimal value for « is obtained by imposing
the condition

di¢(x(“) +asi by — 0,
«

that leads to
(s~ T (=)

(sGD)TAsG—D"

Now that we have the optimal step-length «;_;, we need to find the direction
sU=1 along which we should search for the new iterate xU). As the negative
gradient —V¢(xU—1) = rU~D is a direction pointing towards the minimizer of
the functional ¢(X), one is tempted to choose sV~ = rU=V for all j. This choice
of search directions gives the Steepest Descent method [119, Chapter 2], and it is
easy to see that at step j the error e¥) and the residual r¥—") are A-conjugate, that
is, (e9)T ArbU=Y = 0 for all j, which implies that the residual r"/) is orthogonal
to the residual r¥—1. However, the latter is not true for all the previous residuals,

a1 = (215)

and indeed the vectors {r(i) }Z:O may be linearly dependent, with the consequence
of slow convergence of the method. Therefore, we are looking for a smarter choice
of the search directions in order to obtain faster convergence properties.

In order to find the search directions sU~—1, we will make use of one funda-
mental property of symmetric positive definite matrices: given a set {S(i)}z;é of
non-zero vectors which are mutually A-conjugate (that is, (s®))TAs® = 0, for
all @ # [), then they are linearly independent vectors. With this in mind, we
may construct vectors {s(j )} which are mutually A-conjugate and span the whole
space R™ in n 4 iterations, thus obtaining a good approximation of the solution
in fewer steps. In addition, we will require a condition of the type (2.13) on the
residual r¥) to hold; specifically, we will impose that the j-th residual is orthog-
onal to W; = span {r® r® ... r0=D} TIn order to ensure A-conjugacy and
orthogonality, we will employ a Lanczos process, that will require us to impose
those properties only on two subsequent search directions and residuals, due to
the matrix A being symmetric positive definite.

Since we are looking for an approximation of the type x1) = xU=Y +q; 80~
it is clear that x") belongs to x(© + span {s® s ... sU=D}1 From the obser-
vation above, we thus look for vectors {S(i) }Z;; that are mutually A-conjugate;
in addition, we require that the choice of the search direction sU~" results in a

residual ) that is orthogonal to all previous residuals {r(i) }Z;; For these two
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conditions to hold, we look for a search direction
U1 — pU-1) 4 5j_1s(j_2), (2.16)

where $3;_; is chosen such that sV~ and sU=2 are A-conjugate; we note that
with this choice of search direction sU=Y € span {r©® r® .. rU=Y} In order
to ensure the A-conjugacy of the vectors sV=1) and sU=2) we take

(r(j_l))TA S(j_2)

Bi-1 = T (s0-2)TAsG-2)" (2.17)

From xU) = xU-1 4 ozj_ls(jfl), we see that r@) = r(U=1 —aj 1A sU=1  and, since
we want (r))TrU=1 =0, we require

(rG=)TpG-1)
(rU-D)T Asl-1"

CYj_l =

The previous expression can be simplified as

(r(jfl))—rr(jfl) (I-(jfl))—rr(jfl)
i1 = , . —— = . —— (2.18)
J (rU-D 4 B;_480-2)TAsG-D  (sG-1)T AsUG-D

due to sU1 and sY~? being A-conjugate. Note that this values of a1 is the
same as in (2.15) with sU=Y replaced by r¥—1; however, as rU~1 is orthogonal to
W,_1 = span {r(o), rM ,r(j_2)}, and since we have sU=2 e W,_;, from (2.16)
the two expressions are the same. Thus, the steplength o;_; defined in (2.18) is
optimal.

In order to also simplify the expression (2.17) for ;_;, from

U0 = =2 _ g, 40D

we derive
A = 1 (r(j_l) B r(j—Q)).
Q59

By employing the orthogonality property (rU=9)Trl=2) = 0 together with (2.18),
we finally obtain the following expression for [3;_:

_ (r(jfl))—rr(jfl)
Pimr = (rG=2)Tr(G-2)"

The algorithm so derived is the Conjugate Gradient Method originally pre-
sented by Hestenes and Stiefel in [80]; the pseudocode is given in Algorithm 9.
With this definition of x) and of s, it can be proved [174, Theorem 38.1] that

span {S(O), s ,s(jfl)} — span {I-(O)7 r ,r(jfl)}
= span {r(o), Ar© ,.Aj*lr(o)} ,

implying that the iterate x1) belongs to the Krylov subspace x(© + IC;(A, r®).
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In addition, the search directions are mutually A-conjugate, with the residuals
being mutually orthogonal, see [156, Section 6.7] and [174, Theorem 38.1].

Algorithm 9 Conjugate Gradient Method to solve Ax = b, with A > 0
0)

Choose x(
Compute r® = b — Ax©
Set 50 — ¢
for j = 1 until convergence, do
(cG=D)Tp(G-1)
(s(j*1>)T_As(j*1)
X(J) — X(jfl) + O{j_]_s(jil)
r(]) — r(j_l) — aj—l»A S(j_l)
Test for convergence
(r(j>)Tr(j>
B = womymo-D
S(‘]) — r(]) _|_ Bjs(j_l)
end for

Oéj_l =

As x e xO + IC;(A, ™), we can rewrite the error el as
el — 0 4 pj_l(A)r(O),

for some polynomial p,_1(z) of degree at most j—1 such that p,_;(0) = 1. Writing
r® = A4e©® we then obtain

e = ¢;(A)e?,

with ¢;(z) a polynomial of degree at most j such that ¢;(0) = 1. Recalling
that at each step CG minimizes the residual r®) in the A~'-norm, and that
this is equivalent to minimizing the error e) in the A-norm, we can rewrite the
reduction in the residual (2.12) as

(?) — le@ , = ; (A)e®
r -1 = |e = min € )
s = e = min (4]
where II; is the space of polynomials of degree at most j. If we expand the error
e® in terms of the orthonormal eigenvectors {vi,va,...,v,,} of A, we have
el — D4 ¢iv;, and thus we can derive the following estimate for the error:

nA
@), = ;
e = min q:(A CiV;
= i, |50 T
nA
= min ciqi(Ni)vi
4; ()€l ,q;(0)=1 | = i) M
na
< min max |q;(A; C;V; 2.19
o, N (2.19)

Before moving on the error estimate, it is worth noting that from the previous
expression we can see that Conjugate Gradient will converge at most in n 4 it-
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erations, see [174, Theorem 38.4]. In fact, supposing that the matrix .4 has n4

different eigenvalues Ai, Aa, ..., A, ,, we can consider the polynomial

Gna(2) = ]n_A[ <1 - Ai) ,

=1

that will be zero on the set of the eigenvalues, and as a consequence the error
e will be zero.
From (2.19), we can write

@, < - N [e®
le¥la<  omin - mox g (V)] e

with [a, b] the interval containing the eigenvalues of the matrix A. A similar term
was found in Section 2.4 when deriving the error for the Chebyshev semi-iterative
method, and we were able to find an upper bound by employing the Chebyshev
polynomials. In fact, it can be proved [174, Theorem 38.5] that the reduction of
the error at the j-th iteration is given by

. VeE—1Y’
e La < 2 (Y27 ) T (2.20)

with & the condition number of the matrix A.

Algorithm 10 Preconditioned Conjugate Gradient Method to solve Ax = b,
with A > 0 and preconditioner P > 0
0)

Choose x!
Compute r® = b — Ax©
Solve Pz = r(©
Set s(0 = z(©
for j = 1 until convergence, do
(2D TG
Q-1 = GUD)TAsG-D
x0) = xU=1 4 a; 150D
) = pU=D — o A6~
Test for convergence

Solve Pzl) = )
6' _ (.Z(J))Tr(J.)

i = @uD)TrGD
S(‘]) — Z(‘]) + /Bjs(j_l)

end for

From (2.20), one may observe that the convergence rate of CG can be poor
when applied to an ill-conditioned matrix A. However, the rate (2.20) is only a
worst-case scenario: in fact, supposing that the matrix A has only two different
eigenvalues A\; and Ay, from (2.19) with ¢o(2) = (1 —2/A1)(1—2/A2) we can imply
that the error is zero after only two iterations. In general, one may experience also
fast convergence in practice when the eigenvalues of A are clustered around some
values. However, this is not always the case; for this reason, a preconditioner
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P is generally employed for the purpose of obtaining fast convergence. As we
mentioned in Section 2.6, this preconditioner P has to be easily invertible and
ideally spectrally equivalent to A. In addition, as we want to preserve symmetry
and positive definiteness, the preconditioner P needs to be symmetric positive
definite. In fact, in this case we can write P = HH', and the preconditioned
system is equivalent to

H'AH "x = H'b,

where X = H'x. As H ' AH~T is symmetric positive definite, we can employ
CG to solve the previous system. However, practical implementations of Precon-
ditioned Conjugate Gradients do not require one to solve with the matrix H, but
rather to solve with P. The pseudocode for Preconditioned Conjugate Gradient
is given in Algorithm 10.

Comparing Algorithm 9 with its preconditioned version in Algorithm 10, we
observe that the only computational difference is the solve with P at each itera-
tion. From here, it is clear the reason why the preconditioner P has to be easy
to invert. As we will discuss in Section 2.10, in general, rather than solving with
P, we will require an approximation of its inverse operation on a generic vector.

2.8 Preconditioned MINRES

In the previous section we discussed the Conjugate Gradient method for solving
linear systems of equations. As we saw, the power of CG lies in the two-term
recurrence formula for the search directions, that ensures orthogonality of the
residuals and A-conjugacy of the search directions. The main drawback of the
method is that A is required to be symmetric positive definite. In this section
we introduce a generalization of CG to symmetric (possibly indefinite) matrices
discovered by Paige and Saunders [128], that is MINRES.

Let suppose that the matrix A in (2.1) is symmetric and invertible Given
an initial guess x(0), We 1terat1vely find an approximation x) of x within the
subspace x( + IC;(A,r(@). As opposed to CG, in this case we cannot consider
the A-norm, as the matrix A may be indefinite. For this reason, at each iteration
the residual r will be minimized in the Euclidean norm

@D, — i . (0)
PO = min (A
As for CG, we want to span R™ in (at most) ny iterations by constructing a
basis for the space. Since the matrix A is symmetric, this can be done again
by employing the short-term recurrence formula of a Lanczos process; however,
as opposed to CG, in this case the formula is given by the following three-term
recurrence:

%iq" ™ = Aq¥ — 6,99 — 7.9 Y, (2.21)
setting q(V = %, fori =1,2,...,5 —1, Where 6 = (@) TAq®, and 74
is such that [q@*V], = 1. The vectors {qV,q .,q9} so derived are an

orthonormal basis for K;(A,r®); in addition, equatlon (2.21) can be rewritten
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as

AQ; = Qj+1Hj, (2.22)
where Q; = [q,q?,...,q"] is orthogonal, and ﬁlj = [ A, ] Here, H; =
Vj+1€;

tridiag(v;, di, 7i+1) is a tridiagonal matrix, and e; is the j-th vector of the standard
basis in RJ. It is worth noting that the matrix H; is tridiagonal due to the
symmetry of A being preserved by the Lanczos process. Since xU) e x(© +
K;(A,r@), with this notation we can rewrite

xW) = x(0) 4 sz(j)7
for some vector z¥) € R?. From the previous expression, we can write

[tz = b — Ax,
= v — AQ;z|,
= v = Q;11H;zY5

= [+ 95 e; — H;zD |,

the last equality holding due to @);41 being orthogonal. Finally, recalling the
minimization property of the j-th residual, the iterate xU) is the solution of the
following least squares problem:

[ty = min |[r® [ e, — H;zD|s,
z(J)

that is solved by employing Givens rotations within a QR factorization. A pseu-
docode for the MINRES method is found in Algorithm 11. It is worth noting
that the MINRES algorithm performs a few more operations per iteration than
the Conjugate Gradient method.

As for CG, we can specify the reduction of the residual (2.14) as follows:

(4) ; (0)
r < min max ; )\ r .
H H2 pj(2)€ll;,p;(0)=1 Ae[—a1,—bi]u[az,bz] ’p]< )| H H2

Here, as the matrix may be indefinite, we split the interval [a,b] containing the
eigenvalues of A in a positive and a negative part, and suppose that the spectrum
of A is contained in the union [—a;, —bi]| U [ag, bs] of two intervals of the same
length, that is, a; — by = by — as, with ay,as,by,bs > 0. Then, it is possible to
prove (see [44, Theorem4.14] and [164]) the following reduction on the residual
after 27 steps of MINRES:

Hr(zj)H2 <9 Vaiby — +/azb ’ HP(O)H2-
\/albg + 4/ a2b1

From the bound above, it is clear that a substantial reduction in the residual may
be obtained only every other iteration; this in turn produces the typical plots of
the behavior of the residual obtained from numerical experiments: in fact, one
can clearly see a staircasing effect.

(2.23)
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Algorithm 11 MINRES Method to solve Ax = b, with A symmetric

q® =0, w® =0, w) =0
Choose x(©)
Compute gV = b — Ax©
Set 11 = [a],
Set n=7,5=5=0,co=c; =1
for 5 = 1 until convergence, do
q) = a2
o
5, = (@) T AqV)
QU = AqW) — 6,q9) — ;g0
Vi = vV
ap = €05 — €157

ar =4 /af + '7j2'+1

g = Sjéj + cj_lcjyj
a3 = 5;-17j

Ciy1 = 52, 5541 = L5

Wit — 1 (g0 — agwl— — aywlh)
x0) = x0-D 4 ¢ pw+D
N = =5j+17
Test for convergence

end for

As for CG, it is clear that convergence depends mainly on the spectrum of the
matrix A; for this reason, in order to obtain faster convergence, a preconditioned
version of MINRES has been devised. Since we want to preserve the symmetry of
the system, we have to employ again a symmetric positive definite preconditioner
P; the algorithm so derived is given in Algorithm 12.

For the preconditioned MINRES algorithm with preconditioner P, it can be
shown that the residual r") is reduced in the P~'-norm, see [44, Section 4.1].
Further, a similar result to (2.23) can be derived, supposing that the eigenvalues
of the preconditioned matrix P~' A lie in the union [—a, —b;]U|asg, ba] of intervals
of same length, being ay, as, by, by > 0 as above, see [44, Theorem 4.14].

2.9 Preconditioned GMRES and Flexible GM-
RES

As we noted in the previous section, the difference in computations between CG
and MINRES is minimal, with the latter performing only a few more vector—
vector operations. The reason behind this is that both are based on a Lanczos
process, which allows to construct an orthonormal basis for the eigenspace of a
symmetric matrix A. The generalization of this process to non-symmetric ma-
trices is called the Arnoldi method: starting from an arbitrary vector q(®, the
method produces a sequence of orthonormal vector V), q®, ..., q%) by mak-
ing use of the modified Gram—Schmidt process. From here, we can already see
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Algorithm 12 Preconditioned MINRES Method to solve Ax = b, with A sym-
metric and preconditioner P > 0

q(O) =0, w(© — 0, w =0

Choose x(©)

Compute gV = b — Ax©

Solve PzM) = g

Set 11 =+/(z)TqW

Set n=7y1,5=5=0,co=c; =1

for j =1 11(1_)1til convergence, do
Z(J’) = 27

= (zV )TAZ
) Aq(]) q(]) — 'y;yil q(]_l)
Solve PzU+Y) = q(j“)

Vi = A/ (20FD)TqU+D
Qo = €05 — Cj-15;7;

q(j+1

) = 4 /af + ’YJZH

Qg = Sj(Sj + Cj—1C57;
a3 = S5j-17j

Ciy1 = 22, 5541 = 28
wlith — QLI(Z(J') — OégW(j_l) _ a2w(j))

X(]) — X(j_l) _|_ Cj+17]w(j+1)
n=—58j+"m
Test for convergence

end for

what is lost when solving a generic system, as we cannot employ any short-term
recurrence formula for constructing the basis.

Let suppose that the matrix A in (2.1) is invertible but not symmetric. By
starting from an initial guess x(©), we construct a sequence x¥) of approxnnatlons
of the solution x that belong to the J-th Krylov subspace K;(A, r( ) Since the
matrix A is not symmetric, as for MINRES we have to impose the minimization
property of the residual r) in the Euclidean norm:

0y, — : A®
r |, = min (A ,.
=7 e [pj—1(A)r™ s
In addition, we can generalize (see [156, Proposition 6.5]) the formula (2.22) for
A in terms of the orthonormal basis {q™,q®,...,q"} as

AQ; = Q1 Hj,

H; .
hjﬂjq(jﬂ) ], with H; =
[his], and hy; = (q¥)TAq®. Note that now the matrix H; is properly an
upper Hessenberg matrix, as the matrix 4 is no longer symmetric. Since at each

where as above Q; = [q",q?,...,q], and H [
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iteration we are minimizing the residual, we can write

[ty = b — AxY],
= [ — AQ,2Y],
= [r@ — Q11 H;2Y |

= [[r© s €1 — H;z9 |,

using the orthogonality of ();,1. Again, we have to solve a least squares problem,
which is done by employing a Givens rotation within a QR factorization. The
resulting method is the GMRES method derived by Saad and Schultz [157].

As for CG and MINRES, it is possible to prove an upper bound for the
reduction of the residual; however, the derivation of this estimate for GMRES is
not as straightforward as for CG and MINRES, and indeed no neat expression of
the type (2.20) or (2.23) can be obtained unless A is normal. In fact, supposing
that A is diagonalizable with eigendecomposition A = QAQ ™!, we can rewrite

@D — : (A r©
r min _ r
(P pj_l(z)enj_l,pj_l(o)=1”p] 1(A)r™? 2
< min (A r®
pj—1(2)€llj—1,pj—1(0)=1 ”p] 1( )H2 H H2
pjfl(Z)GHj—ij—l(O):l”ij 1< >Q Hz” ”2
< k(Q) min max [p;—1(A)] [, (2.24)

pj—1(2)€llj—1,pj—1(0)=1 X;eA(A)

with £(Q) = ||Q]2 |@ |2 the condition number of @, see [174, Theorem 35.2] or
[156, Proposition 6.32].

From the previous expression, we can infer that also for GMRES the con-
vergence of the method can be aided by a clustered eigenvalue distribution of
the matrix considered; for this reason, it is useful to consider a preconditioned
GMRES when solving general linear systems. We would like to note that the
convergence of GMRES is not determined only by a clustered eigenvalue distri-
bution, as the upper bound in (2.24) depends on the condition number of @ (thus,
from how far the matrix A is from normality). In fact, one can show that any
non-increasing sequence describes the reduction of the residual at each iteration
of the GMRES method applied to solve a linear system; in addition, the matrix
can be constructed with any eigenvalue distribution, see [69].

In this case, as we are not concerned anymore with symmetry, the precondi-
tioner P can itself be non-symmetric. A pseudocode for the GMRES algorithm
with right preconditioning is given in Algorithm 13. Clearly, the computational
cost of the algorithm grows as the iterations increase, as at each iteration we have
to evaluate an orthonormal basis for the current Krylov subspace by the Arnoldi
process. In order to save on computational time, GMRES is often restarted after
a fixed number of iterations j: if the test for convergence is not satisfied after j
iterations, the approximation x() becomes the initial guess x(©) of the following
cycle. The resulting method is called GMRES(j) or GMRES with restart.

As formulated in Algorithm 13, the preconditioner P is fixed at every iteration.
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Algorithm 13 Preconditioned GMRES Method to solve Ax = b, with right
preconditioner P

Choose x(©

Compute r® = b — Ax©
Set 60 = HI'(O)”Q
1) _ r©
Set q( ) = ‘"5—0
for j = 1 until convergence, do
Solve Pzl = qU)

W§j+1) = Az

fori=1,2,...,j5do
by = (w0 g0
wlth — Uth hi,jq(i)

i+1 7
end for
j+1
hivig = w9V
(G+1) _ w41
q ) J+1,3 R '
Find s that minimizes 3; = | Spe; — H;s|
Test for convergence
end for
Q= [a".q®, .. .qV]
Solve PzV) = ;s

In terms of numerics, this means that, in order to approximate P~!, we have to
employ a fixed number of a linear iterations per GMRES step; in particular, it is
not possible to employ GMRES (or any other Krylov subspace method) within
GMRES as it is. This question led researches to developing a flexible version
of Krylov subspace methods, that allows the user to modify the preconditioner
P at each iteration. As a consequence, one can employ any Krylov subspace
method within a flexible Krylov subspace method. In the following, we will
employ the flexible version of GMRES (FGMRES) derived by Saad in [155]. The
algorithm is given in Algorithm 14. By comparing Algorithm 14 with Algorithm
13, one can see that the computational cost per iteration is essentially the same,
with the additional storage of the vectors z®,i = 1,2,...,j. However, when
breakdown occurs in FGMRES (i.e., hji1; = 0) we are not assured anymore
that the approximate solution x9) is exact; in fact, for the latter to be true, one
needs the additional assumption of the matrix H; being non-singular, see [155,
Proposition 2.2]. A restarted version of this algorithm is also possible, and indeed
will be used in the following chapters.

For more discussion about convergence of GMRES, see, for instance, [68,
Section 3.2]; for an approximation of the upper bound in (2.24), see, for instance,
[155, Section 6.11.4]. For a more comprehensive analysis on flexible, inner—outer
Krylov subspace methods, we highlight the text [165].
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Algorithm 14 Flexible GMRES Method to solve Ax = b, with variable right
preconditioner PY)
0)

Choose x!
Compute r® = b — Ax©
Set 60 = HI'(O)”Q
1) _ r©
Set q( ) = ‘"5—0
for j = 1 until convergence, do
Solve PU)z0) = )
W§j+1) = Az0)
fori:=1,2,...,jdo
hey = (w70
with _ U+ _ hi;q

i+1 7
end for
j+1
hivrg = W55
G+1) = wii
q LAY .
Find sV that minimizes 8; = ||Boe; — H;s9 |,
Test for convergence
end for
Z;=[zW,2? ... 2]

2.10 Preconditioning 2-by-2 Block Matrices

So far we have emphasized the importance of finding a suitable approximation P
of a matrix A in order to obtain fast convergence of our iterative method. The
approximation P has to be found in such a way that it is spectrally equivalent to A
(meaning that the eigenvalues of the matrix P! A are clustered in a region of the
complex plane), with the further property that P has to be cheaper to invert than
A. If P has those properties, we say that P is a good preconditioner for 4. In this
thesis, we study preconditioners for linear systems arising from PDE-constrained
optimization problems; in this setting, the matrix A will present a structure that
will be exploited in order to find an optimal preconditioner, namely, it will be of
saddle-point type. This section will be thus devoted to preconditioners for general
non-symmetric 2-by-2 block matrices, then specifying the preconditioners for the
class of saddle-point matrices.
Given an invertible system of the form

o U,

A= [ T, -0 ] (2.25)
with ® invertible, a good candidate for a preconditioner is the block triangular
matrix:

o 0

with S = © + U,®~ 1, the negative Schur complement of A. Indeed, if S is also
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invertible, it can be proved that A\(P;'A) = {1}, see [88, 117]. The latter can be
easily derived, as we have

which implies that
-1
PllA:lI ) 1111]’

0 1

where I is the identity matrix of appropriate dimension. As clearly P; ' A is a
block-triangular matrix, we can imply that the eigenvalues of P; *A are given by
the eigenvalues of the blocks on its diagonal, that is, we have A\(P;'A) = {1}.
Note that the preconditioned matrix P; A is not diagonalizable.

Although in this thesis we will not employ it, it is worth mentioning that the
authors in [88, 117] also analysed a preconditioner similar to P;, that is

P, - { \Ii g ] : (2.27)

note that the only difference is the sign in front of S. With this choice of the
preconditioner, it can be proved that A\(P; ' A) = {£1}, see [88, 117]. The latter
can be derived by employing a similar argument as above. Note that, since both
the preconditioners P; and P, are non-symmetric, the matrices P; ' A and Py ' A
will be non-symmetric as well.

From the spectral analysis presented above, it is clear that P; and P, given in
(2.26) and (2.27) respectively could work very well as a preconditioner for general
non-symmetric matrices; the question we want to address now is if we can adapt
this analysis to the case the matrix A is of saddle-point type (note that in this
case we have U := W, = U]). Suppose thus that the system we have to solve is
given as in (2.3), with © > 0; suppose also that ® > 0. Consider the following
block diagonal matrix:

Py = l C(I)) g ] (2.28)

as a preconditioner, with S = © + W®~1UT; then, supposing also that S > 0, it
is possible to prove that (see [9, 164] and [130, Theorem 4])

]

AMP;'A) e [—1, (2.29)

We note that if © = 0 the result above simplifies to A(P5 TA) = {1, 1i2‘/5}, see

[97, 117]. Finally, due to ® and S being symmetric positive definite we derive
Ps > 0, which in turn implies that the matrix Ps ' A is similar to a symmetric
matrix, namely, it is similar to P, Y 2AP; 2,

The previous analysis tells us that, if we want to solve a general non-symmetric
system A, ideal preconditioners are given by P; and P, defined as in (2.26) and

(2.27) respectively; if we also suppose that A is of saddle-point type, with & > 0,
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another ideal preconditioner is given by P53 defined in (2.28). In fact, as described
in [88], supposing that A is invertible, when employing the preconditioners P; or
P, an appropriate iterative method should converge in at most two iterations (in
exact arithmetic), as the preconditioned matrix P; A has only one as an eigen-
value, but it is not diagonalizable (as we showed above), while the preconditioned
matrix P, 'A has two distinct eigenvalues. On the other hand, supposing that A
is invertible and © = 0, when employing the preconditioner P3 an appropriate it-
erative method should converge in at most three iterations (in exact arithmetic);
besides, if © > 0, from (2.29) we have that the eigenvalues are clustered in two
(small) intervals, independently of any parameter involved in the system. Clearly,
as the optimal preconditioner we are looking for has also the property of being
cheap to invert, we do not want to apply the inverse of P;, i = 1,2,3, as de-
fined in (2.26), (2.27), and (2.28) respectively, as the computational cost would
be comparable to that of applying the inverse of A. In particular, applying S—1
would be problematic, as even when ® and © are sparse S is generally dense. For
this reason, optimal preconditioners are given by suitable approximations P; of
P;, for i = 1,2, 3, or, more precisely, a cheap application of the effect of P, ' on
a generic vector. Specifically, the optimal preconditioners that will be studied in
this thesis will have the form

@ O], 7%:[(501, (2.30)

P, = N b
! v, -8 0 S

where ® and S are “easy-to-invert” approximations of the matrices ® and S
respectively. As the approximation S is usually more difficult to find, we will
introduce in the following section a technique that will result in optimal approx-
imations of the Schur complement for a number of problems considered in this
thesis.

For more information on the numerical solution of saddle-point systems, see
the survey [17]; for more insight on preconditioning, see the surveys [16], [136],
and [180].

2.11 Matching Strategy

Suppose we want to solve a system given as in (2.3). In the previous section we
presented ideal preconditioners to adopt in order to obtain fast convergence of
our iterative method. The common feature of each preconditioner is the applica-
tion of the inverse operators of the the (1,1)-block ® and the Schur complement
S; however, in order to obtain optimal preconditioners, we will rather consider
easy-to-invert approximations ® and S of ® and S respectively. As noted above,
the more difficult to find is an approximation S of S that will result in robust con-
vergence with respect to every parameter of the problem; in fact, in the problem
we will consider in this thesis the Schur complement S will depend not only on
the discretization parameter(s) of space (and time) variables h (and 7), but also
on a regularization parameter  within the problem set-up (and, for more com-
plex problems, also on other parameters). Therefore, in this section we introduce
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the matching strategy for deriving our approximation S. This technique was first
derived in [140], and has been proved to be powerful in deriving approximations
of the Schur complement of linear systems arising from optimal control of PDEs.

Let be A given as in (2.3). In the following analysis, we will suppose that
® > 0 and ©® > 0. From this assumption, we can write that ®> and O3 exist;
note that ®z > 0 is unique and Oz > 0. Consider now the Schur complement
S =0+ Vd W' and suppose that S > 0. From the previous expression and
from our assumptions on ® and ©, the Schur complement S is the sum of two
symmetric positive semi-definite matrices, namely, ¥®~1W¥ " and ©. As we do not
want to construct the matrix S and the approximation we are looking for has to
be easy to invert, we will be considering the following matrix:

S=W+N)d (T+A) ~8 (2.31)

as an approximation, with the matrix A such that S ‘captures’ both terms of S.
As the term WO U already appears in the definition (2.31) of S, we wish that
the matrix A is such that R R

APIAT = 0. (2.32)

Noting that

we can rewrite (2.32) as

~

AP 2(A®2)T = ©

N|=
—~

[NIE
~
—

finally, we want that the matrix A is such that
AP~ = O3,

that is

A=0:03. (2.33)
We emphasize here that the choice of introducing AT in the definition (2.31) of S
has been made only to keep the approximation symmetric; note also that S >0
(if ¥ + A has full rank, which will be the case for the settings in which we apply
this approximation).

Now that we have an explicit expression for our approximation, we would like
to understand how potent it is, that is, we want to study the spectrum of the
matrix S~1S. Since the matrices S and S are both symmetric positive definite,
we may use the (generalized) Rayleigh quotient in order to find upper and lower
bounds for the eigenvalues of the matrix S-18 , as done in [141], for instance. Let
be A\ an eigenvalue of S1S with x the corresponding eigenvector; then

T
S18x = Ax = Sx = \Sx = A=2 LEX =R
x T Sx

Thus upper and lower bounds for R will be also upper and lower bounds for the
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eigenvalues of S-1S respectively. Before starting our analysis, we rewrite the
generalized Rayleigh quotient R as
x'Sx a'a+b'b

R:=—F%=
x'Sx a'a+b'b+a'b+b'a’

where a = (U®~2)Tx and b = (02) x. Since S > 0 and S > 0, we have

1 1
Rz = a'a+b'b> §(aTa+bTb+aTb+bTa)
1
< g(aa+b'b—a'b—bla)>0
1
= 5(a—b)T(a b) =0

which is clearly satisfied since (a —b)' (a—b) = |la — b|2.
We have then proved the following theorem:

Theorem 1. Let A be defined as in (2.3). Let be S the Schur complement of
A, and let be S be defined as in (2.31), with A defined in (2.32). If S and S
are symmetric positive definite, then % 1s a lower bound for the eigenvalues of the

matriz S—1S.

From Theorem 1, we have that the minimum eigenvalue of the matrix S-1Sis
bounded away from zero. However, this is usually not enough to ensure effective
convergence of an iterative solver, as the convergence process depends on the
whole spectrum of the matrix, and if we have that the upper bound on the
eigenvalues is, for instance, of order O(10?) the process may struggle to converge
in few iterations. We are therefore interested in finding also an upper bound
for the spectrum of the matrix S=1S. In order to do so, we need a further
assumption on the matrix A; specifically, we have to assume that the mixed term
AP~1UT + WHIAT is positive semi-definite. Under this assumption, we can
derive

ab+b'a>0 <« a'a+b'b+a'b+b'a>a’'a+b'b
= R<1

Note that, if AP1UT + UH~LAT is not positive semi-definite, the upper bound

will be greater than 1; in particular, the more the matrix A®~1UT + UH—1AT is

indefinite, the greater the upper bound will be. From here, the spectral properties

of A~ 1\IJT +UIAT represent a way to measure the approximation adopted.
We have then proved the following theorem:

Theorem 2. Let A be defined as in (2.3). Let be S the Schur complement of
A, and let be S be defined as in (2.31), with A defined in (2.32). If S and g
are symmetric positive definite, and the matriz A®~1UT + WOIAT 4s positive
semi-definite, then 1 is an upper bound for the eigenvalues of the matrix S-1g.

Under the assumption that the mixed term AP1UT + TP 1AT is positive
semi-definite, we have that the matrix S defined in (2.31), with A defined in

75



(2.32), is an optimal approximation of the Schur complement S. In fact, the
spectrum of the matrix 5715 is clustered in the interval [%, 1], independently
of any parameter involved in the problem under examination. For this reason,
we will adopt the matching strategy for devising optimal preconditioners for the
problem considered in this thesis. As the (1, 1)- and the (2, 2)-blocks of the system
under examination will satisfy the assumptions in Theorem 1 and Theorem 2, in
the following working of this thesis one key concern will be proving that the mixed
term A®~1UT + UOIAT is positive semi-definite. R

We would like to mention that the approximation S defined in (2.31) can be
generalized also to non-symmetric matrices. Suppose in fact that we want to solve
a system with A defined as in (2.25). Then, supposing that & > 0 and © > 0, we
would like to use as an approximation of the Schur complement S = © +WU,d~ 10,
the matrix

S = (Uy + AP (T, + Ay),

with /A\l and /A\g such that R R
AOTIA, = 0.

Although this type of approximation gives more freedom as to the choice of the
matrices Al and A2, finding bounds on the eigenvalue becomes a more complex
task as, due to S and S being non-symmetric, the eigenvalues of the matrix S-19
will in general be complex.

In order to show how the proposed approximation works within a precondi-
tioner of the form (2.26) or of the form (2.28), in the following section we will
show some numerical results for the Poisson control problem.

2.11.1 Preconditioning for the Poisson Control Problem

Let us consider the distributed Poisson control problem (1.5)-(1.6). By em-
ploying finite elements with the same finite element basis used for the state v
and the control u, after either applying an optimize-then-discretize strategy or a
discretize-then-optimize approach, one has to solve the saddle-point system given
n (1.13).

As discussed above, optimal preconditioners are the block triangular and block
diagonal matrices P; and Ps defined in (2.26) and (2.28) respectively. In the case
of solving the discrete optimality conditions (1.13) of the Poisson control problem,
they read as follows:

M 0 M 0
Pl_[K_SPC]7 P3_l0 SPC]7

with Spc = KM1K + %M the Schur complement of the system under exam-
ination, with M and K the mass and the stiffness matrix in the chosen finite
element basis. Note that Sp¢ is symmetric positive definite. Again, rather than
using the matrices above as a preconditioner, we are looking for approximations
of the relevant blocks M and Spc. We first find an approximation of the (1,1)-
block M, then employ the matching strategy to devise an approximation of Sp¢,
as done in [140].
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As discussed in Section 2.4, a cheap and effective way of approximately apply-
ing the inverse of a mass matrix to a generic vector is employing the Chebyshev
semi-iterative method. More specifically, our approximation of M is given by M.,
with M. a fixed number of steps of Chebyshev semi-iteration applied to M.

Let us now focus on finding an approximation Spc of Spe. From the conve-
nient structure of Spg, we employ the matching strategy described above in order
to do so. We can easily derive that the approximation we seek is given by

Spc = (K + Apc) M YK + Apc),

where, by employing (2.33) and recalling that M > 0, the matrix Apc is given by

~ 1 1 1 1
= — 2 2 = —
Apc \FﬁM M \/BM .
Note that in the expression above we exploited the symmetry of K and M. Note
also that §pc is symmetric positive definite.

In order to understand how good the approximation SPC is, we need to study
the spectrum of the preconditioned Schur complement S;lSpc. We will employ
Theorem 1 and Theorem 2 to find lower and upper bounds for the spectrum of
SpaSpc.

Since both Spc and §pc are symmetric positive definite, from Theorem 1 we
have that 3 is a lower bound for the eigenvalues of §§éSpC. In order to find an
upper bound, we need to consider the mixed term \/LBK + \/LBK = \%K , which
is clearly symmetric positive semi-definite in general (e.g., Neumann boundary
conditions). Therefore, from Theorem 2 we infer that 1 is an upper bound for
the eigenvalues of the matrix §§é5pc. Finally, we have that )\(S\F_)éSpc) €[3.1].

We can now write the approximation of the preconditioners P; and Ps as

~ M, 0 ~ M. 0O
7)1_|:K _§PC]7 7)3_|‘0 §PC]7

with M, and §PC defined as above. The preconditioners 731 and 733 are optimal,
as the approximation of the relevant blocks is independent of any parameter
involved in the problem, including the mesh-size. Therefore, we expect a suitable
preconditioned iterative method to converge in a (roughly) constant number of
iterations. However, we would like to recall that for GMRES the convergence
is not determined only by a clustered eigenvalues distribution, as we discussed
above. In order to show the robustness of the solver, we will consider a simple
numerical example.

Let consider the Poisson control problem defined in (1.5)—(1.6) with d = 2,
Q= (-1,1)% f = 0. Suppose the boundary condition is given by

v(xy, x2) =1, (x1,29) € 09,
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and the desired state is given by

T T2

va(x1,x2) = Cos (T) Ccos (T) + 1.

We implement a finite element method, using Q; basis functions for state, control,
and adjoint variables. In all our tests, we consider a (spatial) uniform grid of
mesh-size h = 2'71, with 1 the level of grid refinement. When approximating
the (1,1)-block, we apply 20 steps of Chebyshev semi-iteration to M. For the
approximation of the Schur complement, we approximate K + /A\pc with 2 V-
cycles of the HSL_MI20 algebraic multigrid solver [22]. We employ MATLAB’s
preconditioned GMRES in conjuction with the preconditioner 751 defined above,
and also employ preconditioned MINRES with the preconditioner P3; defined
above. We run the solvers until a tolerance of 107% on the relative residual is
reached. The iteration count for all tests presented starts from 0. In Table 2.1 we
report the results for preconditioned GMRES, while in Table 2.2 we report the
results for preconditioned MINRES. All tests are run on MATLAB R2018b, using
a 1.70GHz Intel quad-core i5 processor and 8 GB RAM on an Ubuntu 18.04.1
LTS operating system.

Table 2.1: Poisson control problem: GMRES iterations required, with precondi-
tioner Py, for a range of 1 and f.

=10 | B=10"' | p=10"2 | p=10"2 | B=10"*
1 |[it | CPU | it | CPU [it | CPU [ it [ CPU | it | CPU
3] 5]0036] 6 0033] 7 0032 7 0045 | 6 | 0.041
4 15100336 0042 7 [0.043 | 7 |0.045 | 7 |0.041
5 | 510062] 6 |0.065]| 6 |0.080| 7 |0.070 | 7 | 0.069
6 4017 [5]017 [ 6 [019 |6 019 | 7| 021
714100 |5]078 |5[068][6]08 |6]091
8 4206 [4]241[5[273]|5]269]6| 19

Table 2.2: Poisson control problem: MINRES iterations required, with precondi-
tioner Ps, for a range of 1 and f.

=10 | B=10"' | p=10"2 | p=10"2% | B=10"*
it [ CPU | it | CPU | it | CPU | it | CPU | it | CPU
8 | 0.015|10|0.014 | 13 |0.020 | 15 | 0.021 | 16 | 0.035
10 |1 0.023 | 12 | 0.027 | 14 | 0.027 | 18 | 0.033 | 19 | 0.034
10 | 0.041 | 12 | 0.048 | 15 | 0.060 | 18 | 0.074 | 21 | 0.083
10 0.15 [ 12| 0.17 | 15| 0.21 | 18| 0.26 | 21 | 0.29
10 0.63 | 12| 0.77 | 15| 090 |18 | 1.08 |21 | 1.24
10 278 [ 12 ] 327 [ 15| 4.09 |18 | 478 | 21 | 5.57

QO | O U ~| WI| +
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As shown in Tables 2.1-2.2, the preconditioners derived in this section behave
robustly with respect to all the parameters involved in the problems. In fact, the
number of iterations required for both solvers is parameter-robust, with precondi-
tioned GMRES converging in at most 7 iterations, while preconditioned MINRES
converges in at most 21 iterations. Further, the CPU times scale linearly with
the problem size.

As we will see in the following chapters, the preconditioning techniques de-
scribed above will be very useful for deriving robust solvers for the more complex
PDE-constrained optimization problems considered in this work.
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Chapter 3

Preconditioning the Heat Control
Problem with Crank—Nicolson
Discretization in Time

“When the student is ready, the teacher will appear.”
— Proverb

Starting from this chapter, we will be deriving and describing the main con-
tributions of this thesis, namely parameter-robust preconditioning techniques for
distributed optimal control problems with time-dependent PDEs as constraints
(although in Chapter 5 and Chapter 6 we will also be dealing with stationary
problems). We begin with the easiest in this class of problems, that is, the op-
timal control of the heat equation, or simply heat control. The content of this
chapter is based on some of the work in [100].

Due to the complex structure and high dimensionality of time-dependent
PDE-constrained optimization problems when an accurate discrete solution is
sought, preconditioned iterative solvers have been employed for the ‘all-at-once’
resolution of such formulations, see for example [152, 162] for early work in this
direction. It is worth noting that the all-at-once approach suffers of memory
limitations, as one has to store global-in-time solutions. In particular, for very
fine discretizations it may be prohibitive to even store the right-hand side of the
linear system to be solved. For this reason, an alternative approach may be em-
ploying a gradient-type method, that solves simpler problems until an accurate
enough solution is found, see for instance [67, 78]. An alternative approach may
be employing a low-rank approximation of the problem to solve, see for example
[40, 166, 167, 168]. For an overview of other possible approaches, we refer the
reader to [36, 86].

When preconditioners are sought for certain time-dependent problems, it is of-
ten preferable to apply a (first-order accurate) backward Euler method in time, as
this not only avoids restrictions on the time step 7, but also leads to particularly
convenient structures within the matrix and facilitates effective preconditioning;
see [139] for a mesh- and S-robust preconditioner for the heat control problem,
and [40, 138, 167, 169, 186] for applications to different problems. While the
natural choice 7 = O(h?) would be required to keep the approximation order
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proportional to h?, with h the mesh-size in space, this would lead to problems of
huge magnitude. The question we wish to investigate here is whether applying
a higher-order Crank—Nicolson method in time is beneficial, due to the reduced
number of time steps (which in turn leads to a reduced dimension of the linear
system) required to obtain a similar discretization error. The challenge here is
that the much more complex structure of the resulting linear system makes pre-
conditioning a highly non-trivial task, so a more sophisticated numerical method
and preconditioning strategy need to be devised to achieve fast and robust con-
vergence of the iterative solver.

This chapter is structured as follows. In Section 3.1 we introduce the prob-
lems we consider, arising from the heat control formulation. In Section 3.2 we
describe the linear systems obtained upon discretization of the first-order opti-
mality conditions, and in particular demonstrate a suitable transformation which
allows symmetrization of the linear system obtained from the Crank—Nicolson
method. This enables us to apply a symmetric iterative solver such as MINRES
[128], which is highly desirable from the perspective of proving convergence of
the iterative method. In Section 3.3 we derive our proposed new preconditioner,
using saddle-point theory along with suitable approximations of the (1, 1)-block
and Schur complement, and provide eigenvalue results for the preconditioned lin-
ear system. In Section 3.4 we benchmark our method against the widely-used
backward Euler method, coupled with the preconditioner derived in [139], and
demonstrate our new preconditioner’s efficiency and robustness with respect to
all parameters involved in the heat control problem.

3.1 Problem Formulation

As above, in this chapter we consider the fast and robust numerical solution
of time-dependent PDE-constrained optimization problems. In particular, we
examine distributed heat control problems of the form:

min J(v,u) — %Ltf L (e, ) —vd(x,t)]Qdet—i—thf L iz, )2 dQdE (3.1)

subject to
( %—VQUZU—F]C(ZL’J) in Q x (0,y),
< a;(m,t) =gp(z,t)  ondQp x (0,tf), (32)
%(:p,t) =gn(z,t)  on dQdy x (0,tf),

v(z,0) = vo(z)  in

where the variables v, vy, and u are the state, desired state, and control variables,
respectively, and § > 0 is a regularization parameter. The problem is solved
on a spatial domain Q@ = R? d € {1,2,3}, up to a final time ¢; > 0, that is
(z,t) € Q x (0,tf). In addition, the boundary is such that 0Q = 0Qp U My,

\

0Qp N QN = . Here a—zi(:v,t) represents the (outward) normal derivative of v
n
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on 0Q2y. The functions f, gp, gy, and vy are known.

This problem provides a valuable benchmark of our method against widely-
used preconditioned iterative solution with a backward Euler method in time
[139]. For simplicity the working of this chapter considers Dirichlet boundary
conditions, that is 0Q2p = 02, but we note that our method can be readily gener-
alized to heat control problems with Neumann and mixed boundary conditions.

3.2 First-Order Optimality Conditions and Dis-
cretizations in Time

We now describe the strategy used for obtaining an approximate solution of (3.1)—
(3.2). We apply an all-at-once approach coupled with the optimize-then-discretize
scheme, in which the continuous Lagrangian is used to arrive at first-order op-
timality conditions, which are then discretized. Introducing the adjoint variable
(or Lagrange multiplier) ¢, we consider the Lagrangian associated to (3.1)—(3.2)
as in [139]. Then, by deriving the Karush-Kuhn-Tucker (KKT) conditions, the
solution of (3.1)—(3.2) satisfies:

( Ov 1 )
— —Vu==C(C+f nQx(0t)
ot 8 state
v(z,t) = g(x,t)  ondQ x (0,t) equation
v(z,0) = vo(z)  inQ
) o J (3.3)
O V2 = - v i Qx(0,t))
ot adjoint
() =0 on 2 x (0, 1) equation
((,tf) =0 in©Q

\ J

where we have substituted the gradient equation fu — ¢ = 0 into the state equa-
tion.

Before moving on with our exposition, we would like to devote some attention
to the derivation of the KKT conditions above. Specifically, we would like to
show how the initial time condition on the state variable v becomes a final time
condition on the adjoint variable (. The state and the gradient equations can be
derived similarly as in Section 1.3.1.

As in Section 1.3.1, we introduce an adjoint variable for each constraint in
(3.2) and consider the Lagrangian associated to (3.1)—(3.2)

t

1 (U s
L0010 G ) = [ 100 8) = v Ot + 5 | e ) Bt

2 0 0

tf a,U tf
+J (——V%—u—f,gﬂ) dt—I—J f (v — g)Condsdt
o \ 0t 0 Joo

+ fﬂ(ﬂ(l’, O) — ’U())C()dQ,
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where (-,-) is the L?-inner product in Q. As we are interested in deriving the
adjoint equation, we will consider only the Fréchet derivative of £ with respect
to v. In particular, we consider a generic direction w in an appropriate Hilbert
space and then write the Fréchet derivative of the term

[

. Ow . .
Integrating — by parts with respect to ¢, one can write

ot

()= (G o= [ (o5
+ (wla, ), Gala, ) ~ (w2, 0), Go(z 0)).

Then, following the strategy employed in Section 1.3.1, one can easily derive
that the Fréchet derviative of £ with respect to v is given by

b 6CQ 9 ty
dy L(v,u, Ca, Con, C0) = f (U — Uq — T V<(a, w) dt + f Coow dsdt
0 o0

f » é’ﬁCQdet—FJ . 8n w dsdt
+ (Cal, ty), w(z, tr)) — (Ca(,0), w(z,0)) + (o, w).

Setting the above expression equal to zero and choosing w appropriately as in
Section 1.3.1, one can easily obtain the adjoint equation as defined in (3.3). In
particular, the L?-inner product ((o(x, ), w(x,t;)) has to be zero for all direc-
tions w, implying that (o(z,t;) = 0, that is, we have derived the final condition
on the adjoint ¢ in (3.3). Finally, as done for the Poisson control problem in
Section 1.3.1, one can derive that, on the boundary 0€2, the normal derivative of
the adjoint variable (q is equal to —(sq, and that its initial condition (o (z,0) is
equal to (y. For this reason, we may only consider one adjoint variable ( for the
whole problem.

Problem (3.3) is a coupled system of (time-dependent) PDEs, consisting of a
forward PDE combined with a backward problem for the adjoint. Due to this
structure, when trying to find numerical approximation of the solution, an A—
stable method is usually applied for discretizing the time derivative, since this
will allow the user to choose any time step. In particular, the time step may
be independent of the spatial mesh-size. Further, in order to obtain a consistent
system of linear equations, both functions v and ( are approximated at the same
time points.

We now introduce methods for approximating the time derivative when solving
(3.3), and describe the resulting linear systems, starting with the widely-used
backward Euler method in Section 3.2.1, followed by the Crank—Nicolson method
in Section 3.2.2. For the remainder of the chapter, we discretize the interval (0, ts)
into n; subintervals of length 7 = Z—i, and we use the notation v, ~ v(z,t,),
Cn ~ ((z,t,) for our approximations for all x € €2, with ¢, = n7. Further, we will
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employ the same finite element basis {¢;}.", for the state v, the control u, and
the adjoint ¢, with n, € N.

3.2.1 Backward Euler Discretization

Many widely-used preconditioned iterative methods for the solution of time-
dependent PDE-constrained optimization problems of type (3.1)-(3.2) involve
a backward Euler discretization for the time variable [40, 138, 139, 167, 169, 186].
Applying this scheme gives the following system of equations:

( TMv, + L?%¢, — M¢py = 7MoY,  n=01,..,n,—1,

Cne = 0,
) Vo = 'UO,
T
_M’Un—"_LBE,UnJrl - EMCnJrl :Tfn+17 n 20717"-7nt_ 17
\

LBE

where = 7K + M, v° is the discretization of the initial condition for v, and

ey, = Lf(m)@ a0 (3.4)

Here, K and M are the stiffness and mass matrix in the chosen finite element
basis, respectively. With this notation, we obtain the following (symmetric) linear

system:
@BE (@BE)T o b]13E
FeS (R F
where
[ TM LPP
PBE — . UBE - —M LPE ’
™M - .
0 ~M LPF
r 0 (3.6)
* M v=[w)" ()7 .. (@)'],
OBE — B ’
_ - C=[()T )7 . @)T]

and the right-hand side vectors bP® and bJ¥ take into account the initial and
final-time conditions on v and (, as well as information from the desired state vy
and the force function f. Note that we have symmetrized the system by replacing
the discretized initial and final-time conditions with

(LBE)TCnt _ 0’ LBE'UO _ LBE'UO.

The structure of the previous system is very convenient from the point of view of
numerical linear algebra because it facilitates effective preconditioning.
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3.2.2 Crank—Nicolson Discretization and Symmetrization
of the System

Despite the convenient structure of the linear system arising from the backward
Euler method, the essential drawback is that the method is only first-order ac-
curate in time. For instance, if a second-order accurate method is used for the
spatial discretization, the numerical error is of order O(7) + O(h?), given suffi-
cient smoothness properties of the solution. Therefore, it is reasonable to choose
7 = O(h?). However, this leads to a large number of time-steps and hence ma-
trix blocks within the discretized problem, which will result in a linear system of
huge dimension, and hence an extremely high CPU time required for its solution.
In recent years, a significant effort has been invested in improving the accu-
racy of the discretized solution of time dependent PDE-constrained optimization
problems involving the backward Euler method: see [73] for an application of
deferred correction to time-dependent PDE-constrained optimization problems,
[40, 166, 167, 168] for low-rank tensor approaches to speed up the convergence
of backward Euler, [84] for a multigrid technique applied to optimal flow control
problems, and [187] for a preconditioned iterative solver for problem of the type
(3.1)—(3.2) that uses a reduction in dimensionality of the arising system.

We also highlight recent works in which higher-order time discretizations are
considered. For example, in [67] the authors derive a parallel-in-time algorithm
coupled with a gradient-based method, using a Lobatto IITA scheme in the time
variable, and in [40] the authors note that their low-rank method can also be
adapted to the Crank—Nicolson approach. We also point out [102], in which the
authors employ a leapfrog finite difference scheme in time for solving parabolic
optimal control problems, prove that second-order convergence is achieved and
that the method is unconditionally stable, then derive a parameter-robust multi-
grid solver for the discretized system. Other valuable approaches for addressing
time-dependent PDE-constrained optimization problems include multiple shoot-
ing methods [78], parareal schemes [105, 109], and ideas from instantaneous con-
trol [34, 83]. However, to the best of our knowledge, the crucial question of
preconditioning PDE-constrained optimization methods by exploiting the precise
matrix structures arising from higher-order discretization schemes in time has not
been resolved, perhaps due to the increased complexity in the structure of the
linear systems, an issue pointed out in [84] for instance. In this work, we aim to
reduce the dimensionality of the system which needs to be solved in order to ob-
tain a fixed accuracy for certain time-dependent PDE-constrained optimization
problems, by devising a fast and effective preconditioner for the linear system
arising from a Crank-Nicolson discretization, and hence reducing the number of
time-steps which need to be taken.

Remark 1. We note here that both backward Euler and Crank—Nicolson are un-
conditionally A-stable, that is, no restriction on T and h is required. There are
often other stability properties to consider when selecting an appropriate time-
stepping scheme: for instance Crank—Nicolson, as opposed to backward Euler, is
not L—stable, which is an important consideration when applying long-range in-
tegrations. For instance, in fluid dynamics one may be interested in integrating
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the problem until the physics reaches a steady state. In this work, we do not ad-
dress specific questions about stability properties of the two methods, but rather
whether it is possible, in principle, to take advantage of a higher-order discretiza-
tion scheme in the time variable for increasing the rate of convergence of solvers
for the optimal control of time-dependent PDFEs. It is likely that our proposed
method could be extended to time-stepping methods that achieve even faster con-
vergence than Crank—Nicolson, including L—stable methods. We highlight the ref-
erence [7], which considers the question of preconditioning linear systems arising
from L—stable methods for forward evolutionary PDEs.

Remark 2. We also note that, in order for Crank—Nicolson to achieve a provably
second-order convergence rate, we require the state v and the adjoint variable ¢
in (3.3) to have sufficient smoothness. Therefore, in the following discussion, we
allow the assumptions of reqularity and the results in [4, Sec. 3] to hold for the
problem considered.

Considering again (3.3), we now employ the Crank—Nicolson method for dis-
cretizing the time derivative. Denoting

L"=IK+M, L = K-M, M=-M N;=-—M,
2 2 2 28

we have that the numerical solution of (3.3) satisfies

M (v, + Vp1) + LG + L Cni = M (v + v,
L_vn + L+vn+1 - M/B (Cn + Cn-‘rl) = % (fn + fnJrl) )

forn =0,1,...,n,— 1, with M¢,, = 0 and Mvy = Mv° an appropriate discretiza-
tion of the final and initial conditions on ¢ and v, and f™ defined as in (3.4). In

matrix form, we write
A e )[e) 5] o
Ag Az ¢ by

where the vectors © and ¢ are the numerical solution for the state and adjoint
variables, and as before the right-hand side accounts for the initial and final-time
conditions on v and (, as well as the desired state v; and force function f. The
matrices Ay, i, = 1,2, are given by

M M Lt L~
Ay = R Ay = ,
. M M . Lt L~

I 0 M

[ M 0
_ L~ LT _ Mﬁ Mﬂ
A21— ) A22—_ .

L= LT Mﬂ M,B
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We immediately realize that the matrices A;; and Ayy are not symmetric, and
therefore no iterative method for symmetric matrices, such as MINRES, may be
applied to (3.7). We therefore wish to apply a transformation to (3.7) to convert
it to a symmetric system. We partition the matrix in (3.7) as

M| M LT L~ 0
0| M M Lt L~
M M Lt | L™
0 M
M 0
L= | Lt —Mﬁ _MB 0
L~ LT —Mg —Mg
| L= L ~Mps | —Mp |

Then if we eliminate the initial and final-time conditions on v and (, we can

rewrite
A Ap v b,
Ay —Ag ¢ by |’ (3.8)

<
i

A

with the vectors v, ¢, by, by modified accordingly, and the matrices A, ¢, = 1, 2,
given by

Mo [ Lt L™
M M .
All = 5 A12 = L+ I ) (39)
M M L+
L+ Mg Mg
A L= A (3.10)
21 = ) 22 = Mg ]% . .
L~ L* Mp
:XIQ

In order to symmetrize the system, we now apply the following linear trans-

formation:
T, 0
T = , (3.11)
0 Ty
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where

In, In

T

-~

:T1T

with T3, Ty € R(wna)x(mena) “and [, e R™*"= denoting the identity matrix. Then,

A Ap v o vl v b,
= =T , (3.13)
Ay Agg ¢ v -0 ¢ b,
|
A
where

o8 NI My M,
o=Tian=| M | e=ma,=| M 2 )
. 2M M e Mg
Mo My 20,

Note that the matrix ® resembles a P; Galerkin mass matrix; this is probably a
coincidence. Furthermore, it holds that

I+
TK L*
U=TyA,=| L~ 7K L7 = (ThApR)'".

L~ 7K L*
We have thus transformed (3.7) to a symmetric system using matrices 17, Th
which are easy and cheap to apply. Further, we may easily apply their inverses
to a vector using only a sequence of block updates. We also highlight the further
properties that
d =T ®dpT/, 0 = T,0pT), (3.14)
where _
M Mg
CI)D: , @D: s (315)
M M,
so we may work with the matrices ® and © cheaply, using T, T, ®p, Op.
Further, since both ®p and ©p are symmetric positive definite, the same holds
for ® and ©.
Therefore, in order to find an approximate solution to (3.3), we may now
consider the saddle-point system (3.13), to which we can apply a preconditioned
Krylov subspace method for symmetric indefinite matrices, such as MINRES.
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Remark 3. It is worth noting that, for a fized number of intervals n; in time, the
cost of a matriz—vector multiplication with the Crank—Nicolson system is slightly
more costly than that of backward Euler. Note first that the system (3.7) (without
applying the linear transformation T ) is more dense than (3.5), as the (1,1)- and
the (2,2)-blocks are block bidiagonal. This will imply a marginally higher cost
per iteration of the preconditioned Krylov subspace method for Crank—Nicolson,
which increases if we apply also the linear transformation T. However, as we
will see in the numerical results, the overall cost per iteration remains linear in
the number of unknowns, as the (1,1)- and (2,2)-blocks of the Crank—Nicolson
system are sparse and the matrices Ty, Ty, T; ', Ty ' are cheap to apply. Clearly,
in our numerical results we do not consider the same number of time-steps for
both backward Fuler and Crank—Nicolson methods, as the latter should require far
fewer steps for the same accuracy.

The work outlined here is based on an optimize-then-discretize approach, with
the Crank—Nicolson scheme applied in time for the discretization. This led to a
non-symmetric system to be solved. We would like to mention that the sym-
metrization of such a system outlined above may be avoided if one employs a
discretize-then-optimize approach coupled with a Crank—Nicolson discretization
in time. In fact, in this case the linear system to be solved would be symmetric
from the start, as we show here. Discretizing the cost functional (3.1) with the
trapezoidal rule and the heat equation (3.2) with a Crank—Nicolson method in
time, one has to solve the following QP problem:

1 - -
min  Jy(v,u) = 5(’0 — ) Op(v —vy) + guTq)Du (3.16)

subject to
Agl'l) = f + AH’U,, (317)

with vy = v° an appropriate discretization of the initial condition on v. Here,
vy and f are an appropriate discretization of the desired state vy and the force
function f, respectively, A;; and Ay are defined as in (3.9)—(3.10), and

M
2M

KA
!
I

Then, the first-order optimality conditions of (3.16)—(3.17) read as follows:

EI/)D'U + A2T1C = Bl,
Bdpu— AL ¢ =0, (3.18)
Anjv — Ajju = 52,

where the vectors b; and by account for the boundary and initial conditions on v,
as well as information from the force function f and the desired state vy. Clearly,
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the system above is symmetric. In addition, it is worth noting that some of the
blocks of the system (3.18) share a similar structure to the ones in (3.8). With
this in mind, one may adapt the preconditioning strategy described below for
deriving a preconditioner for the system (3.18). We will come back to this in the
following.

Before deriving the proposed preconditioner for the system (3.13), we would
like to spend some words on the transformations 7; and 75 defined in (3.12).
These transformations are (up to a factor of 2) averaging values at different
time levels, and arise from the time-stepping scheme that we are employing.
Specifically, we have that

1

A11:TQ®M, A22:BT1®M’
where
T T 1 1
2 2 T 2 2
T, = = :
T T T 11
2 2 2 2
T T 1
2 N 2
' . ~- S
=7 ::Tstep (319)
T 1
2 T 2
T T 11
= AT 2 2 _ 2 2
T,=T, = = '
T .
T T T 11
2 2 2 2

Note that the matrix ®, contains the time-steps adopted, while the matrix T,
contains the weights of the time-stepping scheme employed. In order to sym-
metrize the blocks Aq; and Asy we first find transformations that symmetrize the
matrices T and 7} respectively. Such transformations are clearly given by Ty,
and TSIep, respectively. Then, since the matrix M is symmetric and due to the
properties of the Kronecker product, it is easy to see that the transformations

1 1
TStep ® In, = 5T, TsIep ® I, = §T2

2
symmetrize the blocks A;; and Asy, respectively. It is worth noting that due
to the time-symmetry in the Crank—Nicolson scheme we can simplify the sought
linear transformations by multiplying the above expressions by 2. In addition,
from the expressions of 77 and T3 in (3.19), we can clearly see that the strategy
described above can be applied also if we employ a non-constant time-steps in the
discretization, as the matrices 7} and T3 defined in (3.12) will still symmetrize
the system (3.8). Finally, since the matrix Ty, contains the weights of the time-
stepping scheme employed, we can see how the strategy described above may be
extended to linear multistep methods other than Crank—Nicolson.
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3.3 Preconditioning Approach

In this section we describe an optimal preconditioner for the system (3.13), by
making use of saddle-point theory as well as suitable approximations for the
blocks of the matrix A.

As we discussed in Section 2.10, a good candidate for a preconditioner for
an invertible system of the form (3.13), with invertible ®, is the block diagonal
matrix Ps defined in (2.28). However, the preconditioner Ps defined in (2.28) is
not practical, as we noted in Section 2.10. For this reason, we wish to find a
suitable approximation Ps of P3, with

o 0
05|

or, more precisely, a cheap application of the effect of 733_ ! on a generic vector.
In the following section we commence by finding a good approximation of the
inverse of the matrix ®, then in Section 3.3.2 we describe the approach used for
approximating the Schur complement S.

Since we will benchmark our new preconditioning strategy against the pre-
conditioner derived in [139] for heat control after applying the optimize-then-
discretize approach with backward Euler time-stepping, we briefly describe the
preconditioner for the system (3.5), itself also a saddle-point system. In this case
the (1,1)-block ®BE defined in (3.6), is not invertible; a good preconditioner is

A~

Py =

found to be R
~ (I)BE O
BE
o[ 8]
where
M |
$BE — y : GBE _ (\IJBE_i_.M\BE)@)BI«:)A(\DBE_i_]w\BEf7
T
ETM |
(3.20)
with ~ ~
0
M
17BE T
M = — (3.21)
VB v
i VEM |

Here, 0 < £ « 1is chosen such that the (invertible) matrix ®BE is ‘close enough’ to
the matrix ®B¥ in some sense. The (1, 1)-block is approximated by a ‘perturbed’
matrix C/I\)BE, whose inverse is then applied within the matrix SBE. A term of the
form (3.21) is justified in Section 3.3.2.

Before devising a preconditioner for the linear system (3.13), we mention
it is possible to precondition the non-symmetric system (3.8). Naturally, we
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would need to apply a non-symmetric Krylov solver, such as GMRES [157], in
which case we could employ as an ‘ideal’ preconditioner the matrix P; defined in
(2.26). Although the forthcoming strategies to approximate the relevant blocks
of the preconditioner may be adapted to this case, it is not possible to prove
similar bounds on the eigenvalues as the one described in Theorem 5, nor could
convergence of the iterative method be described solely using the distribution
of the eigenvalues. For this reason, we focus our analysis on the symmetric
preconditioner Py defined in (2.28).

3.3.1 Approximation of the (1,1)-Block

We now focus on devising a preconditioner for the linear system (3.13), arising
from a Crank—Nicolson discretization, starting with a cheap and effective ap-
proximation of the matrix ®. We recall from (3.14) that ® can be written as
b = Tl(IDDTIT, with ®p defined as in (3.15). We observe that ®p is a block di-
agonal matrix with each diagonal block a multiple of M. Therefore, in order to
obtain a cheap approximation for ®, we require a suitable way to approximate
the inverse of a mass matrix. As discussed in [63, 64, 181] and in Section 2.4,
the Chebyshev semi-iterative method represents a cheap and effective way to do
this. From the discussion above, a good approximation of ® is therefore given by
o = T1(I)DT1T, with
M,
~ T
Pp = 5 - :
M.

where M. denotes a fixed number of steps (20, in our tests) of Chebyshev semi-
iteration applied to M. Further, since Ty and T, = T} are (block) upper- and
lower-triangular matrices respectively, we use simple (backward/forward) block
updates in order to apply their inverse operations.

It is trivial to prove the following, on the effectiveness of our approximation

of ®:
Lemma 1. The minimum (maximum) eigenvalue of d1® is bounded below

(above) by the minimum (mazimum) eigenvalue of M_ ' M.

3.3.2 Approximation of Schur Complement

We now find a suitable approximation for the Schur complement S of (3.13).
Recalling how the matrices ®, ¥, and © can be written as linear transformations
involving the matrices 77 and T5, we first rewrite S in the following way:

S =T0pT,) + ToAxn(T1®pTy ) "ANT) = T5[Op + Vp@ ' UL T, (3.22)

where we set
Up = AnTy . (3.23)
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It is hence clear that if we find a symmetric positive definite approximation gim
of
St = Op + Up® U], (3.24)

then S := T, 2§intT2T is a symmetric positive definite approximation of S. We may
therefore use the (generalized) Rayleigh quotient in order to find upper and lower
bounds for the eigenvalues of the matrix S ~1S as follows. Let A be an eigenvalue
of S71S with x the corresponding eigenvector; then
T STQ %
~ ~ x'S X Sin X
S71Sx =X x = Sx=ASx = \= x_ : (3.25)

~ ~ ~ /\/’
xTSx  XTSuX

where we set X = T} x # 0 and use (3.22) together with the definition of S. Thus

upper and lower bounds for the eigenvalues of S™1S are given by the maximum

and the minimum eigenvalues of S, ! Sin, respectively.

From (3.22), and due to the convenient structure of the matrices & and ©p
in (3.15), we can devise an approximation Siy; of Sy using the matching strategy
discussed in [139, 142] and in Section 2.11 as follows. We seek an approximation:

§int = (A9 + ]/\4\)@—1(,421 + M\)T ~ Sint (3.26)

such that §mt ‘captures’ both terms of Sj,, namely ©p and \I/DCIJE\I/}) (noting
that Ay @ 1A), = Upd'W]). We therefore wish that

Mo M = [M(Tf)—l] o7 [T;IJ\YT] ~ o). (3.27)

Using the definitions of ©p and ®p from (3.15), we obtain that for this to hold
the matrix M (T}")~! is given by

M
—~ T
Mp := M(T") ™ = — , (3.28)
2
VB v
and therefore
M
[ B (3.29)
- 2VB '
M M

Finally, our approximation of S is given by
S = Ty(Agy + M)D (Agy + M) Ty = (Agy + M)D, (Ayy + M)T,  (3.30)

with M as defined in (3.29), and the two expressions are equivalent since T
commutes with both Ay and M. To understand the effectiveness of this approx-
imation, we recall (3.25), telling us that we only need to study the spectrum of
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the matrix §i:ltlSim. We next rewrite Siy as follows:

St = (Agy + M) (A + M)T
= MO M T + Ay AL + MO AL + Apd M T
=Op + Up®,' U], + Mp®,' V), + Updp,' M)
= Oint T+ MD‘I)BI‘I’TD + ‘I’D(I)BIMB, (3.31)

where we have used (3.27), (3.14), (3.23), and (3.28) in turn.

Since Sy and Sj,; are symmetric positive definite, we again consider the
generalized Rayleigh quotient:

x| St X B a'a+b'b

R = — = ,
x'S,.x a'at+b'b+a’b+bla

(3.32)

where a = (Up®,"*)Tx and b = (0% Tx, noting from (3.15) and (3.28) that

@}7/2 - MDCDBI/Q. Working as in Section 2.11, since ® > 0 and © > 0, for
1

Theorem 1 we have R > 7

In order to find an upper bound for the Rayleigh quotient (3.32), we return
to (3.31). Noting that

1

Mpd;! = 75 ;

we can rewrite

~ 1
Sint = Sint + —= (U], + ¥p) .
t t \/B( D D)

Following the reasoning in [139] and the reasoning in Theorem 2, we can prove
that R < 1; from (3.32), this holds if

a'b+bla=x" (Mp®,' V], + Upd,' M) x = x" (U], +VUp)x

Sl

1
= \/—BZ—r (A;—ITQ +T2TA21)Z =0,

where the last line uses (3.23) and sets z = T, 'x. Therefore, we wish to show
that the matrix X = AJ, Ty + T, Ay is positive semi-definite. We easily obtain
that

oL L 0
x=I|1 N ,
2 oL L 0
L L | 2M
:YE =M
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with L = K + KT = 2K since K is symmetric. Furthermore, since K is positive
definite in this case, L is also positive definite. Moreover, it is clear that

2 Lz>0 Az Mz> = z'Xz>0. (3.33)

We now use the following classical result on Kronecker products (see [98,
Theorem 13.12], for instance) to show that £ is positive definite:

Theorem 3. Let X; € R™*™ have eigenvalues \;, © = 1,2,...,ny, and let
Xy € R™*™ haue eigenvalues py, | = 1,2,...,ny. Then, the niny eigenvalues of
X ® X, are
ALy oy Mgy A2l s+« oy A2flngy -+ s Apyy Mg -

Moreover, if x1,Xa, ..., Xny, are linearly independent right eigenvectors of Xy cor-
responding to i, Ao, ..., Amy, M1 < Ny, and 21,2, . .. ,Zy,, are linearly indepen-
dent right eigenvectors of Xao corresponding to i, fa, ..., fhmy, Mo < Mg, then
X; ®z; € R™™ are linearly independent right eigenvectors of X1 ® Xy correspond-
ng to Ny, 1 =1,2,....mq, [ =1,2,... ,ms.

Since both L and

2 1 1 1 1

are symmetrlc positive definite (since 7; has full rank) Theorem 3 gives that
L=T®Lis symmetric positive definite. Since M is clearly symmetric positive
semi-definite, we infer from (3.33) that X is symmetric positive definite, and
hence that
a'b+bla>0,
with a and b as defined above. Finally, for Theorem 2 the last inequality guar-
antees that the Rayleigh quotient R in (3.32) satisfies R < 1
We have hence proved the following result:

Theorem 4. Let Sy and Siy be defined as in (3.24) and (3.26) respectively, with
the matrices ®p, Vp, Op, Aay, ®, M defined as in (3.15), (3.23), (3.10), (3.14),
and (3.29). Then:

1
A5 Si) € l5’ 1] .

In Figure 3.1 we report the eigenvalue distribution of Smt Sint for a range of
values of 3, for a particular Dirichlet test problem.
Further, using Theorem 4 and (3.25), we can prove the following:

Theorem 5. Let S and S be defined as in (3.22) and (3.30), with the matrices
defined as in Theorem 4, and Ty, Ty as in (3.12). Then:

A(S719) e B 1] .
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Figure 3.1: Eigenvalues of §n_1t15int for B = 1077, j = 2,4, with d = 2 (z =
[x1, 22]") and t; = 2, employing Q; finite elements on an evenly spaced space-

time grid (—1,1)% x (0,2) with 7 = h = .

1

‘ =
0.9+¢
0.8+
&
0.7
06§ |
* [B=10"2
¥ * B=10"1
0.5

0 500 1000 1500 2000 2500 3000 3500
1

Remark 4. We note that no assumption has been made on the grid structure,
meaning that the bounds in Theorem 4 and in Theorem 5 still hold in case of non-
uniform meshes. In addition, the preconditioner above can be easily generalized
when Neumann or mized boundary conditions are imposed.

By Theorem 5, the matrix S in (3.30) is an effective approximation of the
Schur complement S defined in (3.22). We highlight that solving (exactly) a sys-
tem involving the matrix S is costly, so we look for a cheap approximation of the
effect of S™! on a generic vector. From (3.30), it is clear that the bulk of the work
involves approximately applying the inverse of Aa; + M and its transpose. From
(3.10) and (3.29), we have that Ay + M is block-lower triangular, and a cheap
application of its inverse on a vector is given by block-forward substitution, with
each block diagonal approximated using a fixed number of V-cycles of a multigrid
routine, for example. The matrix (Ay; + M) can be handled analogously using
block-backward substitution.

Before showing the robustness of the proposed preconditioner, we would like
to spend some words on the linear system (3.18) arising from a discretize-then-
optimize approach. In matrix form, we rewrite system (3.18) as

op 0 Af v by
0 Bép, —A] w =1 0,
Ay —Ap 0 ¢ b,

which presents a saddle-point structure. In this case, an optimal preconditioner
is given by

dp 0 0
Ps = 0 B®p 0 |,
0 0 S
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where

S = Ay ®p AL + A (Bdp) TA]

oM

) M
= AglgI/)BlA;—l + —T2 T TQT

20 v,

_ QMB ) _
Mg
= Agl(\I/)BlA;rl + T2 e TQT
Mg
20
55

Then, we can rewrite g = o < o
S = Ty(6p + Ipd,'0])17

with \TJD = Ty 'Ay. From here, we can see that the strategy described above
may be extended also to the case of the discretize-then-optimize approach. Of
course, one should prove the optimality of such a preconditioner, which we do
not address here. However, supposing that the derived preconditioner is optimal,
one could also apply the discretize-then-optimize strategy to the problems we will
consider in the following chapters.

3.4 Numerical Results

We now provide numerical evidence of the effectiveness of our preconditioning
strategy. Below, we show how this preconditioner results in more rapid conver-
gence than the state-of-the-art backward Euler solver with the existing precondi-
tioner of [139], for the heat control problem.

In all our tests we consider only Dirichlet boundary conditions (i.e., 0Q2y =
&), but we emphasize again that the method is easily generalized to Neumann
and mixed boundary conditions. We implement a finite element method, using Q;
basis functions for state, control, and adjoint variables. As discussed in Section
3.3.1, when approximating the (1, 1)-block it is trivial to invert both matrices T}
and T, = T}, and we apply 20 steps of Chebyshev semi-iteration to each mass
matrix on the diagonal of ®p. For the approximation of the Schur complement,
we employ block-forward and block-backward substitution to solve for the matrix
Ag1 + M and its transpose, and approximate each block on the diagonal with 3 V-
cycles of an appropriate multigrid routine, unless otherwise stated. Specifically,
we employ the HSL_MI20 solver [22] for approximating each block diagonal. The
iteration count for all tests presented starts from 0. All tests are run on MATLAB
R2018b, using a 1.70GHz Intel quad-core i5 processor and 8 GB RAM on an
Ubuntu 18.04.1 LTS operating system.
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We benchmark our method against the backward Euler method coupled with
the bespoke, mesh- and S-independent preconditioner derived in [139], for the
heat control problem (3.1)-(3.2). Here, d = 2 (so x = [z, z2]"), Q = (=1,1)%,
tf=2,f:O,and

2 T\ 2 ™\
va(x1, 20,t) =1+ l<% +?> e + (1—m — ?> e]s(ml,xg),

T

where s(x1,72) = cos ("5*) cos ("52). The analytic solutions to this problem are:

2 2
_ ¢ ¢
v(xy, o, t) =1+ (7256 f E 7Tz)ﬁe ) s(x1, xa),

<(9§1,$2,t) = (etf - et) 8(1‘1,932),

with initial condition vy and Dirichlet boundary condition g obtained from this
v.

In our first tests, we consider a (spatial) uniform grid of mesh-size h = 217,
with 1 the level of grid refinement, and set 7 = h? for the backward Euler scheme
and 7 = h for Crank—Nicolson, motivated by the predicted convergence rates of
these methods. We test both schemes with a range of values of h and 3, running
preconditioned MINRES to a tolerance of 107% on the relative residual norm. We
take £ = 1073 in (3.20)—(3.21) for the backward Euler implementation. Tables
3.1-3.3 present the number of MINRES iterations it required by each method
for a range of 3, the CPU time taken in seconds, and the relative errors veyor and
Cerror (In the scaled vector £*-norm) obtained for the state and adjoint variables.
Specifically, for the state variable we define

s — UiSOI|

Verror = | 'UiSOI |

., with i = argmax |v; — v,
1

with v; and v;°! the entries of the computed solution v and the (discretized)
exact solution for v; in the same way we define the error for the adjoint variable.
In Table 3.4 we report the degrees of freedom for each problem solved, together
with the average time per iteration required to apply the inverses of the (1,1)-
block and the Schur complement within the preconditioners employed for the two
methods, for 5 = 1073. We emphasize that we obtain similar results for the other
two values of 3, so for the sake of brevity we do not report these. Further, in
order to show that our new preconditioner does not require a constant mesh-size,
we also test our solver on a piecewise-uniform Shishkin mesh [95] with transition
points 0.5 and —0.6 on the two spatial axes. We report in Table 3.5 the resulting
MINRES iterations and CPU times; here, for level of grid refinement 1, 2*~!
mesh points on each axis are either side of the transition point. We note that
for this particular example we apply 5 V-cycles whenever a multigrid routine is
required, in order to allow for the additional difficulty for the multigrid solver
with a non-uniform grid.

44 means that the solver ran out of memory.
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Table 3.1: Heat control problem: MINRES iterations, CPU times, and resulting
relative errors in v and ¢, for 8 = 1072

Backward Euler Crank—Nicolson

lt ‘ CPU ‘ Uerror ‘ gerror it ‘ CPU ‘ Uerror ‘ Cerror
22 | 0.71 | 2.8907e-2 | 9.3751e-3 || 17 | 0.16 | 6.1670e-3 | 9.8782¢-3
23 | 4.57 | 1.4472e-3 | 2.3445e-3 || 20 | 0.47 | 1.3137¢e-3 | 2.2102¢-3
23 | 39.2 | 3.6034e-4 | 5.8555e-4 || 20 | 2.18 | 3.2492e-4 | 5.4963¢-4
24 | 536 | 9.0050e-5 | 1.4634e-4 || 20 | 14.2 | 8.1064e-5 | 1.3721e-4
T4 — — - 20 | 116 | 2.0278e-5 | 3.4425e-5
T — — — 20 | 1038 | 5.0895e-6 | 8.5887e-6

CO| 3| O| O = | WI| H

Table 3.2: Heat control problem: MINRES iterations, CPU times, and resulting
relative errors in v and ¢, for 8 = 1073.

Backward Euler Crank—Nicolson

it [CPU| Wewor | Garor | it [CPU| Wemwor |  Cerror

25 | 0.79 | 1.3769e-2 | 1.3732¢-2 || 18 | 0.16 | 9.6046e-4 | 1.5371e-2
24 | 4.57 | 2.3059e-3 | 3.4227e-3 || 20 | 0.53 | 1.9959%¢-4 | 3.5192¢-3
25 | 42.5 | 5.0815e-4 | 8.5306e-4 || 21 | 2.29 | 3.7307e-5 | 8.0235e-4
27 | 597 | 1.2430e-4 | 2.1314e-4 || 21 | 14.8 | 9.2697e-6 | 2.0067e-4
i - - - 21 | 121 | 2.4974e-6 | 5.0395e-5
T - - - 21 | 1089 | 8.3046e-7 | 1.2632e-5

OOl | O O W= | Wil

Table 3.3: Heat control problem: MINRES iterations, CPU times, and resulting
relative errors in v and ¢, for 8 = 10~

Backward Euler Crank—Nicolson

lt ‘ CPU ‘ Uerror ‘ CeITOI‘ it ‘ CPU ‘ Uerror ‘ CeI'I‘OI'

18 | 0.67 | 1.0649¢-2 | 1.4138¢e-2 || 16 | 0.16 | 6.2442¢-4 | 1.6239¢-2
24 | 6.12 | 1.0727e-3 | 3.5073e-3 || 19 | 0.55 | 2.2555¢e-4 | 3.5765¢-3
26 | 47.0 | 1.7096e-4 | 8.7596e-4 | 22 | 2.44 | 5.6915e-5 | 8.7154e-4
23 | 513 | 4.0696e-5 | 2.1973e-4 || 22 | 15.6 | 1.4861e-5 | 2.1171e-4
T — — — 22 | 127 | 4.0217e-6 | 5.2142e-5
T - — — 22 | 1139 | 2.6336e-7 | 1.3867e-5

OOl | O O W= | Wil +

We see from Tables 3.1-3.3 that the Crank—Nicolson approach with our new
preconditioner achieves more accurate solutions than the backward Euler method,
in lower CPU time. Comparing the results for grid refinement 1 = 4,5, 6, that is,
for h = 273,274,275, this can occur in orders of magnitude lower CPU time for
the tests presented here. This is clear because the size of the system required to
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Table 3.4: Heat control problem: degrees of freedom (DoF) and (average) CPU
times required for inverting the two blocks of the preconditioners, for 5 = 1073,

Backward Euler Crank—Nicolson
1 DoF CPU & | CPU S | DoF | CPU® | CPU S
3 3234 0.0011 0.028 784 0.00038 | 0.0075
4 58,050 0.0091 0.16 7200 0.0013 | 0.023
5 985,986 0.12 1.40 61,504 0.0078 | 0.088
6 16,264,962 1.78 17.8 508,032 0.059 0.56
71| 264,289,794 - - 4,129,024 0.49 4.31
8 || 4,261,608,450 - - 33,292,800 5.33 37.7

Table 3.5: Heat control problem: MINRES iterations and CPU times with non-
uniform grid, for a range of 1 and f.

1072 1073 1074
it | CPU | it [ CPU | it | CPU
20| 0.76 || 21| 0.85 || 19| 0.88
20 | 4.15 || 21| 4.25 || 22 | 4.83
20 | 28.1 [ 21| 29.2 || 22| 30.6
20| 223 || 21 | 234 || 22| 245
20 | 1946 || 24 | 2324 | 23 | 2232

0| | O O b=~

obtain a fixed accuracy should grow like O(h™*) for backward Euler as opposed
to O(h™3) for Crank—Nicolson, and the effectiveness of our new preconditioner
allows this to materialize in terms of CPU time. For instance, with this 2 and ¢,
the choice h = 275 leads to a (Schur complement) system of dimension 8, 132, 481
for backward Euler and 254,016 for Crank—Nicolson, with the total number of
degrees of freedom being 16, 264, 962 for backward Euler and 508, 032 for Crank—
Nicolson; as our preconditioner is optimal for all values of 3, h, and 7, this leads
to a substantial speed-up. Further, our preconditioned Crank—Nicolson approach
is also able to obtain a solution for levels of refinement (e.g., 1 = 7) for which
preconditioned backward Euler runs out of memory. From Table 3.4 it is also
possible to understand the reason behind the latter: with our choice of 7 for
level of refinement 1 = 7, the total number of degrees of freedom is 264, 289, 794;
thus, simply storing the right-hand side vector requires approximately 2 GB of
memory. We would like to note that, in order to overcome the running out of
memory, one can exploit the Kronecker structure of the linear system arising
from either a backward Euler or a Crank—Nicolson discretization, and employ a
low-rank approximation of the problem, see for example [40, 166, 167, 168].

As expected, due to the bounds in Lemma 1 and Theorem 5 being independent

100



of h, 7, and (3, the number of MINRES iterations in Tables 3.1-3.3 for the Crank—
Nicolson method are roughly constant. Further, we can clearly see that the cost
per MINRES iteration (as well as for the overall process) scales linearly with the
problem size. This is also evident from Table 3.4, which shows the average time
required to apply the preconditioner for Crank—Nicolson is linear in problem size.
The second-order convergence of Crank—Nicolson is evident from Tables 3.1-3.3,
until the MINRES tolerance causes slight pollution of the discretized solution
(note vVeror for 1 = 8 in Table 3.2 in particular). From Table 3.5 we also note the
robustness of the preconditioner for a non-uniform grid.

We emphasize the importance of the choice of the multigrid routine to approx-
imate the diagonal blocks of Ay; + M and its transpose. To demonstrate that our
choice is appropriate, we compared the iteration numbers in Tables 3.1-3.3 with
those obtained by applying the approximate inverses of each diagonal block of
A1+ M and its transpose using MATLAB’s backslash routine, running the tests
for the coarsest levels of refinement 1 = 3,4, 5; we report the results in Table 3.6.
We verified that the number of MINRES iterations for reaching convergence was
the same as shown in Table 3.1-3.3, up to a difference of at most one iteration
(only for 1 = 3 and backward Euler). This shows that the choice of 3 V-cycles of
the HSL_MI20 solver is optimal, as it resembles an “exact” solution closely enough.
We also compared the results in Table 3.2 (for 8 = 107%) with those obtained
using 5 V-cycles of the AGMG algebraic multigrid routine [118, 121, 122, 123], for
all levels of refinement 1. We report the number of MINRES iterations required
when employing 5 V-cycles of the AGMG algebraic multigrid routine in Table
3.7. The numbers of iterations is the same for all levels of refinement, apart from
the backward Euler system with 1 = 3 which requires one more MINRES iter-
ation using AGMG, and the Crank—Nicolson system with 1 = 8 which requires
three more iterations. This shows that AGMG is also a viable choice of multigrid
routine provided more V-cycles are applied, however we elect to use 3 V-cycles
of the HSL_MI20 routine to achieve a more computationally efficient solver.

Table 3.6: Heat control problem: MINRES iterations, employing MATLAB’s
backslash for applying the approximate inverses of each diagonal block of Aa; +
M and its transpose, for a range of 3.

Backward Euler | Crank—Nicolson

B B
10211023107t 102]103] 107"
it it it it it it
22 26 17 17 18 16
23 24 24 20 20 19
23 25 26 20 21 22

OY =~ W+

Finally, we comment on the issue of potential parallelism. Examining (3.20),
the (1,1)-block ®B¥ of the backward Euler preconditioner (as opposed to the
Schur complement approximation SBE) affords an embarrassingly parallel imple-
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Table 3.7: Heat control problem: MINRES iterations, employing 5 V-cycles of the
AGMG multigrid routine for applying the approximate inverses of each diagonal
block of Ay + M and its transpose, for 8 = 1073,

Backward Euler | Crank—Nicolson
1 it it
3 26 18
4 24 20
5 25 21
6 27 21
7 T 21
8 T 24

mentation, that could in principle alter the balance of complexity between the
two approaches shown in Tables 3.1-3.3. However, as we can see from Table 3.4,
the average cost per iteration for (approximately) inverting ®BF is negligible, in
fact an order of magnitude lower in CPU time than the cost of (approximately)
inverting SBE. Therefore, even with a “parallel” implementation of the backward
Euler solver, our preconditioner for the Crank-Nicolson method would outper-
form it. We also point out that, if a parallel implementation of SB¥ is possible,
this could be adapted to the Crank-Nicolson system, as the structure of S is sim-
ilar to SBE. A parallel implementation of ® may also be carried out, by suitably
permuting 77 and 75 and applying their inverse operations in parallel.

We can therefore conclude that the Crank—Nicolson method, coupled with our
new preconditioner, is significantly more potent that the widely-used precondi-
tioned backward Euler method for all values of 5.

3.5 Summary and Comments

In this chapter, we have applied an optimize-then-discretize strategy to tackle the
optimal control of time-dependent PDESs, coupled with a Crank—Nicolson scheme
in time. We have devised an invertible linear transformation that symmetrizes
the resulting linear system, and derived a new, fast, and robust preconditioner
for the saddle-point matrix, which possesses a complex structure. We have also
proved that the Schur complement approximation used is optimal with respect
to all parameters involved through bounds on the eigenvalues, and therefore that
the preconditioner is optimal and scales linearly in CPU time with respect to
matrix dimension. Finally, we have presented numerical results to demonstrate
the effectiveness and speed of our preconditioned Crank—Nicolson method. In the
following chapters, we will build on the strategy described here to tackle more
complex problems.

Before moving on in our exposition, we would like to spend some words on
the strategy presented in this chapter. Specifically, we would like to comment
on the choice of eliminating the initial and the final time conditions on the state
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and the adjoint variables. With this choice, rather than considering the system
in (3.7), we have been working on the linear system defined in (3.8), and, by
applying a suitable invertible transformation, we were able to transform it into
the symmetric matrix (3.13).

We want to highlight here that it is possible to apply a transformation similar
to (3.11) and transform the system (3.7) into a symmetric one. In fact, by
applying the linear transformation

> TQ 0

= l 0 T ]
to the system (3.7), we can still obtain a symmetric matrix. However, in this case
the preconditioner we derive employing the matching strategy will not be optimal
anymore, as we are not able to derive bounds as in Theorem 5. In particular, the
upper bounds will not hold any more, as the corresponding mixed term will be
indefinite. In addition, by employing the transformation 7', the Schur complement
approximation that one derives by employing the matching strategy will not be so
easy to invert, as the approximation requires one to solve for a block tridiagonal
matrix and its transpose, as well as multiplying with block diagonal matrix. In
practice, not only we would lose optimality of the preconditioner, but we would
also have to solve for a more complex Schur complement! This shows how a small
change in perspective could lead to an impressive improvement of the solver. In
addition, we would like to mention that the change in perspective we described
above was not immediate, but a result of considerate thought. In practice, we
needed to “get ready” before “seeing” this strategy. And now the reader is also

able to understand the meaning of the inspirational quote at the beginning of the
chapter.
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Chapter 4

Preconditioning Time-Dependent
Convection—Diffusion Control
Problems with Crank—Nicolson
Discretization in Time

“Chello che ¢ stato ¢ stato, basta! Ricomincio da tre!

-Da zero!

-Eh?

-Da zero! Ricominci da zero!

-Nossignore, ricomincio da... cioé, tre cose me so’ riuscite dint’
‘a vita, pecché aggia perdere pure chelle? Che aggia ricomincia’
da zero?! Da tre!l”

[“~What’s past is past, enough! I'm starting over from three!
-From zero!
-Eh?
-From zero! You're starting over from zero!
-No, I'm starting over from... I mean, three things I succeeded
in in my life, why should I lose these too? Should I start over
from zero?! From three!”]

— Massimo Troisi, Ricomincio da tre

In the previous chapter, we derived an optimal preconditioner for the heat
control problem when a Crank—Nicolson discretization is employed for approxi-
mating the time derivative. We want now to build on the advances achieved for
the heat control problem, and generalize the preconditioner derived in Section
3.3 to more complex problems (quoting the inspirational quote above, we are
“starting over from Chapter 3”). A natural extension of the heat control prob-
lem includes also a convection term in the PDE under examination: in this case,
the problem we want to tackle is the time-dependent convection—diffusion control
problem. The content of this chapter is based on some of the work in [100].

This chapter is structured as follows. In Section 4.1 we introduce the problem
we consider, that is time-dependent convection—diffusion control, and outline the
matrices arising upon discretization of such a problem as well as a stabilization
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technique used for convection—diffusion control. In Section 4.2 we describe the
linear systems obtained upon discretization of the first-order optimality condi-
tions, and employ the linear transformation (3.11) which allows symmetrization
of the linear system obtained from the Crank—Nicolson method. As for the heat
control problem, this enables us to apply the symmetric iterative solver MINRES
[128], which is highly desirable from the perspective of proving convergence of
the iterative method. In Section 4.3 we extend the results of the preconditioner
derived in Chapter 3 to time-dependent convection—diffusion control problems,
using saddle-point theory along with suitable approximations of the (1, 1)-block
and Schur complement, and provide eigenvalue results for the preconditioned
linear system. In Section 4.4 we demonstrate our new preconditioner’s efficiency
and robustness with respect to all parameters involved in the convection—diffusion
control problem.

4.1 Problem Formulation

As above, in this chapter we consider the fast and robust numerical solution
of time-dependent PDE-constrained optimization problems. In particular, we
examine distributed convection—diffusion control problems of the form:

tr
min J (v, u) J J\vxt — va(x, t)|2det+6f f]u:ct|2det (4.1)

v, U

subject to
( Ov .
—t—€v2U+W Vo=u+ f(z,t) inQx(0,tf),
0
v(x,t) = gp(z,t) on 0Qp x (0,t5),
J N (4:2)
%( t) = gn(z,t) on dQn x (0,ty),
\ v(x,0) = vo(z) in Q,

where the variables v, vy, and u are the state, desired state, and control variables,
respectively, 8 > 0 is a regularization parameter, ¢ > 0 is the diffusion coefficient,
and w is a divergence-free wind (or flow) vector (i.e., V- w = 0). The problem
is solved on a spatial domain Q = R? d € {1,2,3}, with boundary such that
00 = 00p U Ay, Qp N QN = &, up to a final time ¢t; > 0, that is (z,t) €

0
Qx(0,tr). Here — ! —(z,t) represents the (outward) normal derivative of v on €y.
n

The functions f, gp, gn, and vy are known.

In (4.2), the term —eV?v denotes the diffusive element, and the term w -
Vu represents convection. In physical (real-world) problems, as pointed out for
example in [44, Ch. 6], convection typically plays a more significant physical role
than diffusion. In particular, defining the Péclet number as Pe = Le|w| /e, where
Le denotes the characteristic length for the domain €2, we have that Pe » 1 for
many practical problems. However this in turn makes the problem more difficult
to solve [44, 150] as the solution procedure will need to be robust with respect to
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the direction of the wind w and any boundary or internal layers that form. The
presence of boundary or internal layers is also an issue that we have to deal with
when discretizing the convection—diffusion differential operator. Indeed, when
solving a convection—diffusion problem, a stabilization procedure is often utilized
in order to ‘capture’ all the layers.

4.1.1 Discretization Matrices and Stabilization

To illustrate the matrices involved in the finite element discretizations of the
optimal control problem under examination, consider a standard Galerkin finite
element discretization for the (steady-state) convection—diffusion problem:

—eVu+w- Vo =u+ f(z) in 2. (4.3)

Letting {¢;};=; be the same finite element basis functions for v and u, then we
would like to find approximations v(x) ~ > vi¢;, u(x) ~ Y77, uid;. We recall
that for control problems of the form (4.1)—(4.2) it is possible to choose different
bases for v and u, but it is often preferable to use the same finite element basis
functions for both the state and the control, and we do so here to obtain a system
of convenient structure, as we will eliminate the control variable a priori. Letting
the vectors v = {v;}=;, u = {u;}.=,, a discretized version of (4.3) is

Lv:=(eK + N+ Wy)v = Mu + f,

where K and M are the stifflness and mass matrix in the chosen finite element
basis, respectively, and

N = bl e [ (v Vas e,
F= e, fim L fé:da,

and the matrix Wy, denotes a possible stabilization matrix for the convection
operator; here, the subscript denotes the dependence on the wind w. Note that
these definitions exclude the effects of the boundary conditions: for instance, if
non-zero Dirichlet conditions are present extra terms will appear in f relating
to these, and the appropriate dimensions of the matrices will depend on the
structure of the boundary conditions. We recall that K is generally referred to as
a stiffness matrix, and is symmetric positive definite (unless 02p = J in which
case it is symmetric positive semi-definite), and M is referred to as a mass matrix,
which is symmetric positive definite. The matrix N is skew-symmetric (meaning
N + NT = 0) in the case of Dirichlet problems; otherwise we obtain that [44,
Sec. 6.5]

ng + ny = Giw -nds
PO

using the Divergence Theorem, where n denotes the (outer) unit normal vector.
In this latter case the spectral properties of the matrix H := N + NT, which can

106



be indefinite, will be useful for our subsequent analysis. Defining the boundary

mass matrix Mg, = {mZQN ii—1, Where mZQN = SaQN ¢;¢; ds, and letting ¢ =
max, |w|, we may write
Ng Nz
Y (H + cMaay )y = D > v U (W n+c)digy dS] i
i=11=1 oy

:f (W-n+c)y*ds =0
QN

for any 0 # y € R™, where we set y := >, y;¢;. Therefore,
H > —CM(}QN, (4'4)

where the notation T; > T means Y1 — 15 is positive semi-definite. This obser-
vation will be useful when discussing our approach for problems with Neumann
or mixed boundary conditions.

Concerning the stabilization scheme used for solving the forward convection—
diffusion problem, a popular stabilized finite element method is the Streamline
Upwind Petrov—Galerkin (SUPG) method [87]. This stabilization method mod-
ifies the right-hand side f, aside from adding a further matrix arising in the
discretization of the differential operator. In fact, for the forward problem the
stabilization is defined as

W =A{walii_,, wa= 5L(W~V¢i)(w~v¢l)d§2—eéZJA (V2¢)(w-V)dQ,

where A,, is the m-th element in our finite element discretization, while the
right-hand side f is defined as

f={f" fiZJQf¢idQ+5fow~V¢idQ.

Here, the parameter § > 0 is called the stabilization parameter. The SUPG
method has been proven to have order of convergence of O(h*?) in the stream-
line diffusion morm® in the case of the forward convection—diffusion equation
when using bilinear finite elements for instance [44, Ch.6]. However, as pointed
out in [35, 79], applying this scheme to the (steady-state) control problem gives
rise to extra difficulties. Specifically, in [35] it has been shown that applying the
scheme to the control problem with the discretize-then-optimize strategy leads
to symmetric discrete equations in which the discrete adjoint problem is not a
consistent discretization of the continuous adjoint problem, whereas the optimize-
then-discretize approach gives rise to a different, non-symmetric discretized sys-
tem which therefore does not possess the structure of a discrete optimization
problem. Further, in [79] the authors prove that the order of convergence of the
SUPG method applied to the control problem is only linear in the presence of
boundary layers. In this work, we thus employ the adjoint-consistent Local Pro-

5The streamline diffusion norm is defined as |[v]sq := (¢|Vv|? + 6||w - Vu|?)V/2.
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jection Stabilization (LPS) approach described in [11, 12, 23, 141], for which the
discretization and optimization steps commute in the stationary case. Further,
these stabilized finite elements leads to an order of convergence of O(h*?) for
the L2-error [12], which is optimal on general quasi-uniform meshes for the for-
ward problem, see, e.g., [188]. Before describing the LPS formulation in detail,
we mention that the strategy described in this work can be employed with any
stabilized finite element method for which the stabilization of the adjoint of the
convection operator is equal to the adjoint of the stabilization applied to the
forward operator, that is to say W_,, = (Wy)'. In the LPS formulation, the
stabilization matrix W, is defined as

We ={waliis,, wa= 5L[W-V¢iﬂh(W-ngi)][W~V¢l*7rh(w~v¢l)]dﬂ. (4.5)

Here, 6 > 0 denotes a stabilization parameter, and 7, is an orthogonal projection
operator. From (4.5), the matrix W, can be viewed as a shifted discrete diffusion
operator associated with the streamline direction defined by w. It is symmetric
and positive semi-definite, as shown by following the working in [44, p. 17]: letting
0 #y € R™, and setting 7}, = m,(W - V), y := D% iy, T 1= D 0%, vy, we
have

Ng Ng

Yy Way =0> > UQ[W Ve —mi][w - Ve — )] dQ] Ui

i=11[=1

=5J (W-Vy—7)(w-Vy—7)dQ =6 |lw - Vy —T[j2 =0,
Q

where we have used that >, y; V¢, = Vy.

For the convergence of the method, we require 7, to be an L*-orthogonal (dis-
continuous) projection operator defined on patches of the domain (2 that satisfies
the approximation and stability properties specified in [12], where by a patch we
mean the union of elements of our finite element discretization; the projection
operator m, is left free to be discontinuous on the edges of the patches. In our
implementation we will make use of Q; elements, so the domain is divided into
patches consisting of 2 elements in each dimension. To ensure the aforementioned

properties are satisfied, as in [11] we define 7, as

1 2
maly = [ adp. Vo< 2@) (4.6)

where 7j,(q)|, is the restriction of m,(q) to the patch P, and |P| is the (Lebesgue)
measure of the patch. We refer again to [12] for the theoretical proof of the
convergence of this method with this definition of the local projection operator.
In order to simplify the notation we note that, from the definition (4.5) of Wy, with
the choice of (4.6) as local projection operator, it results that Wy, = (Wy)' =
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W_y =: W. As in [44, p. 253], we choose § locally on each patch P, as 6,,, with

h—’”<1 1) if Pe,, > 1,

Om = 2HVVmH N Pe,,

0 if Pe,, <1,

where ||w,,| is the (vector) ¢*-norm of the wind at the patch centroid, h,, is a
measure of the patch length in the direction of the wind, and Pe,, = | W, hn,/(2¢€)
is the patch Péclet number.

We observe that, with this (non-constant) choice of §, the matrix W is still
positive semi-definite. To prove this, it is sufficient to define " = u(W-Vi)lp,,
and T, == >*, v locally on each patch and then proceed as above, obtaining

y' Wy = 25mHW -Vy — %m”%%Pm) > 0.

The spectral properties of the matrices K, M, and W (whether Dirichlet, Neu-
mann or mixed boundary conditions are imposed) will be useful later, when
discussing the optimality of our preconditioning approach.

Informed by the definitions of this section, we make the following assumption
when carrying out the theoretical analysis in the remainder of this chapter, and
later discuss how our methodology could be applied if the assumption is relaxed:

Assumption 1. We assume w is such that w-mn = 0 on dQy. In case a pure
Dirichlet problem (i.e., 0Qy = &) is solved, we remove this restriction on the
wind wW.

When Assumption 1 holds, the matrix H = 0. There are a number of wind
vectors w that satisfy the property above on the whole of 0f), see for example
the well-known ‘recirculating wind’ example described in [44, p. 240].

4.2 First-Order Optimality Conditions and Dis-
cretization in Time

We now describe the strategy used for obtaining an approximate solution of (4.1)—
(4.2). We apply an all-at-once approach coupled with the optimize-then-discretize
scheme, in which the continuous Lagrangian is used to arrive at first-order opti-
mality conditions, which are then discretized. For simplicity the working of this
section considers Dirichlet boundary conditions, that is 0€2p = 0€2, but it may be
readily extended to problems where 0Q2p < 0€2. Introducing the adjoint variable
¢, we consider the Lagrangian associated to (4.1)—(4.2) as in [12]. Then, by de-
riving the Karush-Kuhn-Tucker conditions, the solution of (4.1)—(4.2) satisfies

109



(see, for instance, [12] for stationary convection—diffusion control):

( 0v 9 1 . )
— —eVo+w-Vo=—=(C+f inQx(0,t)
ot B state
v(z,t) = g(z,t)  on 2 x (0,ty) equation
v(z,0) = vo(x) in
) 5 ) (4.7)
——=—eV¥(—-w-V( =v,—v inQx(0,t)
ot adjoint
Cla,t) =0 on 2 x (0,ty) equation
| C(l‘, tf) =0 in {2

where we have substituted the gradient equation Su — ¢ = 0 into the state equa-
tion.

Problem (4.7) is a coupled system of (time-dependent) PDEs; consisting of
a forward PDE combined with a backward problem for the adjoint. As done
in Chapter 3, we will employ a Crank—-Nicolson discretization for approximating
the time derivative, since this will allow the user to choose a time step that
is independent of the spatial mesh-size. Again, in order to obtain a consistent
system of linear equations, both functions v and ( are approximated at the same
time points. For the remainder of the chapter, we discretize the interval (0, )
into n; subintervals of length 7 = i—i, and we use the notation v, ~ v(x,t,),
Cn ~ ((z,t,) for our approximations for all z € Q, with ¢, = nr.

Considering again (4.7), we now employ the Crank—Nicolson method for dis-
cretizing the time derivative. Denoting

L*=lp+M L =lL-M M=IM N;=-_—M,
2 2 2 28

we have that the numerical solution of (4.7) satisfies

M (v + V1) + (L) o+ (L) Coir = M (v} + 03+

_ ~ T (en n
L v, + L+Un+1 - M,B (Cn + Cn+1) = 5 (f + f +1) ’

forn =0,1,...,n,—1, with M¢,, = 0 and Mv, = Mv° appropriate discretizations
of the final and initial conditions on ¢ and v, and f" defined as in (3.4). In matrix

form, we write B B B
Ay Agg v b,
_ _ _ =1 _ , (4.8)
Ag Ago ¢ b,

where the vectors © and ¢ are the numerical solution for the state and adjoint
variables, and as before the right-hand side accounts for the initial and final-time
conditions on v and (, as well as the desired state vy and force function f. The
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matrices flij, 1,7 = 1,2, are given by

M M (LHT (L)'

P .‘_' ) | Fo |
1 MM " (LT (L)T

i 0 M

[ M 0
_ L= Lt _ MB Mg
A = N ; Agpp = — - .

i L~ LT Mlg Mﬁ

As done in Section 3.2.2 for the heat control problem, if we eliminate the
initial and final-time conditions on v and (, we can rewrite

A A v B b,
Ay —An || ¢ ]| | b2 ]

.

g

A
with the vectors v, ¢, by, by modified accordingly, and the matrices A;;, 4,7 = 1,2,
given by

M (L)' (L)'
| M | L
11 — 7 . ) 12 — (L+)T (L_)T )
I M M (LT
[ Lt Mg M;
A L= A ~ (4.9)
21 — ) 22 — Mﬁ M/B
i L= LT Mﬁ
:XTQ

In order to symmetrize the system, we now apply the linear transformation
T defined as in (3.11), with T}, Ty € R("na)x(mne) defined as in (3.12). Then,

A A v o Ul v b
1 A _ _ 1 | (4.10)
Ay Agg ¢ v -0 ¢ b,
—_—
A
where
oM M Mg M;g
o=na,=| M T e=ma,=| M P )
oM M N
M M Mg 2Msg
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Furthermore, it holds that

I+
7L LT
U=TyAyn=| L= 7L L7 = (TyAp)'".

L~ 7L L7
As for the heat control problem, we have transformed (4.8) to a symmetric system
using matrices 17, T, which are easy and computationally cheap to apply. Further,
we may easily apply their inverses to a vector using only a sequence of block
updates. Finally, we can rewrite the (1,1)- and the (2, 2)-blocks of the matrix A
as in (3.14), with ®p and ©p defined as in (3.15). We recall that, in this way,
we can work with the matrices ® and © cheaply, using T, Ty, ®p, Op, and that,
since both & and ©p are symmetric positive definite, the same holds for ¢ and
O.
Therefore, in order to find an approximate solution to (4.7), we may now
consider the saddle-point system (4.10), to which we can apply a preconditioned
Krylov subspace method for symmetric indefinite matrices, such as MINRES.

4.3 Preconditioning Approach

In this section we describe an optimal preconditoner for the system (4.10), by
making use of saddle-point theory as well as suitable approximations for the
blocks of the matrix A. The preconditioner we derive is a natural extension of
the one for heat control problems derived in Section 3.3.

As we discussed in Section 2.10, given an invertible system of the form (4.10),
with invertible ®, one may use the block diagonal matrix P3 defined in (2.28) as a
preconditioner. However, as we noted in Section 2.10, the computational cost for
applying the inverse of P3 would be comparable to that of applying the inverse
of A. For this reason, we wish to find a suitable approximation Ps of Ps, with

d 0
0S|’

or, more precisely, a cheap application of the effect of 733_ ! on a generic vector.
_ As we described in Section 3.3.1, a good approximation of ® is given by
b = qu)DTlT, with

A~

Py =

M.
~ T
M.
where M, denotes a fixed number of steps (20, in our tests) of Chebyshev semi-
iteration applied to M. We thus need only to find an approximation to the Schur

complement S. We will do so by extending the strategy described in Section 3.3.2
for the heat control problem.
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4.3.1 Approximation of Schur Complement

We now find a suitable approximation for the Schur complement S of (4.10). In
the forthcoming theory, we assume that Assumption 1 holds, and later discuss
the case where this is relaxed. Note that the approximation we derive below is
a generalization of the Schur complement approximation derived in Section 3.3.2
for heat control.

As done in Section 3.3.2, we rewrite the matrices ®, ¥, and © in terms of T}
and 75, obtaining the following expression for S:

S =T0pT, + ToAn(T1pT) ) "ANT) = Th[Op + Vp@ UL T, (4.11)

where we set
Up = AnTy . (4.12)

As for the heat control problem, if we find a symmetric positive definite approx-
imation Sj,; of
St = Op + Upd,' U], (4.13)

then S := nginthT is a symmetric positive definite approximation of S. Then,
we can derive upper and lower bounds for the eigenvalues of the matrix S-18 by
employing the (generalized) Rayleigh quotient (3.25), as done in Section 3.3.2.

As for heat control, we can exploit the structure of the matrices ®p and
Op in (3.15), and apply the matching strategy to (4.13) in order to find an
approximation gint of Sin. We seek an approximation:

gint = (A21 + ]/\Z)(I)_l(Am + ]/W\)T X Dint (4.14)
such that P . .
Mo M" = |M(1])| @yt |11 37| = e,
Following the work in Section 3.3.2, for this to hold the matrix M is given by

M
o~ T M M

M = NG (4.15)

M M
Finally, our approximation of .S is given by
S = Ty(Agy + M)D(Agy + M) T} = (Agy + M) (A + M), (4.16)

with M as defined in (4.15), and the two expressions are equivalent since T
commutes with both A,y and M. To understand the effectiveness of this approx-
imation, we again follow the work in Section 3.3.2, and study the spectrum of the

matrix S-1S, .. We first rewrite S, as follows, as in (3.31):

int

Sint = Sint + Mp®p W], + W pd M)
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Then, we consider the generalized Rayleigh quotient:

X' SimX a'a+b'b

R = = =
x'S,,x aa+b'b+a’b+bla’

(4.17)

where a = (\I/D@BW)TX and b = (61D/2)Tx. Working as in Section 2.11, since
® > 0 and © > 0, for Theorem 1 we have R > 7

In order to find an upper bound for the Rayleigh quotient (4.17), we again
note that

~ 1

Sint = Sint + \/_B (\IJB + ‘IJD) :
Then, following the reasoning in [139] and the reasoning from the proof of Theo-
rem 2, we can prove that R < 1. From (4.17), this holds if

1
aTb + bTa: — ZT (A;lTQ + T;Am) z>0 s

VB

where we set z = T, 'x. Therefore, we wish to show that the matrix X =
Ay, Ty + T, Ay is positive semi-definite. We easily obtain that

oL L 0
x=I |1t N ,
2 . 2L L 0
77 2M
_E —i

with L = L + LT = 2(eK + W) since both K and W are symmetric, and N is
skew-symmetric due to Assumption 1. Furthermore, since K is positive definite
in this case, with W positive semi-definite, L is also positive definite. Therefore,
by observing that also the matrix 7 as defined as in Section 3.3.2 is symmetric
positive definite, and by employing Theorem 3, we can infer that £L =T ® L is
symmetric positive definite. Again, the matrix M is clearly symmetric positive
semi-definite. Finally, from £ > 0 and M > 0 we can imply that X > 0, and
therefore
a'b+b'a>0,

with a and b as defined above. Finally, the last inequality guarantees that the
Rayleigh quotient R in (4.17) satisfies R < 1.
We have hence proved the following result:

Theorem 6. Let Sy and Siy be defined as in (4.13) and (4.14) respectively, with
the matrices ®p, Vp, Op, A, ®, M defined as in (3.15), (4.12), (4.9), (3.14),
and (4.15). Then, given Assumption 1:

~

1
)\(Sj:ltlsint) € lﬁ’ 1:| .
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In Figure 4.1 we report the eigenvalue distribution of S—18.. for a range

nt
of values of  with diffusion coefficient ¢ = ﬁ, for a particular Dirichlet test
problem.

Figure 4.1: Eigenvalues of §i;t15’int for B = 1077, j = 2,3,4,5, with ¢ = %.0,
w = [229(1 — 22), —2x,(1 — 22)]7 (where z = [z, 2]"), employing Q; finite
elements on an evenly spaced space-time grid (—1,1)% x (0,2) with 7 = h = %.

1 1

* [=10"2
% B=10"

0.9 0.9+

0.8 0.8 -

< <

0.7+ 0.7+

0.6 - 0.6 -

0.5

500 1000 1500 2000 2500 3000 3500 500 1000 1500 2000 2500 3000 3500
) i

Further, using Theorem 6 and the Rayleigh quotient (3.25), we can prove the
following:

Theorem 7. Let S and S be defined as in (4.11) and (4.16), with the matrices
defined as in Theorem 6, and Ty, Ty as in (3.12). Then, given Assumption 1:

MSs) e B 1] |

Remark 5. As for Theorems 4 and 5 in Chapter 3, no assumption has been made
on the grid, meaning that the bounds in Theorem 6 and in Theorem 7 still hold
in case of non-uniform meshes. We also highlight that Theorem 6 and Theorem
7 hold if no stabilization is applied to the convection—diffusion control problem.

As we noted at the beginning of this section, the Schur complement approxi-
mation derived here is a generalization of the Schur complement approximation
derived in Section 3.3.2 for heat control. As for the Schur complement approxi-
mation derived in the previous chapter, from Theorem 7 we can imply that the
matrix S in (4.16) is an effective approximation of the Schur complement S de-
fined in (4.11). Again, we do not solve exactly a system involving the matrix
S , but rather employ a cheap approximation of the effect of S~ on a generic
vector. The latter is done as for heat control: since the bulk of the work involves
approximately applying the inverse of Ay + M and (As; + M), we employ
block-forward and block-backward substitution, respectively, with each block di-
agonal approximated using a fixed number of V-cycles of a multigrid routine, for
example.

Remark 6. Let us now briefly discuss the applicability of our method if Assump-
tion 1 does not hold, that is w -m # 0 on a portion of Q. As above, this
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results in the matriz N not being skew-symmetric. Therefore, assuming (non-
trivially) a discretization of the adjoint operator has been performed such that
one is examining a symmetric linear system, from (4.4) we can derive that

L=2(K+W)+H = 2K + W) — cMaq,,

so a sufficient condition for the matrix L to be positive semi-definite is that 2(e K +
W) = ¢Msq, . FEven if the matrix L were not positive semi-definite, one could
also arque that the upper bound on the eigenvalues in Theorem 6 (and hence that
of Theorem 7) would be only slightly larger than 1 for moderate |w| and large
diffusion coefficient €, as the contribution (in terms of eigenvalues) of the matriz
H to L is no greater than that of the (very sparse) mass matriz on 02 multiplied
by |w|. If the discretization of the adjoint operator is such that the resulting linear
system 1s not symmetric, we would need to apply a non-symmetric Krylov solver
such as GMRES [157], potentially in conjunction with a preconditioner of the
form (2.26) for A.

4.4 Numerical Results

We now provide numerical evidence of the effectiveness of our preconditioning
strategy, showing the robustness of our solver with respect to all the parameters
involved, for the time-dependent convection—diffusion control problem.

In all our tests we consider only Dirichlet boundary conditions (i.e., 0Qy =
&), but we emphasize again that the method is easily generalized to Neumann and
mixed boundary conditions (with the caveats previously outlined for convection—
diffusion control). We employ Q; finite elements for state, control, and adjoint
variables. As discussed in Section 4.3, when approximating the (1, 1)-block we
employ (backward and forward) block updates for inverting 7Ty and Ty = T}, and
apply 20 steps of Chebyshev semi-iteration to each mass matrix on the diagonal
of ®p. Regarding the approximation of the Schur complement, as we did for
heat control, in order to approximately apply the inverse operator of Ay + M
and its transpose we employ block-forward and block-backward substitution, re-
spectively, with each block on the diagonal approximated with 3 V-cycles of an
appropriate multigrid routine. For this problem, we employ the AGMG alge-
braic multigrid routine [118, 121, 122, 123], as AGMG is particularly well suited
to convection-driven problems [121]. The iteration count for all tests presented
starts from 0. All tests are run on MATLAB R2018b, using a 1.70GHz Intel
quad-core i5 processor and 8 GB RAM on an Ubuntu 18.04.1 LTS operating
system.

We consider a convection—diffusion control problem of the type (4.1)—(4.2),
withd =2, Q= (=1,1)2, t; =2, f =0, and wind w = [222(1 — 23), — 2z;(1 —
232)]". The initial condition on the state v is given by
1 ifx =1,

0 otherwise.

oo, 0) - |
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Setting 0€; := {1} x [—1, 1] and 09y = 00\, the boundary condition is given
by
1 ondfy x (0,tf),

U(Il’x%t) = { 0 on 0y x (Ovtf)'

Finally, the desired state is given by

va(21, o, 1) = 7100771,

We run preconditioned MINRES to a tolerance of 107%, constructing a (spatial)
uniform grid of mesh-size h = 2'=! at level 1, and setting 7 = h in all the tests
presented. In Figure 4.2-4.3 we show the numerical solutions for the state v and
adjoint variable ¢ at time ¢t = 1, for 8 = 1072 and 1 = 5, with both € = QLO
and € = ﬁ. In Tables 4.1-4.3 we report the number of iterations it required
for achieving convergence together with the elapsed CPU time taken in seconds,
with values of € = %, ﬁ, and 5#:0, for a range of 1 and . Finally, for the
total size of the systems solved, we refer the reader to the column concerning the
Crank-Nicolson discretization in Table 3.4.

Table 4.1: Convection—diffusion control problem: MINRES iterations and CPU

times with € = %, for a range of 1 and f.

G=10"

5=10"

F=107

F=10"

B =10""°

F=10°

it] CPU

it[ CPU

it[ CPU

it[ CPU

it] CPU

it[ CPU

22| 0.16

241 0.14

25| 0.17

21| 0.10

15 0.08

10| 0.05

22| 0.82

25| 1.25

26| 1.07

241 1.01

19| 0.76

13| 0.55

20| 1.89

25| 2.20

26| 1.37

26| 1.38

23] 3.12

17] 5.81

22| 6.75

23] 6.99

25| 7.59

26| 7.91

26| 8.06

24 741

241 64.7

24| 644

25| 66.9

25| 67.1

26| 68.9

26| 68.9

Q0| | | U | W+

24| 787

24| 775

26| 848

25| 801

25| 550

26| 971

Table 4.2: Convection—diffusion control problem: MINRES iterations and CPU

times with € = for a range of 1 and f.

L
100°

g =10"1

B =102

f =103

B =10""

f=10"°

B =106

it] CPU

it[ CPU

it[ CPU

it[ CPU

it] CPU

it[ CPU

23| 0.14

26| 0.12

23| 0.10

21| 0.10

15 0.10

10| 0.06

25| 0.84

26] 1.14

26] 1.05

25| 1.04

21| 0.86

15| 0.63

24| 3.68

27| 3.87

26| 3.78

26| 3.34

23] 7.01

18| 5.53

24| 14.6

25| 15.2

26| 14.3

26| 134

26| 19.1

22| 58.8

23| 105

25| 112

26| 129

26| 109

26| 107

25| 175

QO | O U =] WI| +

221 647

25| 783

25| 191

271 705

26 705

26| 652
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Table 4.3: Convection—diffusion control problem: MINRES iterations and CPU

L for a range of 1 and 3.

times with € = £,

=101 B=102%2|8=103|B3=10"*|3=10"|3=10"°
it| CPU |it| CPU |it] CPU [it] CPU |it| CPU |it| CPU
23| 0.10 (26| 0.17 (23| 0.15 |21| 0.09 (15| 0.08 (10| 0.09
25| 1.06 [26] 1.08 [26] 1.05 [25] 1.02 [21] 0.90 [15| 0.61
25 4.04 (27| 4.26 |27| 3.88 [26| 4.01 [25| 7.54 |19| 5.63
26| 17.5 |27| 18.7 [27| 18.6 |27| 17.1 |27| 28.1 [22| 58.5
26| 146 |27 150 |27 148 |27| 146 (25| 141 (25| 299
26| 1174 |27 1179 |27 1164 |27 1087 |27| 1010 (25| 1251

Q0| 3| O| OV b= | W|| H

As can be seen from Tables 4.1-4.3, our new preconditioner is highly effective
and robust, leading to convergence for all tests in at most 27 iterations. For
B =107 or 1075, and larger values h, convergence is achieved in a lower number
of iterations: this is not surprising as for these values the Schur complement is
spectrally ‘close’ to a mass matrix, making the problem easier to solve. Apart
from this, we notice that the number of iterations is independent of the parameters
involved. In addition, the CPU time scales approximately linearly with problem
size: as we refine the grid, the number of degrees of freedom increases by a factor
of 8, and so do (roughly) the CPU times. We therefore deduce that our method
is a potent one for the resolution of time-dependent convection—diffusion control
problems, a class of problems which consists of substantial numerical difficulties.
The number of iterations required to solve these problems is independent of mesh-
size h, regularization parameter 3, and diffusion coefficient e.

Figure 4.2: Convection—diffusion control problem: Numerical solutions for state
and adjoint variables at time ¢ = 1, with € = %, B =10"2 and 1 = 5.

(b) Adjoint variable ¢

4.5 Summary

In this chapter, we have applied an optimize-then-discretize strategy to tackle
the optimal control of the time-dependent convection—diffusion equation, coupled
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Figure 4.3: Convection—diffusion control problem: Numerical solutions for state

and adjoint variables at time ¢ = 1, with e = -1, = 1072 and 1 = 5.

(a) State v (b) Adjoint variable ¢

with a Crank—Nicolson scheme in time. After eliminating the initial and final time
conditions for the state and adjoint variables, we employed an invertible linear
transformation that symmetrized the resulting linear system. The latter was
used for deriving a new, fast, and robust preconditioner for the resulting saddle-
point matrix, which possesses a complex structure. We also proved that the
Schur complement approximation used is optimal with respect to all parameters
involved through bounds on the eigenvalues. Finally, numerical results showed
the optimality of our preconditioned Crank-Nicolson method, as the number of
iterations required to reach a prescribed accuracy is roughly constant.

119



Chapter 5

Preconditioning Stationary and
Instationary Stokes Control
Problems

“Humankind cannot gain anything without first giving something
in return. To obtain, something of equal value must be lost. That
is Alchemy’s First Law of Fquivalent Exchange. In those days,
we really believed that to be the world’s one, and only, truth.”

— Hiromu Arakawa, Fullmetal Alchemist

As we mentioned in the first chapters, one of the goals of this work is devising
robust and efficient preconditioners for the distributed control of incompressible
viscous fluid flow problems, which will be the topic of the following two chapters.
We begin here with the distributed control of the Stokes equations, in both the
stationary and instationary case, leaving the control of the Navier-Stokes equa-
tions to the following chapter. The content of this chapter is based on some of
the work in [99, 101].

An example of a highly challenging problem attracting significant attention
of late is the (distributed) control of incompressible viscous fluid flow problems.
For such control problems, the constraints may be the (non-linear) incompress-
ible Navier—Stokes equations or, in the limiting case of viscous flow, the (lin-
ear) incompressible Stokes equations. The study of the incompressible Stokes
control problems is of particular interest per se in saddle-point theory (e.g.,
[8, 96, 153, 170, 190]), but also from a practical point of view, as the numerical
solutions to those problems can be used as a starting point for the linearization
of the corresponding incompressible Navier—Stokes control problems. In addi-
tion, robust and efficient preconditioners for the incompressible Stokes control
problems may be “adjusted” and “tailored” in order to solve the incompressible
Navier—Stokes control problems. For this reason, in this chapter we consider the
control of the incompressible Stokes equations, in both the stationary and in-
stationary settings. Our aim is to devise robust and efficient preconditioners for
those type of problems, which may be then generalized to the corresponding in-
compressible Navier—Stokes control problems. In particular, in the following two
chapters, we utilize a commutator argument for a block matrix in conjunction
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with saddle-point theory in order to derive robust preconditioners for the optimal
control of the incompressible Stokes and Navier—Stokes equations, in both the sta-
tionary and instationary settings. For instationary problems our approach leads
to potent preconditioners when either the backward Euler or Crank—Nicolson
scheme is used in the time variable.

This chapter is structured as follows. In Section 5.1, we define the prob-
lems that we examine, that is the stationary and instationary Stokes control
problems; we then outline the linear systems arising upon discretization of the
forward problem. In Section 5.2, we introduce the preconditioner for the forward
stationary Stokes equation in combination with the commutator argument pre-
sented in [164]; the latter will then be generalized in Section 5.3 when multiple
differential operators are involved in the system of equations. In Section 5.4,
we derive the first-order optimality conditions of the control problems and their
discretization. In Section 5.5, we present our suggested preconditioners, and in
particular the commutator argument applied to the Schur complements arising
from the control problems. Then, in Section 5.6 we provide numerical results
that show the robustness and efficiency of our approach.

5.1 Problem Formulation

In this chapter we derive fast and robust preconditioned iterative methods for
the distributed control of incompressible fluid flow, in the limiting case of viscous
flow; in this case, the physics is described by the (stationary or instationary)
incompressible Stokes equations. The corresponding distributed control problem
is defined as a minimization of a least-squares cost functional subject to the PDEs.

Specifically, given a spatial domain Q = R?, d € {2, 3}, the stationary Stokes
control problem we consider is

mm Js (U, @) J [0(x) — vy(2) > dQ + BJ |i(x)]? dQ (5.1)

subject to

—

—V2*i+Vp=d+ f(z) inQ,
~V-#z) =0 inQ, (5.2)
v(x) = g(zr)  on 0,

where the state variables v and p denote velocity and pressure respectively, vy is
the desired state (velocity), and @ is the control variable; it is worth mentioning
that o, u, f and g are vector functions (in R?), whereas p is a scalar function.
Further, 5 > 0 is a regularization parameter. The functions f and g are known.
Similarly, the control of the instationary Stokes equations is defined as

tf tf
min (5, ) :%L JQ |U(x,t)—17d(x,t)|2d9dt+§f0 L iz, £)[2 0 dt, (5.3)

U,
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given also a final time ¢y > 0, subject to

(z,t)  inQx(0,tf),

)=0 inQx(0,tf),

U(z,t) = gz, t)  on dQ x (0,ty),
) inQ,

(5.4)

using the same notation as above. As for the stationary case, the functions f and
g are known; the initial condition % is also given. In the following, we typically
assume that o is solenoidal, i.e. V -4y = 0, while adapting our strategy to the
general case when possible.

Many parameter-robust preconditioners for the optimal control of the station-
ary incompressible Stokes equations have been derived in the literature (see, e.g.,
[153, 170, 190]); however, less progress has been made towards the parameter-
robust solution of instationary Stokes control problems, except in the time-
periodic setting [8, 96]. Below, we derive a preconditioner that will also result in
a robust solver for the general formulation of the instationary distributed Stokes
control problem.

5.1.1 Discretization Matrices

To introduce the discretization matrices, we consider the stationary Stokes equa-
tions:

{ —V% +Vp=1ia+ f(z) in, (5.5)

—V.-9(z)=0 inQ,

with ¢ = g on 09Q. First, we introduce the weak formulation of (5.5) as follows.

Let V := {#e H'(Q)? |7 = §on dQ}, Vg := {7 H' (Q)? |7 = 0 on 00}, and

Q = L*(Q), with H1(2)¢ the Sobolev space of square-integrable functions in R?

with square-integrable weak derivatives; then, the weak formulation reads as:
Find v e V and p € () such that

w)  forall @ e Vg,

=0 forallge @, (56)

where (-, ) is the L*-inner product on €.

Then, letting {¢;}", and {1;}/7, be inf-sup stable finite element basis func-
tions, we seek approximations v(z) ~ >, 001, ulx) ~ 0 widy, p(x) ~
> pibi. Denoting the vectors v = {v;}7,, u = {u;}*,, p = {pi};7,, a dis-
cretized version of (5.6) is:

Ty
{KU+B p = Mu+ f, (5.7)

Bv =0,
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where
K = {ku}ii_1, kilZJ Véi: Ve, M= {malii_i, mz‘l:J‘ bi - O,
Q Q
B = {bil}lij’,::ﬁ;, bil__f (AVA 517 f=A{f}, fi_J f &;
Q Q

The matrix K is generally referred to as a (vector-)stiffness matriz, and the matrix
M is referred to as a (vector-)mass matriz; both the matrices are symmetric
positive definite. The matrix B is referred to as the (negative) divergence matriz.
In the following, we will employ inf-sup stable Taylor-Hood Q2—Q; finite
elements in the spatial dimensions. This approach leads to a block diagonal
vector-mass matrix M. Of late, some research has been devoted to non-standard
Lagrange finite elements, which lead to mass matrices on the velocity space that
have not necessarily a block diagonal structure, see for instance [48, 49, 50].

5.2 Preconditioning Forward Stationary Stokes
Equations

In this section we introduce an optimal preconditioner for the forward Stokes
equations. This preconditioner (first derived in [164]) consists of a symmetric
positive definite 2-by-2 block matrix, within which the approximation for the
(2,2)-block can be considered as a special case of the commutator argument
derived in [92] for the forward stationary Navier—Stokes equations.

As discussed in Section 2.10, an optimal preconditioner for the matrix arising
from (5.7) is given by the symmetric positive definite matrix Ps defined in (2.28),
with ® = K and S = BK 'B". As we have repeatedly mentioned so far, we
do mnot apply the inverse operator of each of the two blocks of P;, but rather
find approximations ® and S for ® and S, respectively. As discussed in [44,
Section 4.2], an efficient preconditioner is given by the matrix Py defined in (2.30),
with o being the approximation of K using a multigrid routine, for example, and
S being the (scalar) mass matrix M, = [(¢4, )] in the pressure finite element
space. Again, rather than solving for M,,, we approximate it by taking its diagonal
[164], or by applying Chebyshev semi-iteration [181]. The preconditioner Py so
defined is robust with respect to the mesh-size h. Indeed, by employing stable
finite elements and assuming boundedness of the matrix B, it is possible to prove
that the non-zero eigenvalues of the preconditioned Schur complement M )
lie in the interval [?,~2], see, for instance, [44, Section4.2] and [182], where
v; is the inf-sup constant, and ~, is the boundedness constant. Due to this
property, the approximation of the Schur complement S by the pressure mass
matrix M, has been widely used for the fast numerical solution of discrete Stokes
problems, see, for instance, [182] and references therein. Although the bounds on
the eigenvalues of M, 1S can be derived analytically, the approximation employed
here can be considered a special case of the so called pressure convection—diffusion
preconditioner [44, pp.365-370] (first derived in [92]) for the Schur complement
arising from the discretization of the Picard iteration applied to the forward
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Navier-Stokes equations. Here, we adapt the strategy presented in [92] to the case
of the Stokes problem, leaving the derivation of the proper pressure convection—
diffusion preconditioner to the next chapter.

Consider the diffusion operator D = —V? defined on the velocity space as in
(5.5), and suppose the analogous operator D, = (—V?), on the pressure space is
well defined. Suppose also that the commutator

=DV -VD, (5.8)

is small in some sense. Then, discretizing (5.8) with stable finite elements leads
to
M'K)M 'BT - M 'BT(M,'K,) ~ 0,

where K, = [(V;, V)] is the (scalar) stiffness matrix in the pressure finite
element space. Given invertibility of K and K, pre- and post-multiplying by
BK~'M and K, 1M, the previous expression then gives

BM 'B'K,'M, ~ BK"'B'.

We still have no practical preconditioner due to the matrix BM~'BT; however, it
can be proved that K, ~ BM~'B" for problems with enclosed flow [44, pp. 176
177]. Finally, a good approximation of the Schur complement S = BK !BT
is

S =K,K,'M, = M, ~ S.

As we mentioned, the preconditioners we derive in this chapter make use of a
generalization of the commutator argument (5.8).

5.3 Block Commutator Argument

In this section, we generalize the pressure convection—diffusion preconditioner,
applying the commutator argument in (5.8) to the case where the differential
operators involved are to be considered vectorial differential operators, i.e.

where
Dl pim DL .. DLm
D = : " : , D, = : : ,
Dt DT D;,”’l o D}T’m

for some m € N. Here D% is a differential operator on the velocity space with D;';l

the corresponding differential operator on the pressure space, fori,l = 1,2,...,m,
and V;, = I, ® V, with I;, € R™*™ the identity matrix. As above, we suppose
that each D;;l, 1,1 =1,2,...,m, is well defined, and that the commutator &, is
small in some sense. Again, after discretizing with stable finite elements we can
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rewrite

(MTD)M'BT -~ M BT (M,'D,) ~ 0, (5.10)
where M = I;, @ M, M, = I;, ® M, B = I; ® B, and
ptt ... Dim Dévl . D;”ﬁ
D= .. : ) DP = : : ’
| DLCEINN b U Dg“l ... Dpem

with M~'D% and M, ' D5 the corresponding discretizations of D' and D%,
respectively. Assuming invertibility of D, and the corresponding block matrix D,
on the pressure space, pre-multiplying (5.10) by ED*IM, and post-multiplying
by D 'M,, gives that

BM™B"D,*M,~EBD'B".

Noting that BM'BT = I, ® (BM~'BT) and recalling that K, ~ BM BT,
we derive the following approximation:

K,D,'M,~BD'B", (5.11)

where K, = I; ® K,. In Section 5.5.2 we employ the approach outlined here
to devise preconditioners for the discrete optimality conditions of Stokes control
problems. Those preconditioners will be then generalized to the Navier—Stokes
control problems in the next chapter.

We would like to devote some discussion to the generalized commutator argu-
ment discussed above. Although we were not able to prove any spectral property
for the approach outlined here, the numerical results reported in Section 5.6 show
the robustness of our approach. We believe (although this is only a conjecture)
that the generalized commutator argument is likely to be most effective when
each block D% of the matrix D is diagonally dominant. In addition, although we
consider only standard Lagrangian finite elements in this work, we believe that
the approach outlined here may also be applied to more general vector-valued
function spaces. In fact, we believe (this is another conjecture) that the general-
ized commutator argument may be related to operator preconditioning.

5.4 First-Order Optimality Conditions and Dis-
cretization in Time

We now describe the strategy used for obtaining a numerical solution of (5.1)—
(5.2) and of (5.3)~(5.4). We introduce adjoint variables ¢ and y and make use of
an optimize-then-discretize scheme, stating the first-order optimality conditions.
We then discretize the conditions so obtained, for both the stationary and in-
stationary Stokes control problems. For the instationary problem (5.3)—(5.4), we
consider employing both backward Euler and Crank-Nicolson schemes in time.
While only first-order accurate, backward Euler can be easily generalized to the
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setting when the initial condition g is not solenoidal. On the other hand, Crank—
Nicolson is second-order accurate, however if 7 is not solenoidal pre-processing
is required in order to write the discrete optimality conditions.

We note that the optimality conditions stated below are a special case of the
ones derived in Chapter 6 for the corresponding Navier-Stokes control problems.
Indeed, the first-order optimality conditions for the Stokes control problems can
be derived from those for the Navier—-Stokes control problems by neglecting the
non-linear term. For this reason, we refer the reader to Section 6.3.2 for the
derivation of the optimality conditions for the Stokes control problems.

5.4.1 Stationary Stokes Control

Introducing the adjoint velocity f and the adjoint pressure p, we may consider
the Lagrangian associated with (5.1)—(5.2), and write the Karush—-Kuhn-Tucker
conditions as:

( -V +Vp=23(+f inQ “tate
—V - i(x) =0 in Q .
i(z) = §(z) on o0 equations -
< ~ViC+ Vi — Ua— U inQ adjoint 12
-V é(x) - 9 in €2 equations
L (x)=0  ondf2

—

where we have substituted the gradient equation fu — ¢ = 0 into the state equa-
tion.

Problem (5.12) is a coupled system of linear, stationary PDEs. In order to
find a numerical solution of (5.12), we discretize those optimality conditions by
employing finite elements. Thus, we first need to write the weak formulation of
(5.12). Letting V, Vi, and @ be defined as in Section 5.1.1, this reads as:

FindﬁeV,peQ,feVo, and p € @ such that

(V, Vi) = (p, V- @) — 5(C. W) = (f, @),
} —(q,V-9) =0,

(777 U_j) + <VC7 Vzﬁ) - (M? \Y u_)_i) - (77d7w>7
—(¢,V-() =0,

for any w € Vj and ¢ € Q.

The problem above is posed on the continuous level, so we need to discretize
it in order to obtain a numerical solution of (5.1)—(5.2). Let v = {v;}[), p =
{pitity, € = {¢}y, p = {u:};7, be the vectors containing the numerical solutions

for 177 b, Ca and K reSpeCtivelya that iS, U~ ZZL:Ul vi$i7 p = Z?:plpzww 5 ~
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P Q&;, p~ > ki Then, the discrete optimality conditions read as

Kv+ B'p—Mg = f,

Bv =0,
Muv + K¢ + B = Mwy, (5.13)
BC =0,

where My = %M, and vy is the vector corresponding to the discretized desired
state U;. Note that the right-hand side may also take into account boundary
conditions (as done in our implementation).

In matrix form, we rewrite system (5.13) as

v Mo,

ds W ¢ | f
[% _@S] -1 7| (5.14)

|
Ag p 0
where
M K B 0 00

N O R N PO ) R

It is worth noting that the matrix ®g represents the discrete optimality conditions
for a (vector) Poisson control problem derived in Section 1.3.1. This observation
will be used below when deriving our proposed preconditioner.

5.4.2 Instationary Stokes Control

We now state the KKT conditions for the instationary problem (5.3)—(5.4). As
before, introducing the adjoint variables ( and u, we consider the Lagrangian
associated to (5.3)—(5.4). Then, by deriving the KKT conditions and substituting

the gradient equation Su — ¢ = 0 into the state equation, the solution of (5.3)—
(5.4) satisfies:

[ 2V Vp =1+ inQx(0,),
_Vﬁ<x7t):0 inQX(Oatf>7
v(x,t) = g(z,t) on 02 x (0,ty),
) U(x,0) = vy(x) in €, (5.16)
gg_v2<°+vli— Ug — U in Q x (0,ty), '
_vc<x7t):0 inQX(Oatf>7
((z,t) = 0 on 02 x (0,ty),
L _)(l‘,tf) = 6 in €.

Problem (5.16) is a coupled system of linear, instationary PDEs. Working
as in the previous section, we first write the weak formulation of (5.16), then
discretize it.
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We first introduce the following spaces. Let

Vi={ve LQ(O,tf;Hl(Q)d) | Z—"Z(-J) € LQ(O,tf;H_l(Q)d) for a.e. t € (0,%y),
v = gon 08, v(z,0) = vip()},
Q = L*(0,t5; L*()),

and V be the corresponding space for the adjoint velocity. See [175, pp. 315-321]
and [86, pp.88-95], for instance, for Navier—-Stokes control in the case d = 2.
Then, the weak formulation of (5.16) reads as:

Findﬁef/,pe@,fe%, and p € Q such that

(%U’ IU) + (VU’ vu—;) - (pav w) - %(Cvu_j) = ( ,IU),
B —(g,V-7) =0, (5.17)
—(5C. @) + (VC, V) — (1, V - @) + (¥, @) = (U, @), ‘

for any w € Vj and ¢ € Q.

Problem (5.17) is a coupled system of instationary diffusion equations and
divergence-free conditions. Due to this structure, we present two discretized
versions of (5.17), one making use of backward Euler time-stepping, the other
employing the Crank—Nicolson scheme. For the sake of exposition, we introduce
the matrices I51, In2, Ins, Ina € R™™ with

I, = diag(1,...,1,0), 0 1
I = diag(0,1,...,1),  Ipz= - (')‘ e (5.18)
Ina = I + I3, 0

Here, diag denotes a diagonal matrix with the diagonal entries stated.

Backward Euler for Instationary Stokes Control

In this section we introduce the backward Euler scheme for approximating (5.17),
and then derive the resulting linear system. We discretize the interval (0,%y)
into n; subintervals of length 7 = %ft, denoting the grid points as ¢, = nr, for
n =0,1,...,n;. We approximate all the functions on this time grid, excluding
the initial and final time points for the state and adjoint pressure, respectively.
Specifically, our approximations of the solutions are given by v, ~ 9(x,t,), ¢, ~
((z,t,), for n = 0,1,...,ny, and ppy1 ~ p(z,tni1), pn ~ p(z,t,), for n =
0,1,...,n; — 1, for all x € Q2. We also introduce the following finite element
matrices:

LB —rK+M, MPP=rM, M5F-= %M B=rB,
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We then write the following discretization of (5.17):

MPw, + LPE¢, — M1 + BT, = MBET,
_Mvn + LBEvn+1 + BTpn—&-l - MﬁBECn—&-l = T.fn+1>
Bv, 1 =0,
BCn =0,

(5.19)

forn=0,1,...,n; — 1, with vy = v°, {,, = 0, where v° is the discretization of the
initial condition for ¥, and

Frl= (e = (), 1)

We immediately realize that the system described in (5.19) is not symmet-
ric, due the initial and final time conditions vy = v° and ¢,, = 0. However, it
can be made symmetric by employing the following projections onto the space of
divergence-free functions (solenoidal projection), as done in [84] for the instation-
ary Navier-Stokes control problem, for instance. Given a vector b, its solenoidal
projection is defined as b, with

BE RT—- _ 1BEL
{L b+ BTp = LBFp, (5.20)

Bb=0.

0

As the vector v is clearly divergence-free, the condition vy = v° is equivalent to

LBE BT — LBE 0

B’UO =0.
Note that, if 7 is not incompressible, the previous solenoidal projection gives

the first backward Euler step of our discretization. Analogously, the condition
¢n, = 0 is equivalent to

LB%¢,, + BT, =0,
B¢, =0

By imposing the previous projections and multiplying the incompressibility
conditions by 7, the linear system of (5.19) can be rewritten as

v b1
Upg —Ogg 14 bz |’
h | p by

A;E
where the right-hand side accounts for the the initial and final-time conditions on

v and E , as well as information from the desired state v; and the force function
f. Further,

MBE (EBE)T ] [ BBE ] [ 00 ]
Dpp = [ , Upp = , Opp = , (5.23)
B LPE - MEF Br 0 B°E PEloo0
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with MBE = dp;+1.1 ®MBE, MBBE = dp,+1,2 ®MEE, BBE = In;+1 ®B, and

LBE
BE
[BE _ -M L
.
Crank—Nicolson for Instationary Stokes Control

In this section we present the linear system arising upon employing Crank—

Nicolson in time when solving (5.17). Again discretizing the interval (0,t)
into n; subintervals of length 7 = Z—ft, we approximate ¢ and 5 at the time
points ¢, = nr, n = 0,1,...,n;, and use a staggered grid for p and pu, as in
[13]. Specifically, our approximations of the solutions are given by v,, ~ 9(x,t,),
(GRS 5(x,tn), forn=0,1,...,ns, and Ppil ™ p(l’,tn-i-%T), P2 & ,u(x,tn—F%T),
forn=20,1,...,n,—1, for all x € ). Let us introduce the following finite element
matrices:

T \ 1C T \ 1C T
Lt =IK+M, MN=:iM, M =7IM.

Then, the discrete optimality conditions read as follows:

MN (v, 4+ vpp1) + LTC + Lot + BTNM% = MN(v7 + v,
Livn + L+vn+1 + BTpn+% - MgN(Cn + Cn+1) = %(fn + .fn+1)7
Bv, 11 =0,
B¢, =0,

for n = 0,1,...,n, — 1, with vy = v°, {,, = 0, and f" defined as for backward
Euler.
In matrix form, after multipling the incompressibility constraints by 7, we

write
MON ZON - (BINT g 5 b,
LN MY o BN ¢ | | b
BICN _O 0 0 ol t:)g , (5.24)
0 BgN 0 0 D b,

where the right-hand side accounts for the initial and final time conditions on o
and (, and information from vy and f. The blocks in the previous matrix are
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given by

L+ L~ M

[ON _ [ON _ L™ L*

1 LTL- |’ 2 ’
| M | L-L*
[0 B [ B

BEN = . BN = .
i B i B 0

and MCN = ( ng+1,1 + Int+1 3) ® MCN MCN = ( ne+1,2 + ]ntJrl 3) ® MgN

The system (5.24) is clearly not symmetrlc however, we work as in [100]
and in Chapter 3 in order to transform the linear system above and make it
symmetric. In fact, eliminating the initial and final-time conditions on ¢ and Q_“:
we can rewrite

MCN (ZCN)T (gCN)T 0 v b,

ECN _/’\)l“gN 0 (gCN)T ¢ B b

BN 0 0 0 po|o| bs |
0 BN 0 0 p b,

with v, ¢, pu, p as well as the right-hand side modified accordingly. The matrices
MCN — [T 4®MCN MCN — nt4®MCN BCN — Int®B and

L+
L~ L*

L- L~

Using blkdiag to define a block diagonal matrix, we consider the linear transfor-
mation

T = blkdiag(Tl,Tg,Tg,T4), (525)
where
le nt,4®[nvy T2:T1T—[T4®Inu7 (5 26)
TS = 71;,4 ® [np> T4 = T3 = [nt,4 ® [np ‘
Then, we may equivalently consider the following linear system:
- v b1
) v
on (Yox) Clop| b (5.27)
Yon  —Ocn H b
S p by

-~
Acn
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Here, the matrix blocks are given by

B MCN (ECN)T B B?N 0 B 0 0
QCN_[‘CCN _MgN:|7\IJCN_|: 0 BgN]a@CN_{O 0:|7 (528)

with

MCN _ Tlﬂ(]N _ (Int74 ]T

nt,4

) ® MY, BN=T,BN=1! ®B,

nt,

MEN = MG = (I, 4 Tna) M5, BN =TBN=1,.9B,

nt,4

and the matrix R
LN =T LN (5.29)

We have thus transformed the system (5.27) into a symmetric one. We observe
that the transformations 7T;, ¢ = 1,2, 3,4, as well as their inverse operations are
easy and computationally cheap to apply, as they require only a sequence of block
updates.

It is worth noting that the matrix ®¢y represents the symmetrized system for
a (vector) heat control problem derived in Section 3.2.2. In particular, as done
in Section 3.2.2 we may rewrite

MN = TIMETT, MG = TMPNTY, (5.30)

where B )
MG =1, @M, MF, =1, ®MS". (5.31)

We may therefore work efficiently with MY and MSN, using Ty, Ty, MEN,
MG, Further, since both MPN and MEY; are symmetric positive definite, the
same holds for MN and MY,

We point out that it is not straightforward to generalize the Crank-Nicolson
discretization to the case where v is not incompressible. In fact, in this case
we must also solve an appropriate solenoidal projection; however, the projection
cannot be solved along with the other equations, as our approach requires the
elimination of the initial and final conditions on ¢ and 5 Therefore, before
applying our solver we must solve the projection, which is of the form (5.7).

5.5 Preconditioning Approach

As the discretizations (5.14), (5.22), and (5.27) of the optimality conditions for the
problems under examination lead to matrices of the structure (2.3), we now devise
preconditioners for each system by making use of saddle-point theory. Although
the matrices considered are symmetric, it is worth noting that the (1, 1)-block of
each of them is not positive definite, but (clearly) indefinite. For this reason, we
cannot employ the block diagonal preconditioner Ps defined in (2.28), as this is
required to be positive definite, but rather employ the approximation 731 defined
in (2.30) of the block triangular preconditioner P;. As we have to (approximately)
apply the inverse of the corresponding (1, 1)-block of each matrix analysed, we
again employ an approximation P, defined in (2.30). In the following, subscripts
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refer to the corresponding matrix we are considering.

5.5.1 Approximation of the (1,1)-Block

We now describe suitable approximations of the inverses of the (1,1)-blocks for
the systems (5.14), (5.22), and (5.27). As each of these matrices is symmetric, we
employ two alternative strategies to approximate the inverse of the (1, 1)-block,
accelerated with the preconditioners described below. The first strategy employs
a fixed number of steps of the inexact preconditioned Uzawa iteration presented
in Section 2.2.1 [43]; on the other hand, the second strategy makes use of a fixed
number of GMRES iterations [157].

Stationary Stokes Control

Consider the (1,1)-block ®g defined in (5.15). As we mentioned above, this
matrix can be considered as the discretization of the optimality conditions for a
Poisson control problem in a vectorial sense. Using saddle-point theory, a suitable

preconditioner is given by
M 0
7D<I>,S = |: K _S‘I),S ] ’

with Sgs = Mz + KM 'K the corresponding Schur complement. As described
in [140] and as we discussed in Section 2.11.1, an optimal preconditioner for Pg g
is given by
~ M. 0
,P(I),S - l K —§q>7s :| .

Here, M, represents a fixed number of steps of the Chebyshev semi-iterative
method [63, 64, 181], and

Ses = (K + M. 5)M (K + M),

with M 5 = \/LBM and the block K + M, 5 approximated by the action of a
multigrid routine, for example. Following the work in [140] and Section 2.11.1, it
can be proved that )\(S;}S Ses) € [3,1].

Instationary Stokes Control with Backward Euler

We now derive a preconditioner for the matrix ®pg defined in (5.23). It is worth
noting the similarities between the matrix ®gg and the saddle-point system ob-
tained in Section 3.2.1 after discretizing the first-order optimality conditions for
heat control with backward Euler in time. In fact, as for the stationary Stokes
control problem, the matrix &g can be considered as the discrete optimality
conditions of a vector heat control problem. For this reason, we will employ
the block triangular preconditioner P; defined in (2.30), whose diagonal blocks
are the approximations of the main blocks for the heat control problem derived
in [139] and discussed in Section 3.3. Specifically, as the matrix MBE is not
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invertible, we seek a preconditioner of the form:

N A /BE 0
Po e = [ M ] )

LBE —So.BE

with MPBE an invertible approximation of MPE  and the perturbed Schur com-
plement Sg g = Mp" + LPF (MBE)_I(EBE)T. Following the work in [139] and
the discussion in Section 3.3, a suitable approximation of MB¥ is given by

MPE = blkdiag(MPF, ... MPE ¢MPBP),
with 0 < £ « 1. In addition, a good approximation for qu,BE is the matrix
3 BE BE) ( A4BE\ 1/ BE BE

with
-

Y

It is worth noting that the approximation §¢,BE of §¢7BE is optimal, as it is
possible to prove that )\(gqjnggq,,BE) € [3,1], see [139]. As above, we do not
apply the inverses of £LBF + /\/l]?/% and its transpose exactly, but rather we apply
block substitution, with each block on the diagonal approximated by the action
of a multigrid process, for instance. Thus, a suitable approximation of the matrix

73¢,BE is given by

MPE blkdiag(0, M, ..., M, /€ M).

MPBE 0
LBE —So BE

PopE = [ ] . MPP = rblkdiag(M.,,..., M., M,).

Instationary Stokes Control with Crank—Nicolson

We focus now on devising a preconditioner for the matrix ®cn defined in (5.28),
arising from a Crank—Nicolson discretization. Similarly to the backward Euler
case, this matrix can be considered as the (symmetrized) discretization of the
optimality conditions for a vector heat control problem discretized using Crank—
Nicolson in time. Again, we seek to use the block triangular matrix
MEN 0
P —
>N [ LN —Sp 0N ]

as a preconditioner, where Spcn = MGN + LN(MN)TH(LON)T. In order to
find an approximation of Pg cn, we follow the work in [100] and the discussion in
Section 3.3.

From (5.30)—(5.31), M®N can be written as MN = T\ MENTT, with MEN
a block diagonal matrix with each diagonal block a multiple of M. Therefore, a
good approximation of M®N is given by

MN = TLMENTY
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with MSN = 27, @ M,.
Following the work in Section 3.3.2, we can use (5.30) together with (5.29) to
rewrite

Seon = Tp [MEY + LN (M) LN T, (5.32)

(. J

int
Scb,CN

recalling that 7y = T, . Then, we apply the matching strategy to i;%N as done

in Section 3.3.2, and find that a suitable approximation of fﬁtCN is given by

Simy = (£ + M)T (ME) T LN + M)
with M = #B];A ® M. Finally, substituting Aqi,f%N into (5.32) and observing

that 7) commutes with both £N and M , we obtain that our approximation of
Sa,cn 1s given by

Soex = (£ + M) (M) (EN + M)

As for backward Euler, we approximate the blocks LON + M and its transpose
using block substitution, with the action of a multigrid process used to apply the
inverse of each block diagonal entry inexactly.

It is worth noting that the preconditioner derived here reduces to that derived
in [100] for the heat control problem, which was proved to be optimal, and such
that the spectrum of the preconditioned Schur complement is contained in [%, 1],
see Theorem 5 in Section 3.3.2.

5.5.2 Approximation of Schur Complement

We now derive efficient approximations for each Schur complement of the systems
(5.14), (5.22), and (5.27). Since the (2,1)- and the (1,2)-blocks of these systems
can be considered as a (negative) vector-divergence matriz and its transpose, we
make use of the block commutator argument presented in Section 5.3.

Stationary Stokes Control

Let us consider the Schur complement Syg5 = Wg(®s) 1 Wl of the system (5.14),
with &g and Vg defined as in (5.15). We apply the commutator argument to
Em as defined in (5.9) with m = 2, with the differential operator on the velocity

space defined as
d —V?
D= |: 2 1 :| )
-V _Eld
and D, the corresponding differential operator on the pressure space; here, Id

represents the identity operator. Employing stable finite elements and working
as in Section 5.3, we obtain the following expression for (5.11):

-1
= [k, o0 ][M K, M, 0]_
R | A I B LTS
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where we set Mg, = %Mp. We approximate the actions of M, ! by a fixed number
of Chebyshev semi-iteration, and of K ! by the action of a multigrid routine, for
example.

Before moving to find an approximation to the Schur complements for the
instationary case, we would like to show the effectiveness of our approach for
the stationary problem. In Figure 5.1, we report the eigenvalues of the matrix
S;}SS A, for level of refinement 1 = 5, and for some range of 3, where 1 represents
a (spatial) uniform grid of mesh-size h = 2!~ for Q, basis functions, and h = 27*
for Qs elements, in each dimension. Here, the matrix S 48 denotes the Schur
complement approximation derived above when “pinning” the value of one of the
nodes of the matrix K, for each K, in blkdiag(K,, K,).

Figure 5.1: Commutator approximation for stationary Stokes control. Eigenval-
ues of S, 'sSas, with Q = (—1,1)%, for § =107/, j = 0,2,4,6, and 1 = 5.
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We note that there is a strong cluster of eigenvalues around 0.5 and around 1.
In addition, we note that the real part of the (non-zero) eigenvalues of S;GSS AS
are all clustered between 0.2 and 1, independently of the regularization parameter
5. We would like to mention that in Figure 5.1 we have two zero eigenvalues in
each plot, for the matrix BT not being of full rank. Specifically, for enclosed
flow we have null(B') = {1} for standard Lagrangian finite elements, where 1 is
the vector of all ones, implying that the Schur complement S 4 g has exactly two
zero eigenvalues. In addition, from here we expect the Schur complements arising
from the instationary case to have a number of zero eigenvalues proportional to
the number of time steps. Specifically, the number of zero eigenvalues of S pg
is 2(ny + 1), whereas the ones of Sy cn are 2n;, where n; is the number of time
steps. Finally, we would like to note that, since both the Schur complement S4 g
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and its approximation S 4s are indefinite, we cannot expect the eigenvalues of
S;}SSA,S to be real.

Instationary Stokes Control with Backward Euler

We now derive an efficient approximation to the Schur complement S4pr =
Upp(Ppg) tVWig of (5.22). As above, we apply the commutator argument (5.9);
however, we do not consider the heat equation as part of the differential operator
D, but rather employ an operator that “mimics” the blocks of ®pg defined in
(5.23). With this aim, we consider (5.9) with m = 2(n; + 1) and the differential

operator:
1,1 1,2
D Dgp, Dgg
- D2,1 D2,2 )
BE YBE
where Dy = 715,111 ®1d, Dy = =5 L, 412 ®1d, and

DBE —Id DBE
DI,Q _ T t. ’ D _ ’
BE Dps  —1d BE o
Dgg, —Id Dgg

with Dgg = —7V2 +1d. As above, we define D, as the corresponding differential
operator on the pressure space. Discretizing (5 9) and observing that Sy BE =

2BD BT, with D the discretization of the differential operator D and B =
I(n,+1) ® B, we obtain the following approximation:

1,1 1,2 -1
D> D>
a 24 BE p, BE p, BE BE
SA’BEZT/CP [ 91 29 Mp %SA,BE-
D> D>
p, BE p, BE
Here, we set

ICEE = ]2(nt+1) ® Kpu MEE = ]2(nt+1) ® Mp7

1,1 2,2 T

Dp, BE = Tlni+11 & M), Dp, BE — _E[nwrl,? ® M,

and

BE _ BE

Lp M, Lp .

D1,2 . ) .. D2,1 . _Mp Lp
p,BE ™ LBE _ M ’ p, BE ™ .. .. ?
b BE ' ! BE
Lp —M, Lp

with LP® = 7K, + M,. As above, M, ! and K, ! are approximated, for example,
by a fixed number of Chebyshev semi-iteration and by the action of a multigrid
routine, respectively.

Before moving to find an approximation to the Schur complement arising
from the application of Crank—Nicolson in time, we would like to make some
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remarks on the differential operator D employed in the commutator argument
above. As we mentioned, rather than considering the heat equation as part
of the differential operator, we have chosen D in such a way that mimics the
blocks of . We made this choice to address two not obvious questions, both
related to the time discretization. In fact, one may decide to employ a different
scheme to discretize the time derivative (for instance, Crank—Nicolson), and this
will lead to a linear system with different spectral properties to the one desired.
Alternatively, one can choose to discretize the time interval into n; subintervals,
with n; # n;, with a similar result on the approximation obtained. In practice,
we have chosen D as a spatial differential operator that does not account for the
time discretization used. In addition, our choice of D avoids us having to impose
artificial initial and final time conditions on the pressure space. We would like
to mention that those conditions would have been imposed only in the definition
of the preconditioning operator, meaning that we would not have modified the
right-hand side of the whole system. A similar argument can be made for the
Crank—Nicolson discretization.

Instationary Stokes Control with Crank—Nicolson

As we have done for the Schur complement arising from the backward Euler
discretization, we apply the commutator argument (5.9), employing a differential
operator D that mimics the blocks of a suitable matrix. Before presenting D, we
note that the Schur complement S4con = Yon(Pen) 'Wly can be rewritten as

~ ~ ~ -1 ~ T
T3 0 BCN 0 MCN (ﬁCN)T BCN 0
=0 m || o gov || Zex R 0o BN |

We now consider (5.9) with m = 2n; and the differential operator
L1 1,2
D Dén Den
- D2,1 D2,2 ’
CN  ~CN

where Diy = 31, ®1d, D&Y = —F5 10,4 ®1d, and

ty

Dt D~ D+
. . D~ Dt
Dex = . . Dy = o :
Dt D- . .
Dt D~ DT
with D+ = —gVQ + Id. Again, we define D, as the corresponding differential

operator on the pressure space. Proceeding as above, we then derive the following
approximation:

1,1 1,2

—1

~ T 0 D,)oxn Dylen

2 3 CN D, b, CN

SACN =T [ 0 T ]ICP [ a2 ] M, ~ Sacen.
p, CN p, CN
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Here, we set

ICZ?N = [271,5 ®Kpa MSN = IZnt ®Mpa

T T
D:’:lCN - _]7—1274 ® MP’ D;:2CN = __Int,4 ® Mpv
2 203
and
Ly Ly Ly
Dl,QCN _ ’ DMCN . L; L;
p, . D, . . )
Ly Ly SR
LP Lp Lp

with Lt = IK, + M,

Remark 7. To summarize, aside from matriz—vector products, the main compu-
tational work for our Crank—Nicolson preconditioner involves n; applications of
Chebyshev semi-iteration to M and 2n; multigrid processes per Uzawa or inner
GMRES iteration, in addition to 2n; applications of Chebyshev semi-iteration to
M, and 2n, multigrid processes for K, to approximate the Schur complement.
This is a similar computational workload as for the backward Fuler precondi-
tioner, as the latter requires ny + 1 applications of Chebyshev semi-iteration and
2(ny + 1) applications of a multigrid process per Uzawa or inner GMRES iter-
ation, and 2(ny + 1) approximations of M, and K, for the Schur complement
approximation.

5.6 Numerical Results

We now demonstrate the effectiveness of our preconditioners by presenting numer-
ical results. In all our tests, d = 2 (that is, x = [z1,22]"), and Q@ = (—1,1)%. We
employ inf-sup stable Taylor—-Hood Q.—Q; finite elements in the spatial dimen-
sions, with level of refinement 1 representing a (spatial) uniform grid of mesh-size
h = 217! for Q; basis functions, and h = 27! for Qs elements, in each dimension.

As our preconditioners are non-symmetric and require an inner solve for the
(1,1)-block, for the outer solver we apply flexible GMRES [155] restarted every
10 iterations, up to a tolerance 107% on the relative residual (unless otherwise
stated). Our implementation is based on the flexible GMRES routine in the
TT-Toolbox [127]. As we mentioned, we can approximately invert the (1,1)-
block by employing a fixed number of Uzawa or GMRES iterations. Although
the preconditioner derived above for the (1, 1)-block of stationary Stokes control
can be employed within an Uzawa iteration, we report only results when using
GMRES, and apply both methods only in the instationary case. Specifically, to
apply the approximate inverse of the (1, 1)-block, we take 5 iterations of GMRES
(or Uzawa when specified). We employ the GMRES routine implemented in
MATLAB. We apply 20 steps of Chebyshev semi-iteration to mass matrices (on
the velocity or pressure space); we use 4 V-cycles of the AGMG routine [118, 121,
122, 123] to approximate other matrices constructed on the velocity space, while
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employing 2 V-cycles (with 2 symmetric Gauss—Seidel iterations for pre-/post-
smoothing) of the HSL_MI20 solver [22] for stiffness matrices on the pressure space
within our Schur complement approximation.

All tests are run on MATLAB R2018b, using a 1.70GHz Intel quad-core i5
processor and 8 GB RAM on an Ubuntu 18.04.1 LTS operating system. All CPU

times below are reported in seconds.

5.6.1 Stationary Stokes Control

We first test our solver on the stationary Stokes control problem (5.1)-(5.2). We
set f=0, 7, =0, and

|

In Table 5.1 we report the number of GMRES iterations and the elapsed CPU
time, together with the degrees of freedom for the stationary Stokes control prob-
lem considered, for different levels of refinement 1, and values of (.

[1,0]" ondQy := (—1,1) x {1},
[0,0]" on d0\09;.

Table 5.1: Degrees of freedom (DoF), GMRES iterations, and CPU times for
stationary Stokes control problem, for a range of 1 and S.

p=10"1=10"1{p =102 =103 =10"*3=10"|3 =107C
1| DoF |[it|CPU[it|CPU |it|CPU |it| CPU |it| CPU |it| CPU |it| CPU
3] 1062 |[15]0.34[18| 0.41 [17] 0.32 [16]| 0.31 [15] 0.27 [13]| 0.09 [10]| 0.12
4] 4422 [15]0.89 [19] 1.10 [18] 0.98 [16]| 0.78 [16] 0.97 [15| 0.80 [14| 0.66
5/ 18,054 [20]4.07 [20] 4.06 [23] 4.69 |[16] 3.18 [16] 2.90 |16] 2.88 [15] 2.15
6| 72,966 |[26]24.0(33| 30.2 (23] 20.9 [19]| 17.2 [16] 14.2 [16]| 13.5 [15]| 12.2
71 293,382 [[27]97.2 [27] 96.2 [29] 103 [22] 77.1 [17| 59.1 [14] 47.9 [17] 57.1
811,176,582||36| 594 [37| 612 |36| 594 |26| 428 |20| 330 |[18| 296 |15| 246

Table 5.1 demonstrates the robustness of our proposed preconditioner. The
numbers of iterations are roughly constant, showing a slight increase only for
large values of 5. The CPU time scales approximately linearly with respect to
the dimension of the systems, with a marginal increase for very fine grids; in this
case we observe that the AGMG multigrid routine does not scale exactly linearly.

5.6.2 Instationary Stokes Control

We now test the robustness of our solver on the instationary Stokes control prob-
lem (5.3)-(5.4), where we set ty = 2, f(z,t) = 0, the initial condition 7p(x) = 0,
and boundary conditions

[t,0]"
[1,0]"
[0,0]"

on 0€ x (0,1),
on 0 x [1,t5),
on (ON\0) x (0,t5).
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We present results obtained when employing backward Euler and Crank—Nicolson
discretizations in time, when applying both Uzawa and GMRES for approximat-
ing the inverse of the (1, 1)-block of the corresponding matrices. Setting

=1 (10 (= D)2+ (W),

e = 1= /(a1 + ) + (R,

we seek the (divergence-free) desired state:

c1 cos( ) [() @2, —(4) (@1 — 5)]T ifer >0,
ulet) = | ercos(Z) [ (902, (W20, 4 D]T i ey >0,
[0, 0] ! otherwise.

Backward Euler for Instationary Stokes Control

We first report the results obtained when employing the backward Euler scheme
in time. In Table 5.2 we provide the number of GMRES iterations and the elapsed
CPU time, together with the degrees of freedom for the instationary Stokes control
problem with backward Euler in time, when GMRES is employed as the inner
solver to approximately invert the (1, 1)-block ®pg. For this test, we choose the
time-step 7 = 0.05 (that is, n, = 40), while the level of refinement 1 refers to
a spatial uniform grid constructed as above. We report the results for different
levels of refinement 1 and regularization parameters 8. In Table 5.3 we provide
the number of GMRES iterations and the elapsed CPU time, together with the
degrees of freedom for the instationary Stokes control problem with backward
Euler applied in time, when Uzawa iteration is employed as the inner solver for
approximately inverting the (1, 1)-block ®gg. Here, we fix the level of refinement
1 = 5, and report the results for different values of n; and f.

Table 5.2: Degrees of freedom (DoF), GMRES iterations, and CPU times for
instationary Stokes control problem with backward Euler in time, with GMRES
as the inner solver for ®gg, and n; = 40, for a range of 1 and /.

f=100(8=10"B=10"2|B=10"3|B=10"4|B=10"°|8=10"F
DoF it|CPU|it| CPU [it| CPU [it[ CPU |it| CPU |it| CPU |it| CPU
10,086 1515.79 [16| 6.10 |18| 6.87 |17| 6.44 |15| 5.67 |14| 5.34 |20| 7.61
43,542 16| 14.0 (18] 16.0 |19| 15.3 |16| 13.8 |16| 12.6 |16| 6.07 (22| 13.6
181,302 ||16|36.7 |19| 43.5 [19] 42.0 |17| 44.7 |17| 43.7 |17| 41.1 |22] 49.1
740,214 ||16] 155 [22| 211 |20| 191 |17| 160 |17| 150 |17| 150 |21| 156
2,991,606 ||25|1123 (24| 1080 23| 1027 |17| 754 |16| 709 |17| 725 [22] 932

Y| O = | W N

From Tables 5.2-5.3 we observe that our solvers demonstrate mesh- and
parameter-robustness, for wide variations of n;, 1, and 5. The CPU times scale
approximately linearly with respect to degrees of freedom, except for very fine
grids. In particular, from Table 5.2 we see that, as we refine the spatial grid,
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Table 5.3: Degrees of freedom (DoF), GMRES iterations, and CPU times for
instationary Stokes control problem with backward Euler in time, with Uzawa as
the inner solver for &g, and 1 = 5, for a range of n, and f.

=100 =10"1{p =102 =103 =10"*=10"°| = 107°
N DoF |it|CPU|it| CPU [it|CPU |it| CPU |it| CPU [it| CPU [it| CPU
10| 198,594 |/14|26.0 |15| 28.3 17| 31.6 |17| 31.5 |18| 31.6 (21| 36.6 [40| 60.1
20 | 379,134 |[14|51.0 |15| 54.0 |17| 60.8 |17| 60.5 [17] 56.9 |18| 59.3 |29| 80.8
40 | 740,214 ||15] 103 |15| 103 [16| 110 |17| 115 |17| 107 |18| 113 (22| 116
80 | 1,462,374 ||15| 201 |15| 202 |16| 213 |17| 223 |17| 213 |17| 211 |18| 187
1601 2,906,694 || 15| 375 |15| 377 |16| 400 |17| 421 |17| 426 |17| 411 |18] 370

the number of degrees of freedom increases by a factor of 4, and so do the CPU
times. In addition, from Table 5.3 we see that, as we double the number of time
steps, the number of degrees of freedom is doubled, with a similar effect on the

CPU times.

Crank—Nicolson for Instationary Stokes Control

We now test our solver when applying Crank—Nicolson in time. Here, for level
of refinement 1 we divide the time interval into subintervals of length 2!=* and
consider a spatial uniform grid of refinement level 1. Before showing the ro-
bustness of our solver by solving the problem above, we test our solver on the
instationary Stokes control problem (5.3)—(5.4), for an artificial problem with ex-
act solution. This will allow us to verify the predicted order of convergence of
the Crank-Nicolson method. We take ¢y = 2, the desired state

Ua(w1, w2, ) = 48[22(2(32F —1) (25 — 1) +3(aF — 1)?),
— 21(3(23 —1)%+2(23 —1)(323-1))]
+ €720z 23 + 2Bz0 (2] — 1)* (23 — 7) — 4321 — 1) (23 — 1) + 2),
5(at —a3) = 21 (23 — 1)*(af — ) —4(e} ~ )(Ba3-1)-2)],

and the force function

f(:cl,xg,t) = etf_t[ — 203311';’ — 2@(:13% - 1)2(:13% - 1),
5(z5 — 1)+ 21 (2?2 — 1)(23 — 1)2]T
+ [222(2F — 1)2(23 — 1), —221(aF — 1) (23— 1)?]'.

The analytic solutions for this problem are:

U('xh Za, ) tf t[20$1x§7 5‘7“41l - 51.421]T’

p(z1, 9, ) = €77 (602229 — 2023) + constant,

C(wr,w2,1) = B (7" = 1) [205(a} — 1)%(a3 — 1), 2 (2} — 1)(a3 — 1?7,
t) =

p(y, pett (4w 29) + constant,
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with initial and boundary conditions obtained from this . Here, up to a time-
dependent function the state velocity and pressure are the solutions of the (for-
ward) Stokes equations presented in [120, Section 3.1]. In Table 5.4 we report
the level of refinement 1, the number of GMRES iterations®, the CPU time, and
the resulting errors for different values of 3. The error is evaluated in the L*(L?)
norm, approximated for ¢ as

N 1/2
Verr = mnaX [(vn - ’Usol,n)TM (vn - ’Usol,n)] / )

where v, is the discretized exact solution for ¢ at time ¢,. In the same way

we define the error for the adjoint velocity érr. Finally, for the total size of the
systems solved, we refer the reader to Table 5.5.

Table 5.4: GMRES iterations, CPU times, and errors for instationary Stokes
control problem, solved using Crank—Nicolson, with GMRES as the inner solver
for @y, for a range of 1 and S.

B =10° B =10"2 B =10
it|CPU| T | G [|it|CPU| G | Gu [it|CPU| G | G
221 0.85 [4.76e-1]2.49¢-1][22] 0.79 [5.66e-1] 1.16e-1]| 16| 0.73 | 8.63¢0 |5.45¢-2
22[4.28 [3.34e-2|5.68¢-2|[22| 4.24 | 7.07e-2|3.42¢-2([19 3.39 | 2.47¢0 |2.67e-2
23[23.9 [2.25¢-3|1.15e-2 24| 24.1 | 7.35¢-3|7.79¢-3] 20| 23.2 |3.73¢-1|7.30e-3
23] 200 |1.74e-4|2.15e-3[27| 232 |6.70e-4|1.59¢-3]20] 162 |3.84e-2[1.55¢-3
262082 [2.16e-5|4.00e-4 37| 2960 |5.97e-5 | 3.02e-4 23] 1830 3.38¢-3[3.00e-4

S| O | W N H

From the discretization errors reported in Table 5.4, we first note that the
method is converging at second-order. We experienced similar convergence be-
haviour for the pressure variables, after shifting the numerical approximation of
the pressures at each time step by the values of the corresponding numerical so-
lution at the origin of the axis at the corresponding time step; we shifted the
numerical approximation of the pressures as for enclosed flow the pressure so-
lution is only unique up to an additive constant. Secondly, we note that the
preconditioner behaves robustly with respect to the level of refinement 1 and the
regularization parameter [, with the number of iterations slightly increasing for
very fine grids. The elapsed CPU time scales almost exactly linearly, aside from
the AGMG multigrid routine for very fine grids.

We now report the results obtained when applying Crank—Nicolson in time,
showing the robustness of our approach by solving the problem defined at the
beginning of Section 5.6.2. In Table 5.5 we provide the number of GMRES
iterations and the elapsed CPU time, together with the degrees of freedom for the
instationary Stokes control problem with Crank—Nicolson in time, when GMRES
is employed as the inner solver for approximately inverting the (1, 1)-block ®cx.

SFor this problem we run GMRES until a relative reduction on the residual of 107 is
achieved, in order to clearly show the predicted second-order convergence of the time-stepping
scheme.
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In Table 5.6 we provide the number of GMRES iterations and the elapsed CPU
time, for the instationary Stokes control problem solved using Crank—Nicolson
in time, when Uzawa iteration is employed as the inner solver for approximately
inverting the (1,1)-block ®cn. We again report the results for different levels
of refinement 1 and regularization parameters 5. In Figure 5.2 we show the
numerical solutions of the state and adjoint velocities v and 5, at time t = 1, and
of the pressure p, at time t = 1.0625, for 3 = 10~! and 1 = 4.

Table 5.5: Degrees of freedom (DoF), GMRES iterations, and CPU times for
instationary Stokes control problem, with Crank—Nicolson in time (7 = h), with
GMRES as the inner solver for @y, for a range of 1 and /5.

f=10018=10"1p=10"2|p=10"3|B=10"%3=10""|5 = 107F
DoF it|CPU[it| CPU |it| CPU [it| CPU [it| CPU |it| CPU |[it| CPU
984 14[0.54[15] 0.68 |16] 0.67 |15| 0.62 [12] 0.50 [10] 0.42 | 9 | 0.37
8496 15/2.89]16] 3.11 [17]| 3.28 [16] 2.88 [15] 2.69 [13] 1.23 [10]| 1.36
70,752 [[16]16.5[18] 18.3 [19]| 18.7 [16]| 18.3 [16]| 18.4 [15| 16.0 |13] 12.6
577,728 |16] 139 (19 163 [20| 171 [19| 158 [16] 128 |15| 119 [15| 103
4,669,824 [[22[1758]24| 1915 [26] 2087 [18] 1437 [17] 1344 [15] 1149 [15] 1155

S| O x| W N H

Table 5.6: GMRES iterations, and CPU times for instationary Stokes control
problem, with Crank—Nicolson in time (7 = h), with Uzawa as the inner solver
for @y, for a range of 1 and f.

=100 |B=10"2|p=10"*|B3=10"F
it [CPU| it [CPU]| it [CPU| it [CPU
1603918046 [14]035][10]0.31
162201826617 ] 21112 1.13
16 | 11.8 18| 13.0] 17| 14.0 | 15 | 10.6
15192016 | 98.2 [ 17]96.4 | 17 | 82.7
14806 | 16 | 918 [ 16 | 911 | 17 | 940

O | W N+

From Tables 5.5-5.6 we observe the mesh- and parameter-robustness of our
solvers, with the CPU time scaling approximately linearly with the size of the
system, except for very fine grids. Also in this case, we observe that the AGMG
multigrid routine does not scale exactly linearly.

5.7 Summary and Comments

In this chapter, we presented mesh- and parameter-robust preconditioners for
distributed Stokes control problems, of both stationary and instationary type.
The preconditioners were based on a generalization of the pressure convection—
diffusion preconditioner, and were applied within the flexible GMRES algorithm,
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Figure 5.2: Solution plots for the instationary Stokes control problem, for § =

107! and 1 = 4. Top: velocity # at t = 1. Bottom left: pressure p at ¢t = 1.0625.
Bottom right: adjoint velocity ¢ at t = 1.
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and in the instationary setting using backward Euler and Crank—Nicolson dis-
cretizations in time. Numerical results demonstrated the versatility and effec-
tiveness of this approach when solving a range of huge-scale linear systems. In
the following chapter, we will adapt the strategy presented here to the distributed
Navier—Stokes control problems, in both the stationary and instationary settings.
Before moving on to next chapter, we would like to devote some discussion to
the approach we have outlined above regarding the commutator (5.9), and try to
link our work to the inspirational quote of this chapter. For ease of exposition,
we will consider only the stationary Stokes control problem, although some of the
following comments can also be applied to the instationary case.
__ Although we were not able to prove any spectral property of the matrix
SE}SS 4s due to the indefiniteness of both matrices and hence the presence of
complex eigenvalues, we showed (numerically) the robustness of our approach for
a wide class of problems. In fact, the number of iterations required to reach a
prescribed accuracy was roughly constant for the tests presented. In addition, in
Figure 5.1 we reported the eigenvalues of the matrix SZ}SS As, for 1 =5, and for
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some range of 5. As we observed, the real part of the (non-zero) eigenvalues of
g;}SS a5 are all clustered between 0.2 and 1, independently of the regularization
parameter 5. We want to mention that we obtained similar results also for dif-
ferent level of grid refinement 1. For a diligent eye, the eigenvalue distributions
shown in Figure 5.1 are even more interesting: it seems that the real part of the
non-zero eigenvalues of S;LlSS 4s lie in an interval whose endpoints depend on
an inf-sup constant and on a boundedness constant (as for the forward Stokes
equations). For this reason, in Figure 5.3 we report the eigenvalues of the matrix
gj}SSA,S, for 3 = 1072, together with the eigenvalues of M, '(BK~'B"), for level
of refinement 1 = 5. From Figure 5.3, we do believe that further investigation
would be of interest in order to understand the effectiveness of the approach de-
vised in this chapter, specifically if it is possible to prove some bounds on the real
parts of the eigenvalues of S;}SS AS-

Figure 5.3: Commutator approximations for stationary Stokes control and sta-
tionary Stokes equations, with 2 = (—1,1)2. In blue, eigenvalues of SZ}SS As, for
B =102 and 1 = 5. In red, eigenvalues of M, '(BK™'BT), for 1 = 5.
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Finally, we have a last comment on the preconditioners derived in this chapter.
As we mentioned above, we have employed GMRES as the Krylov solver due to
the preconditioners not being symmetric. However, it is worth noting that we
did so only to obtain more flexibility within the preconditioners. In fact, what
we really lost in our commutator-based approach is not the symmetry of the
preconditioners, but their positive definiteness. In order to show this, we consider
again the stationary Stokes control problem.

Let us consider the discrete optimality conditions (5.14) of the stationary
Stokes control problem. The starting point of our preconditioner was the (ideal)

block triangular matrix
dg 0
P = :
! [ Vs —Sus }

We then derived approximation of the (1, 1)-block ®g and the Schur complement
Sas. The latter lead to the approximation S As defined in (5.33). We know
that the matrix K, may be not invertible in its classical form, as it represents a
discrete (negative) Laplacian when Neumann boundary conditions are imposed.
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Again, we suppose that K, is invertible, for example by “pinning” the value of
one of the nodes. Then, we may write the inverse of S4 g as follows:

g1 _[ M, 0 M, K, K, 0]
ASTL 0 M, K, —Ms, 0 K,
M, _Kﬂ,p
where we set Ky 11) = %Kp’ ! From here, it is clear that the Schur complement

approximation S 4 g we found is symmetric indefinite, as it is the “inverse” of a
symmetric indefinite matrix. Recalling that also the (1, 1)-block ®g is symmetric
indefinite, we may conclude that the block diagonal preconditioner Pz defined as

is symmetric indefinite in this setting. A similar discussion also holds for the
instationary case. In practice, in order to obtain a more flexible solver, we had
to “give in return” some other property: the positive definiteness of our precon-
ditioners.
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Chapter 6

Preconditioning Stationary and
Instationary Navier—Stokes
Control Problems

“Tu saresti capace di piantare tutto e ricominciare la vita da
capo? FE scegliere una cosa, una cosa sola e di essere fedele
a quella? Riuscire a farla diventare la ragione della tua vita,
una cosa che raccolga tutto, che diventi tutto proprio perché
e la tua fedelta che la fa diventare infinita. Saresti capace?”

[“Would you be able to give up everything, to start life all over
again... to choose one thing, just one thing, and be faithful
to it... to make it the thing that gives meaning to your life...
something that contains everything else... that becomes ev-
erything else just because of your boundless faith in it? Could
you do that?”]

— Federico Fellini, 82

The solution strategies that we have devised so far required only a linear solver
for the discrete optimality conditions of the problem under examination, until a
specified tolerance on the relative residual is reached. We were able to use this
condition because all the problems treated in the previous chapters were char-
acterized by linear PDEs as constraints with no additional algebraic constraints
on the state and/or the control variables. As opposed to those problems, the
ones we tackle in the following two chapters will require us to run a non-linear
process, either due to the PDEs considered being non-linear, or due to additional
constraints being imposed on the variables.

In this chapter we will deal with the distributed control of the incompress-
ible Navier—Stokes equations, in both the stationary and time-dependent settings.
The incompressible Navier—Stokes equations are non-linear PDEs that describe
the motion of an incompressible, viscous Newtonian fluid flow, in case the con-
vection of the fluid plays a non-negligible role in the physics. Due to the non-
linearity involved, to find a solution linearizations of the constrained problem
need to be repeatedly solved until a sufficient reduction on the non-linear resid-
ual is achieved [82, 84, 145]. This has motivated researchers to devise solvers for
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this type of problem which exhibit robustness with respect to all the parame-
ters involved; see [84] for a robust multigrid method applied to Newton iteration
for instationary Navier—Stokes control, for instance. Despite the recent develop-
ment of parameter-robust preconditioners for the control of the (stationary and
instationary time-periodic) Stokes equations [8, 96, 153, 190], to our knowledge
no such preconditioner has proved to be completely robust when applied to the
Navier—Stokes control problem considered below. We also point out [77] for a
preconditioned iterative solver for Stokes and Navier-Stokes boundary control
problems, and [147] for an efficient and robust preconditioning technique for in-
domain Navier—Stokes control.

A popular preconditioner for the Oseen linearization of the forward stationary
Navier—Stokes equations combines saddle-point theory with a commutator argu-
ment for approximating the Schur complement [92]. This type of preconditioner
shows only a mild dependence on the viscosity parameter, and is robust with
respect to the discretization parameter. In [132] the combination of saddle-point
theory with a commutator argument has been adapted to the control of the sta-
tionary Navier—Stokes equations; we note that a commutator argument of this
type was previously introduced in [131, 170] for the control of the stationary and
time-dependent Stokes equations.

In the following, we will employ an Oseen linearization of the Navier—Stokes
equations. The preconditioners employed for solving the discretized optimality
conditions will make use of most of the techniques presented in the previous chap-
ters. Specifically, we will make use of saddle-point theory in conjunction with the
block commutator argument presented in the previous chapter for approximating
the Schur complement of the corresponding systems, with the commutator includ-
ing also a convection term in the differential operator. In addition, the inverses
of the (1,1)-blocks will be applied inexactly by employing an inner precondi-
tioned GMRES solver accelerated by a block triangular preconditioner. Again,
we will employ the matching strategy described in Section 2.11, and generalize
the approximations of the Schur complements of each (1,1)-block arising from
the Stokes control problems. In practice, the preconditioners derived here can be
constructed from the preconditioners for the Stokes control problems described in
the previous chapter and (suitable) block matrices that include convection terms.

This chapter is structured as follows. In Section 6.1, we define the problems
that we examine, that is the stationary and instationary Navier—Stokes control
problems; we then present the linearization adopted in this work, and outline the
linear systems arising upon discretization of the forward problem. In Section 6.2,
we introduce a preconditioner for the forward stationary Navier—Stokes equation
in combination with the commutator argument presented in [92]. In Section
6.3, we derive the first-order optimality conditions of the control problems and
their discretization. In Section 6.4, we generalize the preconditioners derived in
the previous chapter for Stokes control problems to the corresponding Navier—
Stokes control problems, again applying a commutator argument to the Schur
complements of the linear systems being solved. Then, in Section 6.5 we provide
numerical results that show the robustness and efficiency of our approach. This
chapter is based on some of the work in [101].
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6.1 Problem Formulation

In this chapter we derive fast and robust preconditioned iterative methods for the
distributed control of incompressible viscous fluid flow, in case of non-negligible
convection; here, the physics is described by the (stationary or instationary)
incompressible Navier—Stokes equations. The corresponding distributed control
problem is defined as a minimization of a least-squares cost functional subject to
the PDEs.

Specifically, given a spatial domain Q = R?, d € {2, 3}, the stationary Navier—
Stokes control problem we consider is

vu

min Jg(7. f () — Tg(z) > A + 5J |ii(x)]? dQ (6.1)

subject to
— UV 4+ G- Vi+Vp=i+ flz) inQ,
-V i(z) =0 inQ, (6.2)
v(x) = g(z)  on oS

As for the stationary Stokes control problem, ¢ and p denote the (state) velocity
and the (state) pressure respectively, @ is the control variable, U, is the desired
state (velocity), and 8 > 0 is a regularization parameter. Further, the parameter
v > 0 denotes the viscosity of the fluid. Finally, the functions f and g are given.

Similarly, the control of the instationary Navier—Stokes equations is defined
as

tf tf
min Ji(7, @) :%L JQ |U(x,t)—ﬁd(x,t)|2d9dt+§fo L iz, £)[2 A0 dt, (6.3)

given also a final time ¢y > 0, subject to

— VvV 4+ 0-Vi+Vp=1d+ f(z,t) nQx(0,1),
t)=0 inQx(0,ty),
U(z,t) = gz, t)  on dQ x (0,tf),
) in €,

(6.4)

using the same notation as above. The functions f and ¢ as well as the initial
condition v are known. In the following, we employ the same strategy devised for
the time-dependent Stokes control problems described in the previous chapter.
For this reason, we assume that V -ty = 0, while generalizing our strategy to the
case of 1y compressible when possible.

The constraints (6.2) and (6.4) are a system of non-linear (stationary or in-
stationary) PDEs. In order to obtain a solution of the corresponding control
problem, we make use of the Oseen linearization of the non-linear term v'- VU, as
in [145]. Note that, if the non-linear term ¢'- V¥ is dropped in (6.2) or (6.4), with
v = 1, we obtain the corresponding distributed Stokes control problem defined in
Section 5.1.
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6.1.1 Non-Linear Iteration and Discretization Matrices

To introduce the linearization adopted for the control case as well as the dis-
cretization matrices, we consider the stationary Navier—Stokes equations:
VN4 T-Vi+Vp=ad+ f(z) inQ, (6.5)

-V - 9(x) =0 in , '

with ¢ = § on 09Q. First, we introduce the weak formulation of (6.5) as follows.

Let V := {Te H' (Q)? |7 = §on dQ}, Vi := {7 € HY(Q)? |7 = 0 on 4N}, and

Q = L*(Q), with H'(2)? the Sobolev space of square-integrable functions in R?

with square-integrable weak derivatives; then, the weak formulation reads as:
Find v e V and p € ) such that

—

f, ) for all w € V),
)=

V(Vﬁ, Vw) + (U VU; 117) - (p7V ' U_j) (_»7 _’) + (6 6)
for all ¢ € Q, ’

(
—(¢, V- ¥
where (-, ) is the L*-inner product on €. The main issue in (6.6) is how to deal
with the non-linear term (¢ - VU, %). A common strategy employs the Picard
iteration, which is described as follows. Given the approximations 7*) € V and
p*) € Q to ¥ and p respectively, we consider the non-linear residuals:

{é(@ = (i, @) + (f, @) = (VE®, Vi) = (F0 - VW, @) + (p»), V - @), (6.7)

r®) = (¢, v -5 ®),

for any @ € Vy and ¢ € Q. Then, the Picard iteration is defined as [44, pp. 345—
346]:

K
g1 _ p) | g )7 pEHD = p®) 4 5pk) (6.8)

where 52)(,0 and 6p® are the solutions of
YRR v T TR v ® V.q) = B®
v(Vov ", Vi) + (0™ - Vv " ) — (6p\™,V - W) = R, (6.9)
—(q,V 50"y = r®),

for any W € Vj and g € Q). Equations (6.9) are the Oseen equations for the forward
stationary Navier—Stokes equations. These are posed on the continuous level, so
in order to find a solution to (6.5) we now discretize them. Before doing so, we
note that (6.9) represents an incompressible convection—diffusion equation, with
wind vector defined by ¢*). Then, defining the Reynolds number as Re = Le¥e
where Le and Ve denote the characteristic length and velocity scale of the flow
respectively, it is clear that, for Re » 1, the problem is convection-dominated.
This requires us to make use of a stabilization procedure.

Letting {¢;}, and {¢;}7", be inf- sup stable finite element basis functions, we

seek approximations U(z) ~ Z:’”l v, d(x) ~ ST wigy, plx) ~ ST 1pl(k)@/z
Denoting the vectors v¥) = {v; k)}z L w = {u e, p(k {p(k) 2y, a discretized
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version of (6.7) is:

R® = Mu + f —L® vp® — pTpk)
rk) = —Bo®),

where we set L) = yK + N®) + W& with
NG = P, o= | @0 V3) -6
£ fi=| Fa
Q

and the matrix W®*) denotes a possible stabilization matrix for the convection
operator. Here, the matrices K and M are the vector-stiffness and vector-mass
matrices, respectively, and the matrix B is the negative divergence matrix. The
matrix N*) is referred to as a (vector-)convection matriz, and is skew-symmetric
(ie. N® 4+ (N®)T = 0) in the artificial case that the V - #*) = 0. We would
like to note that this is never achieved in practice: even if one imposes the
incompressibility constraints —(¢;, V - ¥) equal to zero for all i = 1,2,...,n,,
the velocity 7®) is not exactly incompressible, but will be nearly so, see for
instance [70, Section 2.2.3].
Then, the Picard iterate (6.8) may be written in discrete form as

with dv™® and dp™® solutions of

(6.10)

L) §u® 1 BT op® = RO,
B év® = p®),

Regarding the stabilization procedure applied, we note that the matrix W)

represents a differential operator that is not physical, and is introduced only to
enhance coercivity (that is, increase the positivity of the real part of the eigen-
values) of the discretization, thereby allowing it to be stable. For the reasons
discussed in [100, 141], in the following we employ the Local Projection Stabi-
lization (LPS) approach described in [11, 12, 23]. We point out [110], where the
authors derive the order of convergence of one- and two-level LPS applied to the
Oseen problem. For other possible stabilizations applied to the Oseen problem,
see [28, 53, 58, 91, 173].
In the LPS formulation, the stabilization matrix W) is defined as

WO i, ol =00 | (V) @ V) ()
Q

Here, 6 > 0 denotes a stabilization parameter, and xj, = Id — 7, is the fluctua-
tion operator, with Id the identity operator and j, an L*-orthogonal (discontin-
uous) projection operator defined on patches of €2, where by a patch we mean a
union of elements of our finite element discretization. In our implementation, the

152



domain is divided into patches consisting of two elements in each dimension. Ap-
proximation and stability properties for convergence of the method are discussed
in [12, Section 3]. We define the projection 7, and the stabilization parameter
§*) locally on each patch P,,. Specifically, as in [11] the projection is defined as

1
— | qdP,, VYgeL*Q),

Pl Je,,

mh(q)

Pm

where |P,,| is the (Lebesgue) measure of the patch, and as in [44, p.253] the
stabilization parameter is taken to be

h 1
(1 — if Pe,, > 1,
50 = ¢ 215 ( Pem> he

0 if Pe,, <1,

where \WA{“) | is the Euclidean norm of @ *) at the patch centroid, h,, is a measure

of the patch length in the direction of the wind, and Pe,, = |7 hm/(2v) is the
patch Péclet number.

6.2 Preconditioning Forward Stationary Navier—
Stokes Equations

In this section we introduce a widely used preconditioner for solving the forward
stationary Navier—Stokes equations; this preconditioner makes use of saddle-point
theory in conjunction with the commutator argument derived in [92]. These will
be the main ingredients for devising our preconditioners.

As discussed in Section 2.10, since the matrix arising from (6.10) is non-
symmetric, an optimal preconditioner is given by the matrix P; defined in (2.26),
with @ = L®, U, = B, and S = B(L®)"'BT. Again, we look for approx-
imations of L*) and S. As for the forward Stokes equation, the (1,1)-block
L® can be efficiently approximated by employing a multigrid routine, for ex-
ample. On the other hand, an approximation S for the Schur complement S is
the so called pressure convection—diffusion preconditioner [44, pp.365-370] (first
derived in [92]) for S. The latter is derived by mean of a commutator argument
as follows. Consider the convection-diffusion operator D = —vV? + ¢7*) . ¥
defined on the velocity space as in (6.9), and suppose the analogous operator
D, = (—vV*+7 (k) . V), on the pressure space is well defined. Suppose also that
the commutator defined in (5.8) is small in some sense. Then, discretizing (5.8)
with stable finite elements leads to

M ILOYM BT - M 'BT (ML) ~ 0,

p p

where Lék) =vK, + Nék) + Wp(k) is the discretization of D, in the finite element
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basis for the pressure, with
N

) = [(7®) - V)],
W;Sk) = [0® (5 (0™ - V), ki, (TH) - V)]

the (scalar) convection and stabilization matrices, respectively, in the pressure
finite element space. As above, k; = Id — m,, and 6*) as well as 7, are defined
as in (6.11). Here, K, and M, are the (scalar) mass and stiffness matrices,
respectively, in the pressure finite element space. Then, given invertibility of L(*)
and LY, pre- and post-multiplying by B (L*™))='M and (LI(,k))_lMp, the previous
expression then gives

BM'B"(L¥M)"'M, ~ B(LW)"'B".

The approximation above is still not practical due to presence of the matrix
BM™'BT; however, as mentioned in Section 5.2, it can be proved that K, ~
BM™!BT for problems with enclosed flow [44, pp.176-177]. Finally, a good
approximation of the Schur complement S = B(L*)~1BT is

S = K,(LW)™'M, ~ S.

Note that in our derivation we have also included the stabilization matrices on
the velocity and the pressure space, which was not done in [92].

In the following we are going to use the generalization of the commutator
argument presented in Section 5.3 for deriving our efficient preconditioners.

6.3 First-Order Optimality Conditions and Dis-
cretization in Time

In this section, we derive the first-order optimality conditions that have to be
satisfied at a critical point of (6.1)—(6.2) and of (6.3)—(6.4). We make use of
an optimize-then-discretize scheme, and introduce the adjoint variables 5 and p.
We then derive the corresponding Oseen linearized problems, for both stationary
and instationary Navier—Stokes control problems, and discretize the conditions
so obtained. As for instationary Stokes control problems, we consider employing
both backward Euler and Crank—Nicolson schemes in time. In addition, if the
initial condition vj is not solenoidal, we can generalize the discretization presented
here for backward Euler, while we require a pre-processing in order to write the
Oseen iteration for the Crank—Nicolson scheme.

Remark 8. [t is worth noting that, since the problems considered here are non-
linear, first-order optimality conditions are not sufficient on their own for a crit-
ical point to be a global minimaizer, and indeed second-order optimality conditions
should also be tested (see [145, Proposition 2.3] and [175, Sections 4.10 & 5.7]).
However, as we are interested in deriving optimal preconditioners for Navier—
Stokes control problems, in the following we will only address the numerical solu-
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tion of the first-order optimality conditions, and we will refer to such a solution
as a numerical solution of the problem.

6.3.1 Stationary Navier—Stokes Control

Introducing the adjoint velocity 5 and the adjoint pressure p, we may consider
the Lagrangian associated with (6.1)—(6.2) as in [145], and write the Karush—
Kuhn—Tucker conditions as:

( R AVA T Vv+Vp—5f+f in 0 state
-V -9d(x) =0 in{ :
#(x) = §(x) on o equations
V=2 =5V + (VI)TE+ Y = G—-7 inQ adjoint (6.12)
-V -((z)=0 inQ .
\ 5(@ G onoQ equations

where we have substituted the gradient equation fu — 5 = 0 into the state equa-
tion.

Problem (6.12) is a coupled system of non-linear, stationary PDEs. In order to
find a numerical solution of (6.12), we need to solve a sequence of linearizations of
the system. As in [145], we solve at each step the Oseen approximation as follows.
Letting 7% e V, p*) € Q, f(k’) e Vo, ) € Q be the current approximations to
U, p, 5, and p, respectively, with V, Vg, ) defined as in Section 6.1.1, the Oseen
iterate is defined as

g+ — k) 4 % (k) ’ p(k—i-l) - p(k:) + 5p(k:)’ (6.13)
E(kJrl 5 n 5( ’ Pk = 0 450 ’
with dv *) , 5(’ k) the solutions of the following Oseen problem:
R R ) ® o B
v(Vév ", V) + (0¥ -Vov ", @) — (6p'™), V- w)——(d{ ,w) R,
- (k) ) o o () B L L (614
(6v ", W) +v(Vo¢ V) — (T®-VeC W) — (5u®, V-0) = Ry,
= (k)
_(q>V6C ):rék)a
for any w € V; and ¢ € Q. The residuals ﬁl(k), r%k), ﬁ;k), rék) are given by
P =(F@) (VW va) —(@® - vi®, @)+ (W, V- @)+ 5, @),

“f (9. V- 7).
<32 (T, @) = (5, @) = v(V{®), Vi) + (F® - VD, )
ry” =(g, V- ™),

The Oseen problem (6.14) is posed on the continuous level, so we need to
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discretize it in order to obtain a numerical solution of (6.1)-(6.2). Let v =

{” 21 p {pl }:L 1 {C in1s u {,uZ }1 1 be the vectors con
taining the numerical solut1ons at the k-th 1terat10n for v ), ¢ 7 (k) ,and p
respectlvely, that 18’ U(k) ~ Zi:l 7 ¢Z7 Zz lpzk)¢17 C(k ~ Zi=1 Cz(k)gbu
RN YN ug’“)m. Then, the (discrete) Oseen iterate is defined as
v EHD) = g (B) 4 gy (k pFD) = pF) 4 §p®)
¢ (k1) = C(k + o (k O+ = ) 4§,

where
L® v ® + BT §p*) — M,z 6¢® = RV
Bév®) = ’r{k),
M dv® + L) 6¢ ™ + BTop® = RV,
B(SC () - ’rék):

Y

(6.15)

with M = 1M, L)

adj = VK — N® + W) and the discrete residuals given by

R¥ — f—L® v ® _ BT p® L Mg ¢®
(k) B,U(k)
)
) _

Rk —Muwvy; —Mov® —L®

( o C BT (k) _ w(’“),

—B¢®.

Here vy is the vector corresponding to the discretized desired state v, and w®) =
{((Vﬁ(k))Tg(k), gz;z) ™ . In our tests, the initial guesses v and ¢ for the non-
linear process are the state and adjoint velocity solutions of the KKT conditions
for the corresponding stationary Stokes control problem with dlscretlzatlon %Nen

by (6.15) with L*) = L;dg = K, and residuals R1 = f, R =Muoy, ry’ =

rék) = 0. Note that the right-hand side may also take into account boundary
conditions (as done in our implementation).
In matrix form, we rewrite system (6.15) as

S R
o) Wl 5¢® R
Te -0 su® |~ O E (6.16)
s S 0 r%k)
| —
A o "
where
(k)
® | M L., | B 0 100
(I)S = [ L® 1\/[Jﬁ i|, Yy = l 0 B |’ Og = 00| (617)

The matrix Aék) is of saddle-point type; however, since the incompressibility

constraints V - v = 0 are not solved exactly, (IDék)

is worth noting that the matrix @ék) represents the discrete optimality conditions

for a stationary (vector) convection—diffusion control problem. This observation

is not symmetric in general. It
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will be used when deriving our preconditioners.

6.3.2 Instationary Navier—Stokes Control

We now state the KKT conditions for the instationary problem (6.3)-(6.4). As

before, introducing the adjoint variables 5 and p, we consider the Lagrangian
associated to (6.3)—(6.4) as in [175, p. 318]. Then, by deriving the KKT conditions

and substituting the gradient equation fu — 5 = 0 into the state equation, the
solution of (6.3)—(6.4) satisfies:

r

AR R VU—%VP—%?‘*‘JF in € % (0,27),
—V -, t) =0 inQx(0,),
U(x,t) = g(z,t) on o x (0,t5),
771'70 = 7 X an,
{ oc 27 = oS SN\T 7 o0 40(1 . (6.18)
—5 — VvV (=T VC+ (V) (+Vu = Gg—7 inQx(0,t),
—V - C(w,t) =0 inQx (0,ty),
Cz,t) =0 ondQ x (0,ty),
\ (o) =0 inQ

Problem (6.18) is a coupled system of non-linear, instationary PDEs. In or-
der to find a numerical solution of (6.18), as for the stationary case we take an
Oseen linearization. Before showing the linearization adopted, we would like to
show how to derive the optimality conditions above, observing that the optimal-
ity conditions for stationary Navier—Stokes control problem can be derived from
those by neglecting the time derivative. Similarly, we can recover the first-order
optimality conditions for Stokes control by neglecting the non-linear term v- V.
We will follow the work in [175, p. 318], and consider only the case of d = 2 (that
is, Q < R?).

We introduce an adjoint variable for each constraint in (6.4), and consider the
Lagrangian associated to (6.3)-(6.4)

£(177p7777 gﬂaC@QaC& JI U u

JJ(——N%M w+vp—u—f)-59d9dt
JJ (u, V - U detJrJJ —q) Canth
L(v—m & do.

Following the work in Section 1.3.1, we may easily derive that the Fréchet
derivative of L(¥, p, U, Ca, Caq, Co, 1) With respect to u leads to the gradient equa-
tion Su — (o = 0, while the Fréchet derivatives of L(¥,p,u, (q, (o, Co, ) With
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respect to 59, 14, 5@9, and 50 lead to the state equations

WYV +T-VO+Vp=d+f inQx(0,ty),
—V iz, t) =0 inQx(0,ty),
U(x,t) = g(z,t) on Q2 x (0,tf),
) in Q.

Let us now consider the Fréchet derivative of L(7, p, , Ca, Coar, Co, p) with re-
spect to p. We take a generic direction ¢ in an appropriate Hilbert space, and
then write the Fréchet derivative of the term

iy 5 tf 5 tf .
ff V(p+q)‘CQdet=ff Vp-CQdet—Fff Vq - (o dQdt.
0JQ 0JQ 0JQ

ty .
Applying the Divergence Theorem to the term J Vq - (o d€2dt, we can write
0Ja

ty 5 ty 5 ty o
J Vq'CQdet——JJqV-CQdet—Fff qCq-ndsdt,
0Jo 0Jo 0 Jog

where n denotes the (outer) unit normal vector. Then, one can easily derive that
the Fréchet derivative of L(¥,p, d, (qa, (a0, (o, ) With respect to p is given by

ty ty
dﬁ(v pvu CQ?COQ?CO? quv CQdet-FfJ QCQ n ds dt.
oQ

As we wish that d,L(V, p, 4, Ca, Goa, Co, p)q = 0 for any appropriate choice of ¢, in
particular by choosing ¢ in C§°(0,t; Q) we can infer that

ty .
—quv-ggdﬂdtzo,
0JQ

where Ci°(0,t; Q) is the class of infinitely differentiable functions on (0,%¢) x €
that are equal to 0 on the boundary 0€2. From the latter expression we recover the
incompressibility constraint on the adjoint variable ¢ in (6.18). In addition, since
the previous expression has to be equal to 0 for any ¢ in the appropriate Hilbert
space, from d,L(7,p,, CQ,CaQ,CO, p)g = 0 we may also infer that CQ n = 0.
However, we do not include the latter condition in (6.18), since as we will see (and
as we may expect from the control problems described in the previous chapters)
the adjoint variable 59 has to be 0 on 092, for all times ¢ € (0,1y).

We now have to derive the Fréchet derivative of L£(U,p,, 59, Q_fm, Q%, @) with
respect to U, and we will analyse only two terms, as we have already derived
the Fréchet derivatives of the remaining ones in Section 3.2. We will start with
finding the Fréchet derivative of the term

tr
JJ(M,V-ﬁ)det.
0JQ
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We take a generic direction « in an appropriate Hilbert space, and then consider
the quantity

f’L(M,v-(m @) dQ dt.

Then, by working as in Section 1.3.1 it is easy to prove that the Fréchet derivative
of Séf o (1, V - ') dQ dt with respect to ¢ is given by

ty
fj(,u,V-zD)det.
0Jao

We now focus on the non-linear term

ty .
f J (- V) - G dQ dt.
0 JQ

As above, we consider a generic direction « in an appropriate Hilbert space, and
then consider the following quantity:

tf .
JJ 17 @) (U+u7)>-CQdet.
Then, by expanding the previous quantity and working as in Section 1.3.1, we

can derive that the Fréchet derivatives of Séf §o (T VT) - Co dQ dt with respect to
U is given by

JJ - Vw (QdetJrff (o dQ dt.

In order to derive the optimality conditions (6.18), we observe that

[@vl 0oLy 02 @_]

and therefore we have that

JJ wVv deth_fLsza“lgmdet

=1
:Jff ([ Vor Voo | ) @ dQdt.
0 JQ

In addition, we use the fact that the trilinear form

S ty S
o(7, 13, @)::f J (U-vw).ggdﬂdt
0 JQ
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is skew-symmetric if 59 = 0 on 09Q7. Specifically, for this EQ we have
o(¥, @, (o) = —e(¥, Go, @)

From here, we can rewrite the Fréchet derivatives of S(t)f §o(U-VT) - Co Q2 dt with
respect to v as follows:

_Lth (U- V&z) @ dQdt + Lth ((Vﬁ)T59> L@ dQ dt,

where VU = [ Vv Vo, ]T. We have thus recovered the convection and the
“mixed” terms of the adjoint equation in (6.18).

Finally, we can employ the same strategy as in Section 3.2 for all the other
terms, and find out that the Fréchet derivatives of L(¥,p,, 59, 599, é),u) with
respect to ¥ is given by

dgL(V, p, U, Ca, Caa, Co, 1) Zf f (U — Ug — ﬁ — vV —T- V(Q) < dQ dt
0Ja

ot
ty . tir
+f (VU)TCQ + Vu> ~f dQ dt +f Con - W dsdt
0JQ 0 JoQ
iy
—J —dsdt+ff acg @ dsdt
0 Q. 6n

(Qsz(x tr), @(x, t5)) = (Calx,0), % (x,0)) + (Co, D).

Then, we can derive the optimality conditions (6.18) by setting the previous
expression equal to zero and choosing W appropriately, as done in Section 1.3.1
and in Section 3.2.

We can now derive the Oseen linearization for the system (6.18). Let 7*) e
V,p® e @, (™ eV, u® e @ be the current approximation to @, p, ¢, p, with
V= A{ve L*(0,t;; H (Q)Y) | Z(-,t) € L*(0,t5; H'(Q)?) for ae. t € (0,p),

U= gOH aQ? ’17(2570) - UO(x)}u
Q = L2(07 tf; L2(Q))7

and V, the corresponding space for the adjoint velocity (see [175, pp.315-321]
and [86, pp. 88-95], for instance, for the case d = 2). Then, the Oseen iterate is

- (k - (k
of the form (6.13), with (51)( ), Sptk), 5C( ), 51*) the solution of:

@57)(’“’,@3 +v V(ﬁ;(k), Vi) + g(k).v(;?}(k)’w —(6p™, V 15) — L 5 (k),zﬁ :Egk)’
ot 4
—(¢, V- 5" )) =),
—(%52“”, @)+ (ot v — (@ .96, @) — (5u®, V@) + (60", @) = B,
—(q,V - &¢ (k)) -
(6.19)

"We recall that V - @ = 0 to derive this.
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for any w € V; and ¢ € Q. The residuals ﬁgk), r%k), ﬁék), rék) are given by

(6.20)

Note that with this notation v - (z,0) = 6¢ " (2. ¢7) = 0 in €, and 60" (2, 1) =

oC (k)(z,t) =0 on 0Q x (0,y).

Equations (6.19) constitute an Oseen approximation for instationary Navier—
Stokes control, involving a coupled system of instationary convection—diffusion
equations and divergence-free conditions. In order to discretize them, we employ
either backward Euler or Crank—Nicolson in time. Further, in order to solve
(6.19) we need to choose an initial guess v and ¢W for the state and the
adjoint velocities and then iteratively solve a sequence of linearized problems. In
our tests, v(!) and ¢(V) are again the (velocity) solutions of the KKT conditions
for the corresponding Stokes control problem.

We now derive the linear systems resulting from the time-stepping schemes.
In order to simplify the notations, we will employ the 1 x n matrices I 1, Iz 2,
I+ 3, and I 4 defined in (5.18).

Backward Euler for Instationary Navier—Stokes Control

In this section we introduce the backward Euler scheme for approximating (6.19)—
(6.20), and then derive the resulting linear system. We discretize the interval
(0,tf) into n; subintervals of length 7 = fot, denoting the grid points as t,, = nr,
forn =0,1,...,n;, and approximate all the functions as for instationary Stokes
control with backward Euler in time. Specifically, our approximations of the
solutions at the k-th step of the non-linear solver are given by QNN v(x, ty,),

C,(Lk) ~ 5(30,15”), forn =0,1,...,ns, and pﬁfjl ~ p(z,tni1), p,Sf) ~ p(z,t,), for
n=20,1,...,n, — 1, for all x € Q. We also introduce the following finite element
matrices:

LY = 7K+ NP + W)+ M, T = 70K - NP + W) + M,
MBE = 7M, MEE = %M, B =18,

where W is the stabilization matrix related to #\", and N’ = [(17,5’“) N, 7)),
with 7 the approximation to v at time t,, at the k-th Oseen iteration. Note
that the superscripts of L(()k), T((]k) are superfluous, as the initial condition on ¥ is
fixed; however we keep them for consistency. We then write the discrete Oseen
iterate as

'U,(Lkﬂ) = vq(f) + 6’0#7), Cq(fﬂ) = Q(Lk) + 6C7(f), n=0,1,...,n,
P = ol oplh Y = e n=0.1
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with dv,(Lk), 5C,Sk), dpglk), 6;1,%]“) the solutions of the following discretization of
(6.19):

MEBE§u®) + TR ¢k — M 5c it BTap, N = R,

-M 51)7(11{) + szklldvr(ﬁl + BT‘S n+1 - 5Cn+1 = gkr)n (6.21)
h )
B 6"’n+1 7°§ 7)L+17
B¢ gzg,

forn =0,1,...,n; — 1, with 6v(()k) =0, 5(’7(5) = 0. The discretized residuals are
given by

R{") — Tfr 4+ Mo, — L1(1k+)1v1(1+)1 BTpn+1 + MBECn+17

1n —
k
7"%)71_’_1 =-B ’U1(1+l7 (622)
Ré’fz _ MBE MBE’U,(lk) Tslk)cék) + Mcéﬁ?l _ M%) w,(f),
rgfr)z =—-B C" )

where fn+1 = {( _’(:)3 tnt1), ng) i1, and w W {(( _)(k )TCn ¢z) 7, 13 for n =
0,1,...,n, — 1. Note that the non-linear residuals R1 0 R1 1> R2 0 R2 1 1D
(6.22) take into account the initial and the final conditions on @ and ¢.

Even if the incompressibility constraints B (5'07(121 = 0 are solved exactly,
for n = 0,1,...,n, — 1, at each Oseen iteration the system described in (6.21)

is not symmetric, due the conditions dv(()k) = 0 and 5(}1’:) = 0. However, we
work as for instationary Stokes control problems solved with backward Euler in
time, and employ a solenoidal projection of the form (5.20). However, within the
projection we include also a convection and a stabilization matrix. Specifically,
given a vector b, we define its solenoidal projection at time ¢t = 0 as b, with

{ L% b+ BTp=Lyb, (6.23)
Bb=0,
with Ly = 7(vK + N + W3 ) + M, N and Wj being the vector-convection and
stabilization matrices related to b. Similarly, we define the solenoidal projection
of a vector b at time t = t; as the vector b solution of (6.23), with the matrix
L(()k) replaced by Tgi).
We apply the previous projections to the initial and final time conditions
5v(()k) =0 and 5(’7(5 = 0. Then, by multiplying the incompressibility conditions
by 7, the linear system of (6.21) can be rewritten as

so®) b
k
ol (Wpe)' || 6¢W | | by (6.24)
Upr —Opp St | bgk) ’ '
- ~ 4 (F) k
A% op b
BE
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where the right-hand side accounts for the non-linear residual. Further,

i MBE EBEv(k) BBE 0 0 0
(131(3%:[£123E,(k) —i\/lgE , Upg = 0 REE | Ogpg = 00| (6.25)

with MBE = Ing+1,1 ®1\_/-[BEa MI}BBE = Ing+1,2 ®1\_/-[BE7 BBE = Ing+1 ®By and

T —M Ly
k
EBE,(k) _ e e EBE’(k) _ —-M Lg )
1 ™ M |72 . .
" . .
Cow M LY

Note that, in the case of the incompressibility conditions not being solved exactly,
E?E’(k) (£2BE’(k))T; however, the system is symmetric if they are solved exactly.

We note that we can relax the incompressibility assumptions on 7 and modify
the discretization of the Oseen problem (6.19)—(6.20) as follows. Suppose that
is not solenoidal. Then, for the first backward Euler step in (6.21) we can rewrite
(6.23) as

LY 50+ BTopl — B,
poul =il

where, given vy as an appropriate discretization of vj,

{ Ry, =Low —Li"v — BTp}”,

r% =-B v(()k).

Here, Ly = T(vK + N, + WO) + M, where N, and W, are the vector-convection
and stabilization matrices related to vy, and the rest of the non-linear residuals
are defined as in (6.22). Note that in this case we cannot substitute M’u(()k) = Muv,
into the non-linear residuals as vy is not incompressible. We note also that for
k = 0 (meaning v(()o) = 0) and with v = 1 from the above step, with L, = L(()O) =
7K + M, we recover the solenoidal projection (5.21) for the instationary Stokes
control problem.

Crank—Nicolson for Instationary Navier—Stokes Control

In this short section we present the linear system arising upon employing Crank—
Nicolson in time when solving (6.19)—(6.20). The starting point will again be
the discretized optimality conditions for instationary Stokes control with Crank—
Nicolson applied in time. We discretize the interval (0,%;) into n, subintervals
of length 7 = Z—i, and approximate v and 5 at the time points t, = n7, n =
0,1,...,n;, employing a staggered grid for p and p, as in [13]. Specifically, our
approximations of the solutions at the k-th non-linear iteration are given by
o) ~ #(x,t,), ¢ ~ ((,t,), for n = 0,1,...,n,, and pi’?l ~ plz,t, + 7)),
2

”Sﬁl ~ p(z,t, + %7’), forn =0,1,...,n, — 1, for all x € . In addition, we
2
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introduce the following finite element matrices:

Li® — 2K+ NP + W)+ M, TE® = 20K - NP + W) + M,
MON = M, MSN = ZM
ﬁ Y

with Wﬁlk), N defined as for backward Euler. Then the discrete Oseen iterate
is

o - <+5ma D ) 4 5e®) n=0L...
k+1 k+1 k k

with évﬁk), 5C7(1k), 6p1(f+)l, 5,‘1!7(1?; solutions of the following discretized version of
2 2
(6.19):

MCN(JU + 6vn+1) + T "¢ + Tn+1 6Cn+1 + BT&N +1 7 R2 o
L, ®ovl + L, V6v,7, + BTop)), —MEN(6¢ + 5cn+1) - R{")

n+1 1,n
Bov) =
n+1 - "1in+1

BsG =i,

\

forn =0,1,...,n;, — 1, with 5’06’“) =0, 5(’,(1]:) = 0. The discretized residuals are
given by

R - Ll L, - B,
]‘\_/‘[CN(C’V(Z Cn—i—l)
(k) ( )
{ rl,n-‘rl__B n+1» (626)

R%=Mwwfmﬁﬂ M (i +v,2,) = T ¢!
n+1 Cn+1 BT,"’iH)_% - %( 7(1) + wfz—zl)a
Té’f?’)l/ =B Cn )

\

forn=20,1,...,n;, — 1. Here, f™ and w are defined as for backward Euler, for
n=20,1,...,n, Note also that here the non-linear residuals Rglfg, Rﬁ’f,it,l, Rgfg,

and Ré’f%t_l in (6.26) take into account the initial and final conditions on ¢ and

3
In matrix form, after multipling the incompressibility constraints by 7, we
write

- ’ : o (*) F(k
LW MG 0 (BT | ¢ | | by 6.7
BON 0 0 0 su® | = g | 620
1 N by
0 BSN 0 0 op™ b

where (')rv(k), ¢ (k), éﬁ(k), 5})(k) are the k-th Oseen corrections, and the right-hand
side accounts for the non-linear residual. The blocks in the previous matrix are
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given by

=CN,(k
LON) _

RCN _ .
Bl — c . 9

wel]

3CN _
BQ -

(K (k
- LO()LT()

L,

(k) L+ ,(k)

L 'I’Ltl

oo

B 0

and MN = (I, 111 + Ly, 413) @ MON, MCN = (Inp12+ 1 mﬂ 3) ® MCN

As for instationary Stokes control Wlth Crank—Nicolson in time, the system
(6.27) is not symmetric; however, we work as in [100] and in the previous chapter
in order to transform the linear system above and make it as close to symmetric
as possible. In fact, eliminating the initial and final-time conditions on v and Q_“:
we can rewrite

A’)[CN EICNMC) (B‘CN)T 0 Sv®) b(lk)
p ~ 5 k
EZCN’(k) _MgN 0 (B CN)T 5C(k) B bg )
BN 0 0 0 op™ | b |
> (k) k
0 BN 0 0 op b
with dv®, 6¢*), su® | §p*) as well as the right-hand side modified accordingly.

The matrices ./\/lCN = I nea @ MON, MCN = I,,,4 @ M§Y, BN =, ® B, and

Lih(k)
Ll—v(k) L;7(k)

ECN,(k) . ~CN,(k)
1 - +,(k) m—(k) |7 72 o .
Tnt—2 Tnt—kl : i
T, SIS

We now consider the linear transformation 7" defined as in (5.25), with 7y, 15,
T3, and T, defined as in (5.26). Then, the previous system is equivalent to the

following:
Sv®) b
ol (Wex)" || 6¢® || bW
Yoy  —Ocn H bg

AR
Here the matrix blocks are given by
CN,(k
C —MGN |’ 0 B

MCN
£SN7(I<:)
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with
M MCN ( nt4[;4)®MCN’ B?N BCN—[T4®B

(I} 4y La) @MSY, BN =T,BN=1,.,®B,
,ch’(’“) = TlﬁfN’(“, R I (1)

nt,4

System (6.28) is still not symmetric in general, as /chN’(k) # (ESN’(k))T due to the
mismatch of the indices for the convection terms. We recall that the transforma-
tions T;, © = 1,2, 3,4, as well as their inverse operations are easy and cheap to
apply, as they require only a sequence of block updates. In addition, the matrices
MY and MEN can be rewritten as in (5.30), with MEY and M7 defined as in
(5.31). Fmally, we recall that we may work efficiently with MCN and MEN, by
employing T, Ty, MEN, MEY D> and that MEN and /\/lCN are symmetric positive
definite, since the same holds for MEY and MG

As for instationary Stokes control with Crank—Nicolson applied in time, it is
not straightforward to generalize the strategy presented here to the case where v
is not incompressible, as in this case we must also solve an appropriate solenoidal
projection. However, as we mentioned above, the projection cannot be solved
along with the other equations, as our approach requires the elimination of the
initial and final conditions on ¢ and 5 Therefore, before applying our solver we
must solve the projection to a stricter tolerance than that required for the control
problem.

6.4 Preconditioning Approach

We now devise preconditioners for the systems (6.16), (6.24), and (6.28) arising
upon discretization of the optimality conditions for the problems under examina-
tion by making use of saddle-point theory. We will generalize the preconditioners
derived in Section 5.5 for Stokes control problems. Each of the preconditioner
below is of the form P; as defined in (2.30): this requires us to (approximately)
apply the inverse of the corresponding (1,1)-block of each matrix analysed; we
accelerate this process by again employing an approximation of the form 731 as
defined in (2.30). In the following, subscripts refer to the corresponding matrix
we are considering; to simplify the notation, we drop the superscript referring to
the non-linear iterate k.

6.4.1 Approximation of the (1,1)-Block

We now describe suitable approximations of the inverses of the (1,1)-blocks for
the systems (6.16), (6.24), and (6.28). As noted after the discretization of the
optimality conditions, each of these matrices is not symmetric if we solve the
incompressibility constraints inexactly (for a Crank—Nicolson discretization the
block is not symmetric even if those constraints are solved exactly). We thus use
a fixed number of GMRES iterations to approximate the (1, 1)-block, accelerated
with the preconditioners described below, as opposed to Uzawa iteration for ex-
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ample (see [43]) which may be symmetrized, and so has utility within a MINRES
solver, for instance.

Stationary Navier—Stokes Control

Consider the (1, 1)-block @ék) defined in (6.17). This matrix can be considered
as the discretization of the optimality conditions for a stationary convection—
diffusion control problem. Using saddle-point theory, a suitable preconditioner is

given by
M 0
P{),S = [ L(k) _S<I>7S :| )

with Se g = Mg + L(k)Mfng;? the corresponding Schur complement. As de-
scribed in [141], a potent preconditioner for Pg g (optimal in the symmetric case)
is given by

~ M. 0

Here, M, represents a fixed number of steps of the Chebyshev semi-iterative
method [63, 64, 181], and

Ses = (L® + M_z) M (LY + M),

with M 5 = \/LBM and the blocks L*®) + M 3 and Lgf% + M, /3 approximated
by the action of a multigrid routine, for example. It is worth noting that, if
the incompressibility constraints are solved exactly, (Pék) is symmetric and the
approximation S¢ g of the Schur complement S ¢ is optimal; in fact, it can be

proved that A(ég}s Ses) € [3,1] [141].

Instationary Navier—Stokes Control with Backward Euler

We now derive a preconditioner for the matrix @1(3’?3 defined in (6.25). As in
the stationary case, the matrix can be considered as the discretization of the
optimality conditions for an instationary convection—diffusion control problem
with backward Euler in time. As the matrix MPB¥ is not invertible, we seek a
preconditioner of the form:

—So,BE

< MPE 0
P<I>,BE = [ EQBE,(k) ] )

with MPBE an invertible approximation of MBE, and the perturbed Schur comple-
ment §¢7BE = M3" + EQBE’(k) (MBE)_IE]?E’UC). Since the (1,1)-block is the same
as for instationary Stokes control with backward Euler in time, here we employ
the same approximation MB® of MBE. Specifically, a suitable approximation of

MBE is given by

MBE — plkdiag(MPE, ... MBE ¢MBE),
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with 0 < ¢ « 1. In addition, following the work in [139], we can derive that a
good approximation for Sg gg is the matrix

Somp = (L5 + MEE) (MPR) 7 (£75® + MEE),

with -
BE _ T
M= U
As for the stationary case, the blocks EEE’UC) + M\B/% and E?E(k) + /\/l]?/% are not
inverted exactly, but rather we apply block-forward and block-backward substitu-
tion respectively, with each block on the diagonal approximated by the action of
a multigrid process, for instance. Finally, a suitable approximation of the matrix
Ps B is given by

blkdiag(0, M, ..., M,/ M).

MPE = 7 blkdiag(M.,..., M., M,).

C

. M\BE 0
P = ; N ,
@ BE EQBE’(k) ~Suun
It is worth noting that, if the incompressibility constraints are solved exactly,
the Schur complement approximation Sgpr of Sepgr derived here is optimal.
In fact, following the work in Chapter 3 and in Chapter 4, it is possible to

A~

prove that )\(Sq)’gqu)’BE) € [%, 1], as follows. Suppose that the incompressibility
constraints are solved exactly. We first observe that (N£{“)T = —Ngﬁ), which
implies ﬁ?E’(k) = (£2BE’(k))T. Then, since both the matrices MPBE and MEF are
symmetric positive definite, from Theorem 1 we derive that % is a lower bound
for the eigenvalues of the matrix 3’;}3E§¢,BE. In addition, we employ Theorem 2

in order to prove that 1 is an upper bound for the eigenvalues of cSA’;}BEggBE. For
this to hold, it is enough to prove that the matrix

k) _ pBE(k) (A BE\~l, (BE BE ( A fBE\~1/ pBE,(k)\T
X()—£2 (M ) M\/BJrM\/B(./\/l ) (L5 )
is positive semi-definite. Recalling that MPE = 7M, it is easy to derive that

(MEE) I MBE = MPE(MPE) ™ = \/Lﬁblkdiag(o, Lo Lo, (WO ),

which implies that

1
x® = 7 <X1(k) + 2@) ,

~

| (VOIE®), where T - vK + W,

y Hng—1

with X" = 27b1kdiag(0, L"), . ..
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forn=1,2,...,n, and

® M.

o
I
|

e L

=14

We observe that the matrix 7 can be rewritten as follows:

[ 0

T=TTi+ ,

where

-1 1

From here, we derive that the matrix 7 is positive semi-definite, as it is the sum of
two symmetric positive semi-definite matrices. Recalling that also M is positive
definite and employing Theorem 3, We can infer that the matrix X, is positive
semi-definite. Similarly, since each L is positive definite, for n = 1,2,...,ny,
we can also infer that the matrix X *) i positive semi-definite. Then, due to Xl(k)
and Xy being positive semi-definite we derive that the same holds for the matrix
X. Finally, the latter together with Theorem 2 implies that 1 is an upper bound
for the eigenvalues of the matrix Sq, BESq, BE-

Instationary Navier—Stokes Control with Crank—Nicolson

Let us consider the linear system @g% defined in (6.29), arising from a Crank-
Nicolson discretization. In order to devise a preconditioner for this system, as for
the backward Euler case, we observe that this matrix can be considered as the
(symmetrized) discretization of the optimality conditions for the control of the
instationary convection—diffusion equation discretized when employing Crank—
Nicolson in time. Again, a suitable preconditioner is the block triangular matrix

MCN 0
P = ,
®,CN { £2CN,(k) S<I>,CN ]

where Sp cn = MGN + LT (MEN)=1£NE) T order to find an approximation
of Py on, we adapt the strategy used in [100] and discussed in Section 4.3.1 as
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follows.

The (1, 1)-block M®N is the same as that arising upon discretization of the
optimality conditions for instationary Stokes control with Crank—Nicolson in time.
Therefore, we may find an approximation by working as in the previous chapter.
In fact, from (5.30)—(5.31), we can rewrite MN as MN = Ty MENTT | with MEN

a block diagonal matrix with each diagonal block a multiple of M. Therefore,
a good approximation of M®N is given by MEN — T, MCNT T, with MCN =
51, @ M,.

To derive an approximation of Sg cn, we use (5.30) together with (6.30) to

rewrite

Sv.ox =Ty [MEY + (£, ) (M1 L7 )] T, (6.31)

int
S@' CN

recalling that Ty = T,'. We first seek an approximation §(I§“5N for Sg'oy of the
form

—~~

ScﬁntCN _ (E2CN,(I<:) +M\2)(MCN>—1(T1510N,(1€) T{l +M1),
such that

M\Q(MCN)A./(/L = (M\QTQ_I) (M%N)il (Tl_l./(/l\l) MD,B-
The previous expression is clearly satisfied with the choice

MoTyt = T7AM, Jn, ® M.

int

Then, our approximation of Sg'¢y is given by

Aqg?gN:(ECN’““wﬂ)(MCN)*( TLW T M)
(L5 L M T (ME) (LT Tt T M T,

with M = Q\T/BIL 4 ® M. Finally, substituting th into (6.31) and observing

that M and T; commute, we obtain that our approximation of S¢ cn is given by

~

§<I>,CN =T, (£ + M) (MCN) (ElcN’(k) + M\T)

As for the backward Euler method, we apply the inverse operators of the matrices
L, CINE) L M and ECN B L M7 inexactly by employing a block-forward and block-
backward substitution respectively, with the action of a multigrid process used
to approximately apply the inverse of each block diagonal entry.

As opposed to the previous cases, it is not possible in general to prove bounds
on eigenvalues for this preconditioner, derived for instationary Navier—Stokes con-
trol with Crank-Nicolson in time, as the Schur complement approximation S cn
is in general non-symmetric. However, if we suppose that the velocity v is con-
stant in time, then the matrix 75 commutes with L' ) 4 /\/l and the Schur
complement approximation derived here reduces to the one we derived in Section
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4.3.1 for time-dependent convection—diffusion control problems when the Crank—
Nicolson method is applied in time. The last observation implies that the Schur
complement approximation derived here is optimal in the simplified setting of the
velocity ¢ being constant in time, due to Assumption 1 trivially holding, since we
are considering enclosed flow.

6.4.2 Approximation of Schur Complement

We now derive efficient approximations for each Schur complement of the systems
(6.16), (6.24), and (6.28). As for the Stokes control problems, the (2,1)- and the
(1,2)-blocks of these systems can be considered as a (negative) vector-divergence
matrix and its transpose. Therefore, the starting points for our approximations
are the commutator arguments employed for Stokes control problems described in
Section 5.5.2. In addition to the Laplacian —V?, all the differential operators con-
sidered below will take into account also for a convection term. The discretization
of the latter will include also a stabilization matrix, aside from the convection
matrix. The latter will be quite an important component of our preconditioners,
as it will allow more robustness with respect to the viscosity v.

Stationary Navier—Stokes Control

Let us consider the Schur complement S5 = Ug(®F)~1W{ of the system (6.16),
with (IJ(Sk) and Vg defined as in (6.17). As for stationary Stokes control, we
apply the commutator argument to & as defined in (5.9) with m = 2, with the
differential operator on the velocity space taking also into account a convection
term. Specifically, the differential operator on the velocity space is defined as

D_ Id —vV2 gk . v
I B AVAE ARV, —5ld ’

and D, the corresponding differential operator on the pressure space; we recall
from Section 6.1.1 that Id represents the identity operator. Employing stable
finite elements and working as in Section 5.3, we obtain the following expression
for (5.11):

k -1
e = [ K, 0 ] M, LU [ M, 0 ] . Sas
) 0 Kp Lék) _M,B,p 0 Mp ")

where we set

LE = v, + NP +w» L

P adj,p

= vK, — NP + Wk,

and Mg, = %Mp.

Before presenting the approximations of the Schur complements arising from
the instationary case, as we did for the stationary Stokes control problem, we
would like to show the effectiveness of our approach. In Figure 6.1, we report
the eigenvalues of the matrix S;\}SS A, after three Oseen iterations of the test
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problem defined in Section 6.5.1, for v = 1—(1)0 and level of refinement 1 = 5, and
for some range of /3, where 1 represents a (spatial) uniform grid of mesh-size
h = 2'71 for Q basis functions, and h = 27! for Q, elements, in each dimension.
As for the stationary Stokes control problem, we “pin” the value of one of the
nodes of the matrix K, for each K, in blkdiag(K,, K,) in the factorization of

Sas.

Figure 6.1: Commutator approximation for the stationary Navier—Stokes con-
trol problem defined in Section 6.5.1. Eigenvalues of S;llSS As after three Oseen

iterations, with ) =

(—=1,1)? and v =

0.4

— for 3=1077,j=0,2,4,6, and 1 = 5.
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In Figure 6.1, we observe a strong cluster of eigenvalues around 0.5 and 1.
However, as opposed to the stationary Stokes control problem, the real part of the
eigenvalues of S;LISS 45 are not clustered between 0.2 and 1 for all the parameters

B. In addition, the imaginary part of the eigenvalues of §;}SS s depends on the
parameter 3. Nonetheless, the approximation adopted seems quite effective.

Instationary Navier—Stokes Control with Backward Euler

We now consider the Schur complement S4pg = \IIBE(CI)](;;)A\IJEE of (6.24), and

derive an efficient approximation by employing the commutator argument (5.9).
As we mentioned for instationary Stokes control, the differential operator D is
chosen in such a way that it mlmlcs the blocks of a suitable matrix. In this case,
we want to mimic the blocks of <I>BE defined in (6.25). Again, the starting point is
the commutator argument for instationary Stokes control with backward Euler in
time, with the differential operator D taking into account also a convection term.
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Specifically, we consider (5.9) with m = 2(n; + 1) and the differential operator:
IR
D Dgg Dgg
- D2,1 D2,2 ’
BE LBE

where Dypy = 71,411 ®1d, Dif = —51n+12®]1d, and

with
D= (V240 V) +1d,  Diag =7V -5 . V) +1d.

As above, we define D), as the corresponding differential operator on the pressure
space. Discretizing (5.9) and observing that Sypg = 72B DB T, with D the
discretization of the differential operator D and B = Iy(n,+1) ® B, we obtain the
following approximation:

1,1 1,2
p, BE Dp, BE

-1
SA,BE:TQKEE[ 2,1 2,2 ] M, ~ Sape.
D> D> 7
p, BE p, BE

Here, we set

K:EE = IQ(ntJrl) X Kpa MEE = IQ(ntJrl) X Mpa

.
’Djl),’lBE - TIntJrl,l ® Mp, Df):zBE == _B[nt+1’2 ® Mp’
and
k k
TO(7;D) —M, L&Zz
D1,2 o ’ .. D2’1 . —Mp L:(l’f;
p, BE T k ) p, BE T . )
TTEt)_l’p _%p o (k)
T, p —M, Ly p
with

LY = 7wK, + NV + W+ M, T = r(vK, - NY + W)+ M

%D p-

Instationary Navier—Stokes Control with Crank—Nicolson

Finally, we move on to finding an approximation for the Schur complement
Sacn = Wen (@R WL of (6.28). As we have done for the Schur comple-
ment arising from the backward Euler discretization, the starting point is the
commutator argument for the instationary Stokes control problem with Crank—
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Nicolson in time. Again, we apply the commutator argument (5.9) to a suitable
differential operator D.

We first observe that the Schur complement S4 cn can be rewritten as
~ ~ - 1 ~ T
e [T 0 BEN 0 MEN £1(3N7(k) BEN 0
ANT]L 0T 0 BN || LM M 0 BON |-

Then, we consider (5.9) with m = 2n, and the differential operator

1,1 1,2
DCN DCN
D= 21 22 |
Don Dox
1] ®1d, D}

where DGy oN = —251n,a ®1d, and

+ —
DO, adj Dl, adj

+
Dy D
1,2 21 1 2
Den = + - , Dox = . . )
ny—2, adj ny—1, adj ’
- +
ng—1, adj Dntfl Dnt
with
T 5 T
Df = 5 (-vV* + 7. V) +1d, o=

Dy = (V=5 V) £1d

Denoting with D,, the corresponding differential operator on the pressure space
and proceeding as above, we can derive the following approximation:

1,1 1,2
§ — 72 T3 0 JCCN DZLCN Dp,CN MON ~ §
AN 0 Ty |™" | p*L . D*? p ¥ OACN:
p, CN p, CN

Here, we set

ICZ?N = [271,5 ®Kpa MSN = IZnt ®Mpa

1,0 ToT 2,2
Dp7 CN — _.[ 746@]\4}77 D

T
9t p,CN = _ﬁlnt/l ® MP?
and
) k R k 5 k
Tﬂfp( )Tl,p( ) LIP( :
) — ° ) 5P Y
Dyon= k) k) | Prlon N :
f2 T"t?iiip [ —
+7 ] +)
Tntfl,p Lntfl,p Lnt,P
with
+,(k T k k +,(k T k k
LE® = twi, + NP+ wiy+ M, 759 = 1wk, - NE + w®) + M,
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6.5 Numerical Results

We now demonstrate the effectiveness of our preconditioners by presenting numer-
ical results. In all our tests, d = 2 (that is, z = [z1,22]"), and Q = (—1,1)2. All
tests are run on MATLAB R2018b, using a 1.70GHz Intel quad-core i5 processor
and 8 GB RAM on an Ubuntu 18.04.1 LTS operating system.

As our preconditioners are non-symmetric and require an inner solve for the
(1,1)-block, for the outer solver we apply flexible GMRES [155] restarted every
10 iterations, up to a tolerance 107% on the relative residual; we make this choice
as, at each step, we require the Oseen linearization to be solved to a stricter
tolerance than that of the non-linear residual reduction we wish to achieve. Our
implementation is based on the flexible GMRES routine in the TT-Toolbox [127].
To apply the approximate inverse of the (1, 1)-block, we take 5 iterations of the
GMRES routine implemented in MATLAB. We apply 20 steps of Chebyshev
semi-iteration to mass matrices (on the velocity or pressure space); we apply 4
V-cycles of the AGMG routine [118, 121, 122, 123] for other matrices constructed
on the velocity space®, while employing 2 V-cycles (with 2 symmetric Gauss—
Seidel iterations for pre-/post-smoothing) of the HSL_MI20 solver [22] for stiffness
matrices on the pressure space within our Schur complement approximation.

Regarding the non-linear iteration for solving the Navier—Stokes control prob-
lem, we allow 20 Oseen iterations, specifying as a stopping criterion a reduction
of 107 on the (non-linear) relative residual; the initial residual is the right-hand
side of the corresponding Stokes control problem, with v = 1 (for the instationary
case with Crank—Nicolson, we evaluate the residual before applying 7T'). For each
problem below, the first Oseen iterate is employed for the Stokes control solve,
whose solutions ™, ¢, pM  u® are then used as the initial guess. We use
inf-sup stable Taylor-Hood Q2—Q); finite elements in the spatial dimensions, with
level of refinement 1 representing a (spatial) uniform grid of mesh-size h = 2'71
for Q; basis functions, and h = 27! for Q, elements, in each dimension. All CPU
times below are reported in seconds.

6.5.1 Stationary Navier—Stokes Control

We first test our solver on the stationary Navier-Stokes control problem (6.1)-
(6.2). We set f =0, @ = 0, and

_ (1,0 onadQ = (-1,1) x {1},
a { [0,0]7 on o0\0Q,.

We report the average number of GMRES iterations, together with the average
CPU time per GMRES solve, for the stationary Navier—-Stokes control problem
in Tables 6.1-6.3, and in Table 6.4 we state the total degrees of freedom (DoF)
together with the total number of Oseen iterations required. We provide results
for different levels of refinement 1, values of 5, and viscosities v.

8Note that, since each of these blocks contains a different convection matrix, the multi-
grid routine cannot be recycled, as the prolongation and the restriction operators have to be
computed again.
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Table 6.1: Average GMRES iterations and CPU times for stationary Navier—
Stokes control problem, for v = 2—10 and a range of 1 and (.

=100 3=10"1 | =102 |p5=103 | B=10"*|=10"° | B=10"F
it| CPU |it] CPU [it] CPU [it] CPU [it] CPU [it] CPU [it| CPU
21] 0.40 [19] 0.37 [15] 0.24 [12] 0.12 [11] 0.17 [10] 0.13 [9[ 0.13
22| 1.14 |20] 1.19 [18] 0.92 [15] 0.74 [12| 0.44 [11] 0.57 [10] 0.52
24| 4.81 |21| 4.06 [20] 3.62 [17] 2.73 |15| 2.37 [12] 1.55 [12] 1.59
26| 24.2 |25 22.8 [20] 18.0 [18] 16.1 |[17| 14.1 [16] 12.4 [13] 8.43
31| 112 [25] 89.6 (23| 83.3 [20] 68.6 [17] 57.9 [16] 52.0 [16] 50.8
40| 665 [32] 526 [28] 457 [22] 360 [19] 304 |18] 281 [16| 257

QO || O = W+

Table 6.2: Average GMRES iterations and CPU times for stationary Navier—

Stokes control problem, for v = %00 and a range of 1 and f.

B=100]p5=10"1 | B=10"2 =102 | B=10"* | =107 | B=10"°
it] CPU [it] CPU [it] CPU [it] CPU [it| CPU [it] CPU [it] CPU
381 0.79 |24 0.30 (13| 0.20 (11| 0.19 |11| 0.18 |9 | 0.13 |9 ]| 0.14
31| 1.84 |24 1.28 |18] 0.96 (12| 0.43 |11| 0.61 |11 0.59 |10| 0.50
29| 547 |23 4.23 (20| 3.23 (16| 2.32 |12| 1.60 |11| 1.58 |11| 1.64
31| 28.0 |27| 23.6 (22| 185 (18| 14.6 |15 11.1 |12 8.05 |11| 8.14
32 116 |27| 93.6 (24| 83.9 (20| 69.6 |17| 58.7 |15| 46.7 |13| 35.9
38| 627 |32 528 |27 437 (22| 351 [19| 298 |17| 276 [15| 236

||| O =] W+

Table 6.3: Average GMRES iterations and CPU times for stationary Navier—

1
Stokes control problem, for v = 55 and a range of 1 and §3.

=100 | B=10"' | =102 |p=103 | B=10"%| =10 | =100
it [CPU|it | CPU |it| CPU [it| CPU |it] CPU [it| CPU [it]| CPU
77191.461] 23 | 0.44 [13] 0.25 [11] 0.24 [10| 0.19 |9] 0.14 [9| 0.14
86t [4.181]487] 2.021 [18] 1.01 |12] 0.68 [11| 0.67 [10] 0.57 [10] 0.55
74 [15.4 49| 8.02 [28] 4.13 [14| 2.08 [12]| 1.87 [11| 1.73 [10] 1.50
57 [ 55.1 39| 34.2 [27] 22.0 [20| 14.6 [13] 8.93 [11| 8.86 |[11]| 8.63
54 [ 192 [ 32| 111 [27] 90.6 [21| 67.3 |17| 49.4 [12| 32.5 [12] 37.2
53 | 878 | 34| 561 [29] 472 (23] 369 [19] 292 [16] 232 [13| 172

| || O | Wl

Tables 6.1-6.3 demonstrate the robustness of our proposed preconditioner.
The numbers of iterations show only a mild dependence on the viscosity v, and
a slight increase only for large values of 5. The CPU time scales approximately
linearly with respect to the dimension of the systems, with a marginal increase
for very fine grids; in this case we observe that the AGMG multigrid routine does
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not scale exactly linearly. Table 6.4 shows that the number of Oseen iterations
strongly depends on the viscosity v, as expected as the non-linear term becomes
increasingly significant for smaller v; however, as the grid is refined the number of
outer iterations decreases. We also note that the number of linear and non-linear
iterations increases for larger values of 8 and coarser grids.

Table 6.4: Degrees of freedom (DoF') and number of Oseen iterations required for
stationary Navier—Stokes control problem. In each cell are the Oseen iterations
for the given 1, v, and 8 = 1077, j = 0,1, ..., 6.

| DoF |

1 v 2% 100 500

3 1062 5555443[13975443| 7 2075443
4 4422 55444448 6654447 t 95444
5 18,054 4444443|7 554443|16 1086443
6 72,966 4443333|6 444443|11 6 55443
7|1 293,382 43333335 433333|8 4 44443
811,176,582 || 3 3 333 33| 4 3333335 3 33333

6.5.2 Instationary Navier—Stokes Control

We now test our solver on the instationary Navier—Stokes control problem (6.3)—
(6.4), where we set t; = 2, f(z,t) = 0, the initial condition @(z) = 0, and
boundary conditions

[£,0]" on oy x (0,1),
gz, t) = [1,0]T on 00 x [1,t5),
[0,0]" on (8Q\0) x (0,t),

with 0€; defined as in Section 6.5.1. We present results obtained by employing
backward Euler and Crank—Nicolson discretizations in time. Setting

(=]

e =1 /(e — ) + (),
Cy = 1-— \/(%(l’l + %))2 + (%I’Q)z,

we seek the (divergence-free) desired state:

c1cos() [(gg) 2w, — (552 (w1 — )] T ifer =0,
Ua(m,t) = 1 cacos(F) [—(Gg)*za, (g)*(x1 + 3)]" ifea =0,
[0, 0] ! otherwise.

9% means that the outer (Oseen) iteration did not converge in 20 iterations. The average
number of GMRES iterations and CPU time is evaluated over the first 10 Oseen iterations.
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Backward Euler for Instationary Navier—Stokes Control

We first report the results obtained when employing the backward Euler scheme
in time. We provide the average number of GMRES iterations together with the
average elapsed CPU time in Tables 6.5—6.7, and in Table 6.8 the total dimensions
of the systems solved and the Oseen iterations required, for different levels of
refinements 1, values of (3, and viscosities v. Here, we choose the time-step
7 = 0.05 (that is, n, = 40), while the level of refinement 1 refers to a spatial
uniform grid constructed as above.

Table 6.5: Average GMRES iterations and CPU times for instationary Navier—
for v = & and

Stokes control problem, with backward Euler in time (7 = 0.05),

a range of 1 and f. ”

B=100]p=10"1 | B=10"2| =102 | B=10"* | =107 | B=10"F
1 ||it| CPU |it] CPU |it| CPU [it| CPU [it| CPU [it| CPU [it| CPU
2 [17] 6.74 [16] 6.18 [13]| 5.24 [11| 4.42 [11] 4.11 [12| 4.89 |20] 7.75
3 18] 9.36 [18] 9.71 [16] 8.6 [14| 9.84 [12]| 10.1 [14| 10.2 |22] 17.5
4 19] 40 [19] 41 [18] 46.2 [17| 42.5 |15] 30.2 [16] 41.3 [24] 65.1
5 [[19] 195 [20] 206 [19] 176 [17| 153 |17 142 [17]| 135 [24| 194
6 [[23] 1096 [22] 1053 [20] 970 [18| 843 |[17| 771 |18| 828 [25] 995

Table 6.6: Average GMRES iterations and CPU times for instationary Navier—

Stokes control problem, with backward Euler in time (7 = 0.05), for v = - and
a range of 1 and (3.
B=10° | =101 | =102 [3=107° | =10""|B=10"" | 3=10"°
1 |[it] CPU |it] CPU [it| CPU [it| CPU |it| CPU |it| CPU |it| CPU
2 ||17] 6.96 |14| 5.70 |11| 4.47 |11| 4.21 |10| 4.08 |12| 4.93 |21| 8.54
3 ||22| 188 (19| 17.7 |14 13.2 |11| 10.9 (11| 10.6 |13| 11.8 |21| 19.7
4 1123] 45.3 22| 454 |18] 39.0 |14| 37.5 |13] 35.0 |15| 41.2 (23| 614
5 (|22 190 (22| 196 |19 169 |17| 148 |15 126 |16] 136 |25| 220
6 ||25| 1153 (24| 1099 (21| 979 |18| 809 (17| 729 |17 685 |25| 1080

As for the stationary case, Tables 6.5-6.7 show robustness of the proposed
preconditioner with respect to all the parameters involved. We note that the
number of iterations increases slightly for small viscosities and large values of f3.
The elapsed CPU time scales almost linearly with the dimension of the system,
except for very fine grids. We see from Table 6.8 that the number of Oseen
iterations increases for small values of v and large values of 8 when employing a
coarse grid; however, as the grid is refined, the number of non-linear iterations
decreases.
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Table 6.7: Average GMRES iterations and CPU times for instationary Navier—

Stokes control problem, with backward Euler in time (7 = 0.05), for v = 5—(1)0 and
a range of 1 and [.
=100 p=10"1 | B=10"2 | =102 | B=10"*| =107 | B=10"°

1 | it [CPU[it [ CPU [it | CPU |it | CPU |it| CPU [it| CPU |it] CPU

2 |1161|6.667|14F| 5.55F |117| 4.437 [107| 3.921 |10| 3.84 |12| 4.91 |22| 8.87

3 11261]28.97(207| 25.41 | 14| 17.2 | 11| 13.6 (11| 13.3 |13| 15.1 |22| 27.9

4 ||437]130f |34 | 120 | 17| 64.5 |13 | 50.6 |[12| 47.8 |14| 53.6 |24| 82.7

5 || 54 | 467 | 43| 417 |28 | 294 |16 | 160 |15| 164 |16| 187 |24| 263

6 ||39(1723|35| 1552 | 27| 1209 | 20| 842 |17| 742 |18 830 |26| 1165

Table 6.8: Degrees of freedom (DoF) and number of Oseen iterations required
for instationary Navier—Stokes control problem, with backward Euler in time
(7 =0.05). In each cell are the Oseen iterations for the given 1, v, and § =
107,j=0,1, .., 6.

(1] DoF | V=g V=15 | v=:q |
2] 10,086 |6 6 5 55 5 5|15 8 6 555 5|1 1 1 10 8 8
3] 43542 |5 5 5 5 4 4 4/9 86 555 5|F 1 76 6 66
4] 181302 ||5 5 4 44446 6655055|f 1486 6 66
5| 740214 |4 4 4 4 4 3 3|5 55444 4/8 8 75 5 55
612991606 |4 4 4 3 3 334 44443365 55 4 44

Crank—Nicolson for Instationary Navier—Stokes Control

We now report the results obtained when applying Crank—Nicolson in time. We
report the average number of GMRES iterations together with the average elapsed
time for instationary Navier—Stokes control with Crank—Nicolson in time in Tables
6.9-6.11, and in Table 6.12 the total dimensions of the systems solved and the
numbers of Oseen iterations, for different levels of refinements 1, values of 3, and
viscosities v. In addition, in Table 6.13 we report the average number of GMRES
iterations, the average elapsed time, and the number of Oseen iterations Os with
very small viscosity v, for different levels of refinement 1, and for some values of
B. Here, for level of refinement 1 we divide the time interval into subintervals of
length 2'7! and consider a spatial uniform grid of refinement level 1. In Figure
6.2 we show the numerical solutions of the state and adjoint velocities v and 57
at time ¢ = 1, and of the pressure p, at time ¢ = 1.0625, for v = 15, 5 = 1071,
and 1 = 4.

From Tables 6.9-6.11 we observe that the number of iterations required for
reaching a prescribed accuracy is, again, roughly constant, increasing only for
small v and large 5. The dependence on the viscosity v is more evident from Table
6.13, as in fact the number of iterations increases also for more moderate values of
£, but remains low considering the dimensions of the systems solved. It is worth
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Table 6.9: Average GMRES iterations and CPU times for instationary Navier—

Stokes control problem, with Crank—Nicolson in time (7 = h), for v = % and a
range of 1 and f.
=100]=10"1 | =102 p=107 | B=10"*|=10"°| B=10"0
1 [it[CPU|it| CPU |it| CPU [it] CPU [it| CPU |it] CPU [it| CPU
2116|073 15| 0.68 |12| 0.53 |10| 0.44 |9| 0.39 |9| 037 |8| 0.36
3118(3.40 (17| 3.23 |15| 2.14 |12| 1.68 |10, 1.93 |10/ 1.56 |9]| 1.55
411181 22.7119| 229 |18| 21.2 |15| 174 (12| 11.9 |11} 12.6 |10| 11.8
51(19| 170 |{19| 173 |18 | 162 |17| 151 |15 122 (13| 98.4 |11| 85.0
6 || 211948 |21 | 1898 |21 | 1848 |18 | 1587 |17| 1448 (15| 1295 [13| 1022

Table 6.10: Average GMRES iterations and CPU times for instationary Navier—

Stokes control problem, with Crank-Nicolson in time (7 =h), for v = ﬁ and a
range of 1 and f.
=100 =10t | B=10"2 | =103 | =104 |B=10" | B=10"F
1 ||it| CPU |it] CPU |it| CPU [it| CPU |it| CPU [it| CPU [it]| CPU
2 ||16| 0.74 13| 0.64 |11 0.51 |10| 0.45 [9| 040 |9| 038 |8 0.38
3 ||21] 3.80 [19] 3.72 |13| 2.80 (10| 2.20 |10 2.20 |9 | 1.77 |9 | 1.87
4 1123| 22.6 |22| 22.2 |18| 18.5 |12| 154 |11| 13.6 |10| 13.3 [10| 12.2
5 ||22] 187 |21 184 |19| 166 (16| 135 |12 103 |11| 87.7 |11| 89.7
6 ||24| 2141 |24| 2087 |22| 1922 |18| 1507 |15| 1272 (12| 973 |11| 913

Table 6.11: Average GMRES iterations and CPU times for instationary Navier—

Stokes control problem, with Crank—Nicolson in time (7 =h), for v =

range of 1 and f.

1

=00 and a

noting that the preconditioner struggles only for viscosity v =

=100 | =107 | =102 |B=10"7° | =10 |p5=10"°| B=10"F
1 |[it [CPU|it [ CPU |it [ CPU |it| CPU |it| CPU [it| CPU [it| CPU
2 |161]0.757|14%| 0.641 [10T| 0.46F [10| 0.43 |9 | 0.40 |8 | 0.38 |8 | 0.37
3 1261(6.491|201| 5.701 | 13| 3.78 [10] 2.90 [9| 2.60 |9 | 2.19 |9 | 2.19
4 (1 47164.6 33| 53.5 [ 17] 28.2 |11] 20.3 [10| 17.7 [10] 15.8 [9| 14.6
5 || 54| 476 |44 | 417 | 28| 291 |15 148 [11| 119 [11]| 109 [10| 98.2
6 || 44 |3728 |37 | 3140 | 29| 2472 (20| 1701 |14| 1157 |11 983 (11| 968

ﬁ, at which

stage the problem becomes increasingly non-linear and convection-dominated. As
experienced above, the CPU time scales approximately linearly with the size of
the system, except for very fine grids. Regarding the non-linear iteration, as above
we note in Table 6.12 that the number of Oseen iterations is decreasing as the grid
is refined, while it is increasing for small values of v and large values of 5. From
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Table 6.12: Degrees of freedom (DoF) and number of Oseen iterations required
for instationary Navier—Stokes control problem, with Crank—Nicolson in time
(1 = h). In each cell are the Oseen iterations for the given 1, v, and § = 1077,
i=0,1,..,6.

(1] DoF || v-x v | V= sm |
2] 984 6666543 127775441 1 110754
3] 8496 ||5556544| 8 867644 F 77 754
A1 70752 |[4444443|6 65544318146 5 65 4
5| 577,728 |4 443333 |5 4444439 865 443
64669824 |3333333| 44433335 55 4 433

Table 6.13: Average GMRES iterations, average CPU times, and number of Os-
een iterations (0s) for instationary Navier—Stokes control problem, with Crank—

Nicolson in time (7 = h), for v = = and v = 5=, and for a range of 1 and
B.
Y = 1om v = 30
=10"2 | g=10"*| =106 | =102 | p=10"*| p=10"F
1 || it [CPU|os| it |[CPU|0s| it [CPU0s|| it | CPU |0s| it |[CPUJDs| it [CPU|0s
2 [[111]0.51F[ ] 9 [0.41| 7| 8 [0.37[4[[111]0.54f [ 1] 9 [0.42] 7] 8 [0.35|4
314419 [8]10[2.72]7| 9 [2.26[ 4 14| 4.38 |9] 9 [2.79]8] 9 [2.31|4
4 |18[37.2[8|10[18.8[ 7] 9 |15.1[ 4] 22| 45.8 [8]10[19.4|8] 9 [15.7|4
5 (/32] 453 [8]12]148 |4 |10 1113 |[34}] 568 | {[11]161|5]10|121 |4
6 || 46 | 4833|613 [1348| 4 | 11 [1046/ 3 ||771[105051] 1 | 13 [1548| 4 | 11 [1176| 3

Table 6.13 we observe that for very small viscosities (e.g., ¥ = 55=) the number of

Oseen iterations starts to increase for a wider range of regularization paramenters,
due to the stronger non-linearity in the problem. From here, we envisage the
utility of developing a robust solver for Newton’s method for (stationary and
instationary) Navier—Stokes control problems, which is a topic of future work and
would be likely to mitigate effects of very small viscosities on the convergence of
the outer iteration.

6.6 Summary and Comments

In this chapter, we presented mesh- and parameter-robust preconditioners for
distributed Navier—Stokes control problems, of both stationary and instationary
type, coupled with an Oseen linearization. For the instationary case, we employed
either the backward Euler or the Crank—Nicolson discretization in the time vari-
able. The preconditioners made use of most of the techniques presented so far in
this work. Specifically, we employed saddle-point theory in conjuction with the
commutator argument presented in the previous chapter for Stokes control, in
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Figure 6.2: Solution plots for the instationary Navier—Stokes control problem, for

1 _10-1 _ ) o _ : oh
1050 8 =107", and 1 = 4. Top left: velocity v at ¢ = 1. Top right: pressure

p at t = 1.0625. Bottom: adjoint velocity 5&’5 t=1.

VvV =

order to approximate the Schur complement of the corresponding discrete Oseen
problems. In addition, we employed well known preconditioners for convection—
diffusion control problems to accelerate the process of approximately applying
the inverse operators of the corresponding (1, 1)-block of the systems considered.
The outer preconditioners were applied within the flexible GMRES algorithm.
Numerical results demonstrated the versatility and effectiveness of this approach
when solving a range of huge-scale linear systems.

As we did at the end of the previous chapter, before moving on to the next
one we would like to devote some discussion to the technique described here.
Specifically, we would like to discuss the utility of the stabilization matrix within
our commutator argument.

In Section 6.4.2, we made use of a commutator argument for deriving effective
approximations of the Schur complements of the discrete Oseen problems consid-
ered above. The discretizations of the commutator arguments were also taking
into account a stabilization matrix, aside from the discretization of the convec-
tion term. As we mentioned, this has been done in order to give more robustness
within the preconditioners with respect to the viscosity v. We will explain this
idea by considering the Oseen approximations of the stationary Navier—Stokes
control problem.

In order to find an approximation of a critical point for (6.1)—(6.2), we itera-
tively solved the Oseen linearization (6.14). Upon discretization, we had to solve
a sequence of saddle-point systems of the form (6.16), with the blocks defined as
in (6.17). In order to understand the importance of the stabilization matrices, for
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now we consider the case when no stabilization is used. In this case, the system
we have to solve at each Oseen iteration is given in (6.16), with the blocks Wg

and Og defined as in (6.17), and the (1, 1)-block CIDék) given by

ol _ M vK — N®*)
S vK+N® My
Here, we suppose that if a commutator argument can be used for approxi-
mating each block of the inverse of @ék), then we may be able to derive that a

similar argument holds for the Schur complement S 4 5 of Ag. In particular, let us

consider the Schur complement of Q(Sk)

In this case, we have

arising when no stabilization is employed.

Ses = Mg + (VK + NOYM L (vK — N®)
= Mg + KM 'K + »(NPM 'K - KM'N®) - NOM-ING),

From here, we may be able to understand the complexity of finding precondi-
tioners for Navier—Stokes control problems that are robust with respect to the
viscosity v, as the dependence of the Schur complement Sgg on v is not only
linear, but (hiddenly) quadratic. In particular, fixing the mesh-size h and letting
v tend to 0 and S tend to infinity, we find the following approximation of the
Schur complement Sg g:

Ses ~ ~NEMIN®G,

Finally, the latter approximation tells us that the commutator argument pre-
sented in this chapter may be not completely robust when fixing h and letting v
tend to 0 and f tend to infinity. However, if we include a stabilization W*) when
discretizing the convection term, we can derive the following approximation of
the Schur complement Sg g for this parameter regime:

Ses ~ WEOMIWH® o (NOMIWH - WHMIN®) - NOMING,
Now, as we mentioned above, the stabilization W®*) is chosen to enhance coerciv-
ity of the discretization. The latter may be translated in terms of numerical linear
algebra as: the stabilization W®*) is such that the real part of the eigenvalues of
the discretized differential operator is shifted further into the right half-plane. In
particular, the stabilization matrix we employed is positive semi-definite, and can
be considered as a shifted discrete diffusion operator associated with the stream-
line direction defined by the approximation of the velocity 7*¥), see Section 4.1.1.
Thus, it is not so surprising that we are able to recover robustness within our
preconditioners, also for very small viscosity. Similar arguments can be made for
the control of the instationary Navier—Stokes equations, either when employing
backward Euler or Crank—Nicolson in time.
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Chapter 7

Preconditioning Fractional
Differential Equation
Constrained Optimization
Problems

““Non ti disunire, Fabio.

-Mi chiamano tutti Fabietto.

-E ora ca’ t’ faje chiamma Fabio. Non ti disunire.

-Ma che significa?

-L’hé cap... hé capi tu sul’. [...] Non ti disunire, Schisa. Non
ti disunire mai!”

[“Don’t come apart, Fabio.
-Fverybody calls me Fabietto.
-Well now it’s time they called you Fabio. Don’t come apart,
Fabio.
-But what does it mean?
-You hav... you have to understand it by yourself. [...] Don’t
come apart, Schisa. Don’t ever come apart!”]
— Paolo Sorrentino, E stata la mano di Dio

We are entering now the last main chapter of this work. Here, we consider
the optimal control of Fractional Differential Equations (FDEs), with additional
algebraic constraints on the state and the control variables. As opposed to the
classical derivatives treated so far, which are local operators, FDEs describe non-
local properties: given a function f defined on a domain €2, the fractional deriva-
tive of f at a given point of (2 is related to the effects of f on the whole domain.
In particular, problems with non-local properties can frequently be modeled ac-
curately using FDEs. Among other processes, FDEs have been used to model
viscoelasticity (e.g., [94]), anomalous transport (e.g., [114]), and flow in porous
media (e.g., [15]), with applications to biology (e.g., [2]), electrochemistry (e.g.,
[124]), electrical circuits (e.g., [144]), and in finance (e.g., [159]).

As for the problems considered in the previous chapter, in order to obtain
an approximation of a solution of the problems considered here we have to run
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a non-linear process due to the presence of the box constraints on the variables.
As opposed to all the previous chapters, in which we employed an optimize-then-
discretize approach, here we adopt a discretize-then-optimize solution strategy.
We employ this strategy here in order to avoid having to derive an infinite-
dimensional adjoint for a fractional operator. The convex quadratic optimization
problem resulting from the discretization step consists of a quadratic cost func-
tional to be minimized subject to a (very dense) system of linear equations (that
presents a very specific structure), aside from the box constraints on the state
and control variables. In order to preserve the structure of the linear system aris-
ing at each non-linear iteration, we separate inequality from equality constraints,
with the latter solved by employing an efficient and robust preconditioner within
a suitable Krylov subspace method (although we are splitting inequality from
equality constraints, in this case it is important that we “don’t come apart” so
as to preserve the structure of the latter).

This chapter is structured as follows. In Section 7.1, we introduce the notions
of fractional integrals and fractional derivatives. In Section 7.2, we describe how
to discretize a fractional derivative, and show the linear system that arises upon
discretization. Then, in Section 7.3, we describe the preconditioning technique
employed for approximating the discretization of forward FDEs. In Section 7.4,
we introduce the problem we consider in this chapter, that is, the optimal control
of FDEs with additional box constraints on the state and the control variables,
describing the strategy employed for finding an approximation of the solution in
Section 7.5. The latter is based on an Alternating Direction Method of Multipliers
(ADMM), which allows us to separate the equality from the inequality constraints,
solving the equality constraints, and then updating the current solutions. In
Section 7.6, we present the preconditioners we employ at each non-linear iteration.
Finally, in Section 7.7, we provide numerical results that show the robustness of
our approach.

This chapter is based on the work in [146], which was a joint work with Spyros
Pougkakiotis, John Pearson, and Jacek Gondzio at the University of Edinburgh.
Where the author was not involved in the work discussed, we omit detailed dis-
cussion and the paper [146] is referred to, and we provide some auxiliary results
which motivated the preconditioning strategy in Appendix A.

7.1 Fractional Calculus

In this section we introduce the notion of a fractional integral and fractional
derivative. We follow the work in [66]. For a detailed discussion on the fractional
calculus, see, for example, [116, 125, 143, 158].

7.1.1 Fractional Integral

We start our description with the Riemann—Liouville integral of a holomorphic
function f defined on the interval [0, ¢;]. This integral is a generalization of the
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Cauchy formula [143, Section 2.3.1]

-n _ 1 ' n—1
£ )(t)—mj;(t—ﬂ f(r)dr, t>0, neN,

where f(=™ denotes the n-fold primitive of the function f. Following [66], we call
the previous expression J" f(t). We note that f(=™(t) vanishes at t = 0 with its
derivatives of order 1,2,...,n — 1. For convention it is required that f(t) is a
causal function, that is identically vanishing for ¢t < 0.

The way to generalize the Cauchy formula is to consider a positive number
a > 0 (not anymore constrained to be an integer) and then find an expression
that reduces to the formula above when « is an integer. The only formal issue
with this generalization is the definition of the factorial for a general positive
number «. The natural way to do that is to consider the Gamma function. In
fact, it is well known that I'(n) = (n — 1)! whenever n € N. With that in mind,
it is possible to define the fractional integral of order « as

1 t
JYf(t) = —J (t—7)* 1 f(r)dr, t>0, a>0,
I'(a) Jo
and for the sake of being fully comprehensive we can set J° := Id, with Id the
identity operator, implying that J° f(t) = f(¢).
One may prove the following semigroup property [66]:

JOJV = J a,y =0,

which implies the commutative property J* J7 = J7 J%, and that the following
equality holds [66]:

[(y+1)

Jerr =
F(y+1+a)

tte a>0, y>-1, t>0.
The above properties are clearly a generalization of the properties of the clas-

sical (integer order) integral, and the proofs are based on both the Gamma and
Beta functions [116, 125]

0

['(z) = J e Tx* du, Re(z) > 0,

0
1

B(z1,292) = J (1— )" 1z dg, Re(z1), Re(z) > 0,
0

where with Re(z) > 0 we place a constraint on the real part of z.

7.1.2 Fractional Derivative

Once we have defined the fractional integral of order «, it is natural to seek the
fractional derivative for a general real value of a.
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If we denote by D™, n € N| the classical derivative of order n, we observe that
D" J"=1d, J"D" #1d, neN,

that is, D™ is a left-inverse but not a right-inverse to the corresponding integral
operator J". In fact, we have that

n—1 i
. t*
JUD"f(t) = f(8) = Y fP07) =, t>0.
i=0 i!
Therefore, it is reasonable to define D as left-inverse to J®. Introducing

the positive integer n such that n — 1 < a < n, one can define the (left-sided
Riemann—Liouville) fractional derivative of order « as

RED® f(t) = D" T f(),

namely
Loa (f o)
| o dn, n—1<a<n,
AL e L(n—a)dt® |, (t—7)r+in
pD* f(t) =
<), o=n,

and again for completeness one may set *DY = J° = Id. From here, it is clear
that
RbpeJ* =1d, a =0,

and that

C(y+1)

RL na
Doty = —1 )
L F'y+1-a)

T a>0, yv>-1, t>0. (7.1)
Again, we find a generalization of the properties of the classical (integer order)

derivative. However, we realize that if f(t) = 1 then ®ED f(#) # 0 if « ¢ N. In
fact, using the expression above with v = 0 we obtain

t—OL

RL o
DYl = ———
L r'l—a)’

a=0, t>0,

that is of course identically equal to zero when o € N, due to the poles of the
Gamma function at the points 0, —1, -2, .. ..
In a similar way, we can define the (right-sided Riemann—Liouville) fractional
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derivative of order « as

dr, n—1<a<n,

(~1)" ff ()
o

[(n— «)dt? T —t)otl-n
D" (e i
d’n

In addition, from the right- and left-sided Riemann-Liouville fractional deriva-
tive we can define the symmetric Riesz derivative as follows [143, 158]:

D J(1) = 5 (ED 1)+ D7 (1),

 2cos(%)

The previous expression is not defined if a = 1, due to the cosine vanishing for
this value of a. For this reason, in the following we consider only symmetric
Riesz derivatives of order « € (1,2]. For a < 1, we require a different fractional
derivative, which leads us to the following definition.

We can find also another way for defining the fractional derivative, the so-
called Caputo fractional derivative of order a > 0, defined as

D f(t) = " D" f(1),

with n — 1 < a < n, that is

t
1 7(r)
—1
F(n—a)f (f = F)orion dr, n <a<n,

D f(t) = "

dr
@f(t), o = "n.

The last definition is more restrictive than the previous one, since it requires
the absolute integrability of the derivative of order n. Moreover, from the two
definitions it is clear that

D° f(t) := D" J"° f(t) # J"° D" f(t) := D f(t)

unless the function f(¢) along with its first n — 1 derivatives vanishes at t = 0F
[66]. In fact, assuming that the passage of the n-derivative under the integral is
valid, we have that forn — 1 <a <n and t > 0:

n—1 tifa

DY f(t) =D f(t) + Y ———— fO(07), 7.2
0= D250+ 3 iy £710) (7:2)
whereupon recalling (7.1) implies

De <f(t) -y j—jf@(o*)) = D3 /(1)
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From here, it can be easily recognised that D1 =0, a > 0.

7.2 Discretizing a Fractional Derivative

In this section, we discuss how discretize a fractional derivative of general order
a > 0. For an overview on discretizations for fractional differential equations,
see, for instance, [143, 158].

Let f(t) be defined on = [0,1]. We consider both the Riemann-Liouville
fractional derivative D* f(t) and the Caputo fractional derivative D¢ f(t). In
order to find a numerical approximation of these differential operators, having
taken n; € N, we construct the grid

Then, we approximate the fractional derivatives through the formula of Griinwald
and Letnikov [143]. In particular, for the Riemann-Liouville fractional derivative
we use the shifted Griinwald-Letnikov formula

D" (1)~ = g £t~ (G~ 1)), 73)

where the coefficients g, , are given by

Josi = r(—Fo(;)F_(:éi 1 (l)i(?)‘

These can be computed by setting g, 0 = 1, and then using the following recur-

rence formula:
a+1
Jo,i = 1- i Jo,i—1,

for i = 1,2,...,m; [143]. Tt is possible to prove that (7.3) is first order accurate,
see [111, 112, 113].

Rewriting (7.3) in matrix form, we obtain that the discretization of the
Riemann—Liouville fractional derivative is defined by

’Saf7

with the vector f containing the evaluations of the function f at the grid points,
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and the matrix £, given by

9ol Ga,0 0
ga,2 ga,l ga,O
Co=—| ° ‘ . (7.4)
T : - Ga,1 Ga,0 0
. ga,? ga,l ga70
B ga,nt oo oo ga73 go¢72 ga,l ]

We observe that the matrix £, is a Toeplitz matriz, as defined in the next section.

We now consider the Caputo fractional derivative D¢ f(t) of f(t). Again,
by using the Griinwald-Letnikov formula in its non-shifted form [143, 158], we
obtain the following approximation:

ny—1

DEF(1) ~ 2 Y g Fl1 7).
i=0

As above, rewriting the previous expression in matrix form leads to the lower
triangular Toeplitz matrix €,

Ga,0 0
1 Ga,1 Ga,0 .
¢, = — . ) 7.5
| (75)
Ga,1 Ya,0 0
| Ga,ni—1 s ga,? Ga,1 Ya,0 i

We would like to note that we employ the non-shifted Griinwald—Letnikov formula
as an approximation of the Caputo fractional derivative in order to take into ac-
count the discrepancy between the Caputo and the Riemann-Liouville fractional
derivatives given in (7.2).

From (7.4) and from (7.5), we can realize that the matrices arising upon
discretization of a fractional differential operator are (usually) dense. Since we
are looking for a fine discretization in order to reduce the numerical error, one is
usually dealing with very large, and very dense linear systems (that often cannot
even be stored in computer memory). However, the discretized systems have a
structure which we may exploit: as we mentioned above, the type of matrix we
obtain upon this discretization of fractional derivatives of these types is a Toeplitz
matrix. In the following section we will introduce the definition of Toeplitz matrix,
and then generalize this notion to block-Toeplitz matrices whose blocks are again
Toeplitz matrices. Then, we will derive optimal preconditioners for those type of
matrices, and we will employ this method in the problems considered below.
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7.3 Preconditioners for FDEs

In this section, we discuss the preconditioning techniques employed for approx-
imating the discrete fractional differential operators described above. The pre-
conditioners are derived by making use of the Generalized Locally Toeplitz (GLT)
theory. For an overview on the latter, we refer the reader to [56, 57]. In addition,
we refer the reader to Appendix A for a formal definition of the notions below.

In the following, we employ the notion of multi-index (or d-index), defined as
a row vector i € Z¢ with components 71, is, . . ., 14, where d € N. Below, we denote
N(i) = l_[;l:l i;, and write i — oo to indicate that min(i) — co. In addition, any
operation involving d-indices that has no meaning in the vector space Z¢ will be
interpreted in a componentwise sense.

We begin with the definition of d-level matrix. Given d € N, a matrix A of di-
mension ny4 is a d-level matrix with level orders nq, ns, ..., ngif ng = ning - - - ng,
and it is partitioned into n? square blocks of size Z_?’ each of which is partitioned
into n3 blocks of size ~a-, and so on until the last n? blocks of size 1.

We now give the definition of Toeplitz matrix. Given 2n 4 — 1 numbers a;, i =
—na+1,—na,...,—1,0,1,... ,n4—2,n4—1, the matrix A of dimension ny x ny4
such that

Ai,l:ai—la i,l:1,2,...,nA

is called a Toeplitz matrix, where with A;; we have denoted the element of position
(1,1) of the matrix A. Specifically, we have

ap aA—1 ... Q_pyu+1
ar  ag :
A =
a1
py—1 .- QA7 ao

From the definition, we have that a Toeplitz matrix is not necessarily square.
Then, given d € N, we can recursively define a d-level Toeplitz matriz. A
matrix A is said to be a d-level Toeplitz if it can be written as

A=A4®A,,

where A; is a Toeplitz matrix, and A, is a (d— 1)-level Toeplitz matrix. From the
definition, a d-level Toeplitz matrix can be partitioned in blocks (each of which
is a (d — 1)-level Toeplitz matrix) that are constant along each diagonal. In the
GLT theory, it is possible to associate a d-level Toeplitz matrix A to a function
f, which is called the generating function; in this case, we say that the matrix A
is generated by f.

From the definition of d-level Toeplitz matrix we can also define another class
of matrices, namely, the d-level circulant matrices. We start with the definition
of unilevel circulant matrix, and then generalize the notion to the multilevel case.

Given ny numbers a;, i = 0,1,...,n4 — 1, the matrix A of dimension n4 X ny4
such that

Ai’lza(i_l)mod,,m, i,l:1,2,...,nA
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is called a circulant matrix. All circulant matrices are therefore Toeplitz, with an
additional cyclic permutation property, namely

ao Apy—1 - ay
ay Qo
A =
Ap -1
Apa—1 c. ay Qo

In addition, as for the Toeplitz case, we can define a matrix A to be a d-level
circulant matrix if it can be written as

A:A1®A27

where A; is a circulant matrix, and A, is a (d — 1)-level circulant matrix. As for
a d-level Toeplitz matrix, a d-level circulant matrix can be partitioned in blocks
(each of which is a (d — 1)-level circulant matrix) that are constant along each
diagonal with an additional cyclic permutation property. In the following, we will
employ particular circulant and d-level circulant matrices in our analysis. For this
reason, given 7 € N we define the 7 x n matrix C = [c¢;|7_;, with

1 if (i — 1) modn =1,
Gl=1 0 otherwise.

In addition, given the vectors ny € N¢ and j € Z¢, we define the d-level circulant
matrix C} = CJ1CP2 ... CJi, where CJi is the j-th power of the matrix Cy,
defined above.

Circulant and d-level circulant matrices are important classes of matrices in
relation to finding optimal preconditioners for systems arising upon discretization
of FDEs. In particular, it is possible to prove that every d-level circulant matrix A
can be written as a linear combination of the matrices CJ , defined above, see [57,
Section 3.4]. As a consequence, we have that the set of all d-level circulant matrix
is a commutative ring under matrix addition and multiplication. In addition, it
is possible to prove that every d-level circulant matrix A is diagonalizable by the
discrete Fourier transform (a very important property from the point of view of
preconditioning), see [57, Section 3.4].

As we mentioned at the beginning of this section, we employ GLT theory to
motivate our preconditioners for the problems considered here. An important no-
tion in the GLT theory is that of a matriz-sequence. A (d-level) matrix-sequence
is a sequence of square matrices {A;}; (respectively, {A;};), whose size n4, (re-
spectively, N(j) with j = j(j)) tends to infinity as j — co.

In order to find suitable preconditioners for the systems we consider below,
we have to introduce also the notion of approzimating class of sequences (a.c.s.).
Given a matrix-sequence {A4,};, a sequence of matrix-sequences {{ﬁjm} jtm s an
approximating class of sequences for {4;}; if the difference between A; and Ejym
is the sum of a matrix of low rank and a matrix of small norm. A formal definition
of approximating class of sequences is given in Definition 1 in Appendix A.

As mentioned above, approximating classes of sequences are employed in order
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to build preconditioners for the problems examined below. However, we need
some sort of “measure” in order to understand how good the preconditioners are.
For this reason, we will find useful the notion of clusters. Given a sequence of
matrices {4}, and a subset X of the complex plane, we say that {A4;}; is weakly
clustered at X if the number of the eigenvalues of A; that are not “close enough”
to X is bounded above by the dimension n,; of A;.

An important class of matrix sequences is a d-level GLT sequence. The se-
quences belonging to this class are such that they can be associated in a certain
sense to a measurable function x, which is called the symbol of the sequence. A
formal definition of d-level GLT sequence is given in Definition 4 in Appendix A.

All the previous notions can be used in order to find suitable approximations
of Toeplitz and multilevel Toeplitz matrices. In particular, in the following we
are going to employ multilevel circulant preconditioners as an approximation of
multilevel Toeplitz matrices. A preconditioner of this type can be derived by
firstly finding a unilevel circulant approximation of an arbitrary unilevel Toeplitz
matrix. Given a unilevel Toeplitz matrix A € R™*"4 we employ the circulant
approximation proposed for the first time in [32] (also called the T. Chan precon-
ditioner for A). More specifically, we define the optimal circulant approximation
of A, as the solution of the following optimization problem:

Ci(4) = iy |Ca— Alr,

where Cj, is the the set of all ny4 x n4 circulant matrices, and || - | the Frobenius
norm. It turns out that the previous problem admits the following closed form
solution: . ,
ng—1tva; +ra_ ; )
cz-:(A ) a mATt e {0,1,...,n4 — 1}
n

Then, we can write C1(A) = F} A,,F,,, where F,, is the (scaled) discrete
Fourier transform of size n4 and A,,, is a diagonal matrix containing the eigen-
values of C}(A), which can be computed as A,,, = diag(F},,c;), where c; is the
first column of C;(A). Other unilevel circulant approximations are possible, such
as those proposed in [30, 31, 176], however, the T. Chan preconditioner seems
(empirically) to behave better for the problem under consideration.

From the unilevel circulant preconditioner we can then find a preconditioner
for multilevel Toeplitz matrices. In fact, recalling that a d-level Toeplitz matrix
can be defined as a Kronecker product of unilevel and (d — 1)-level Toeplitz
matrices, we can recursively define the preconditioner of a d-level Toeplitz matrix

A=A1RAR...® A, as

A~ 01(A1)®01(A2)®®01(Ad)
= (Fr, @F:, ®..@F;, JAa(Fu, ®F,, ®...®F,, ) = Cy(A),

where Aq is the following diagonal matrix:
ANd=MROAN®...®A,.

The previous approximation of a d-level Toeplitz matrix will be employed in the
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following as an optimal preconditioner for the problems considered in this chapter.
In order to show how to derive the previous expression, we consider the case
of a 2-level Toeplitz matrix A. In this case, we have

Ag A o0 A Al
Ay Ay A—m1+1
A= : Al ) : 5
Amlfl E E Ay
Apn,  Ami-1 .. Ay Ay
where each A;, for i = —my, —my+1,...,m;—1,mq, is a unilevel Toeplitz matrix.
Then, if we employ the T. Chan preconditioner Cy(A;) = Fy; AjFy,, in order to
approximate each block A;, for © = —my,—mq + 1,...,my — 1, my, we have the
following approximation:
Fy NoFp,  Fj A Fy, . Fy A Fn,
A~ Fr A Fp, ' :
: " . Fy A1 F,
Fr Ay P,y o Fry MEFn, B AoEy,
or equivalently
Ao Ay ... A,
* Al ‘ ‘ :
A%(Iml ®Fm1) . (Im1®Fm1)7
: . A—l
Ay A A

where [,,,, is the identity matrix of dimension m;. Recalling that each matrix A;,
fori = —my,—m1+1,...,mq, is diagonal, we can employ a suitable permutation
P and rewrite

A

A
A~ (I, ® F*)PT ° P (Ipn, ® Fy,),

A,
where each block A;, for i = 1,2, ..., mo, is a unilevel Toeplitz matrix. Therefore,
by approximating again each block with the T. Chan preconditioner, we can
rewrite:

Ay

Ay

A~ (I ®F, )P (1n,®F,) : (Lmy @ Foy ) P (L, @ Foy ).

A,

Then, by observing that (I,,, ® F,,,)P = P" (F,, ® I,,,,), we derive the following
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approximation:
A~ ([m1 ® F’rzl)(F’:Lg ® Imz)A(sz ® Imz)(]rm ® Fm1)v

where A is a diagonal matrix obtained permuting the elements on the diagonal
of the previous approximation. Finally, observing that (F,,, ® L, )(In, ® Fry,) =
F,., ® F,,,, we obtain the T. Chan-based 2-level circulant approximation.

From here, by recursion one can easily generalize the previous strategy to
d-level Toeplitz matrices.

We would like to note that, although a unilevel circulant approximation of a
unilevel Toeplitz matrix is an optimal preconditioner, in the multilevel case this
is not true, see for instance [163].

7.4 Optimal Control of FDEs

In this section we introduce the optimal control of a fractional differential equa-
tion. This problem is defined by (1.2)—(1.3) where the differential operator D is
a fractional differential equation. In our study we will focus on the control of the
fractional diffusion equation [39], so our problem reads as

1 (U B (U
min = J J v — vg|* dQdt + = J J lu|? dQdt (7.6)
vu 2 Jy Jo 2 Jo Ja
subject to
("D — D" — R2D"2)v(xy, x9,t) + u(xy, 22,t) =0 in Q x (0,¢5),
v(xy, x9,t) = g(x1, 22,1) on 092 x (0,tf), (7.7)
v(z1,x2,0) = vo(1, T2) in €,

where Q = [°_,(a;,b;) € R?, and t; > 0 the final time. Here, ‘D2 is the Caputo
fractional derivative of order a, with o € (0,1], and F D% is the symmetric
Riesz derivative of order v; € (1,2], for i = 1,2, with the subscripts z; denoting
the variable we are differentiating with respect to. The functions g and v, are
known. The differential operator considered here is a specific problem, but we
devise methods that are readily generalized to more complex FDEs.

As opposed to all the previous chapters, in the problems we consider here we
also include constraints on the state and control variables. Specifically, the prob-
lems we want to solve here is given by (7.6)—(7.7), with the following additional

constraints:
{ Umin (7, 1) < v(2,1) < Umax (2, 1),

u(z,t) < Umax(, 1), (7.8)

<
Umin (7, 1) <
where the functions vmin, Vmax, Umin, and Uy., are given.

Due to the presence of additional algebraic constraints on the variables, in
order to find an approximation of the solution of (7.6)—(7.8) we have to employ a
non-linear iteration. Before showing the method employed for solving the prob-
lems considered, we have to derive the discrete first-order optimality conditions,
that will be the topic of the next section. We want to mention that the problems
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considered here are only two-dimensional in space, but it is perfectly reasonable
to consider problems in different numbers of spatial dimensions; for this reason,
we would like to emphasize that the methodology in this chapter could be readily
tailored to such problems in higher dimensions.

7.4.1 Discretize-Then-Optimize Approach

We derive now the first-order optimality conditions of the problem (7.6)—(7.8).
As opposed to the previous chapters, here we adopt a discretize-then-optimize
strategy, described in Section 1.3.2.

Let n¢, ng,, Ny, be the number of points on the time interval, the x;-axis and
the x9-axis respectively. We discretize the L?-norm using the trapezoidal rule,
the Caputo derivative with the matrix €, in (7.5), and 5 D", i = 1,2, with the
matrix

QVRZ' - 2(:0_3(1 ar)
2
with £, defined by (7.4). With this notation we have

(’g%‘ + Sf—ly—l)a

DN 4+ EDR~ R @I, 1, ®L =8

where the matrix [, denotes the identity matrix of size n,,, for © = 1,2; in
addition, we have

DY — BDN — 2D A €@ Iy — L, @ Ly, =1 B,

where N = n, n,, is the total number of points in the spatial domain. Finally,
the discrete formulation of (7.6)—(7.8) reads as

1 1
min 5 (v —vg)" My (v—vy) + §uTM2u (7.9)
subject to
Bv+u =0,
{ (7.10)
Unin SV < VUmax; Upin S U < Umax;

where the matrices My, M, contain the weights of the quadrature rule, so they
are given by
Iy

M, = - ; M, = BM,.
Iy

1
3In

Note that we have eliminated the initial condition in our discretization, otherwise
the first diagonal-block of the matrix M; would be multiplied by a factor of % for
the trapezoidal rule.

It is worth noting that the first-order optimality condition of the problem
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(7.9)—(7.10) without box constraints would read in matrix form as follows:

M1 0 %T (% Ml’Ud
0 My, Iy u | = 0 )
B Iy 0 ¢ 0

where Iy is the identity matrix of dimension N, with N = Nn,. Then, the
corresponding Schur complement reads as:

Sune = BM; BT + M, (7.11)

We recall that, in our case, the matrix B is a 3-level Toeplitz matrix. In par-
ticular, since the matrix B is dense, the previous Schur complement will be also
dense. However, the strategy devised in Section 7.6 for the constrained problem
can be readily adapted in order to solve a system involving the Schur complement
Sunc of the unconstrained problem.

In the analysis below, we will suppose that the d-level matrices 8, M;, and
M, of dimension N x N have a spectral norm uniformly bounded with respect
to N, and are a d-level GLT sequences, with symbols x, k1, and ke, respectively.
We refer the reader to Assumption 2 in Appendix A for the formal assumptions
used in [146] to prove the effectiveness of the preconditioner described below. We
would like to mention that the assumptions on the matrix 8 can be ensured by
multiplying the discretized FDE constraint operator by a factor depending on
grid size.

As we mentioned above, due to the algebraic constraints, in order to find an
approximate solution of the problem we have to run a non-linear process. In Sec-
tion 1.4, we discussed some techniques that can be employed for solving a problem
of the form (7.9)—(7.10). Specifically, we discussed Active Set (AS) methods and
Interior Point methods (IPMs). However, problems of the form (7.9)—(7.10) are
usually highly structured, and this structure must be exploited, given that the
problem size increases indefinitely as one refines the discretization. As we dis-
cussed in Section 1.4, at each AS iteration only a subset of the constraints (7.10)
is considered. This in turn implies that we would lose the Toeplitz structure.
In fact, any optimization method whose sub-problems arise by projecting the
variables of the problem in a subspace would face this issue.

On the other hand, IPMs deal with the inequality constraints by introducing
logarithmic barriers in the objective. Then, at every IPM iteration, one approxi-
mately solves the optimality conditions of the barrier sub-problem using a Newton
method. However, the sequence of Hessian matrices arising from the logarithmic
barriers is not a GLT sequence, see [146, Section 3]. As a consequence, the system
matrix of the optimality conditions of each barrier sub-problem, within the IPM,
will not be in the GLT class.

We therefore must consider a strategy that preserves the multilevel Toeplitz
structure in order for our preconditioning approach to be effective. The following
section will describe the strategy employed for finding a solution of (7.9)—(7.10).
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7.5 Alternating Direction Method of Multipli-
ers

In order to overcome the previous issues, we employ an Alternating Direction
Method of Multipliers (ADMM) (originally proposed in the work [55, 60]), which
separates the equality from the inequality constraints, thus allowing us to pre-
serve the Toeplitz structure of the equality constraints in (7.10). For a more
comprehensive discussion on ADMM, we refer the reader to [21, 129]. We would
like to mention that, although we are able to preserve the structure of the prob-
lem by employing ADMM, the convergence of the method can be relatively slow
(see, e.g., [21]). In fact, one can prove linear convergence of ADMM under cer-
tain assumptions on the problem under consideration (such as strong convexity,
see [38] and the references therein). For this reason, this method is not suitable
for finding very accurate solutions. Nevertheless, a 4-digit accurate solution can
generally be found in reasonable CPU time. In addition, since the linear system
solved at each ADMM iteration is unchanged, if we find a suitable preconditioner
that exploits the problem structure, we only need to compute it once.

In order to present the ADMM algorithm, we introduce some auxiliary vari-
ables z, and z,, and rewrite (7.9)—(7.10) as follows:

1 1
min 5 (v —vy)" My (v —vy) + §'U/TM2’U, (7.12)
subject to
Bv+u =0,
v = 2, U = z,, (7.13)

Umin < 2y < VUmax, Umin < Zy < Umax-

Next, we introduce the adjoint variables ¢, w,, and w, for each equality con-
straint in (7.13), and consider the following augmented Lagrangian function

1 1
,C(S('U,'Uz, 2y, Ry, C?wva wu) = 5 (’U - ,Ud)T Ml (’U - 'Ud) + §UTM2U’

+¢T(Bv +u) +w! (v - 2z,)+w, (u-—=z,)

1
o5 (1B +uff + o= 25 + [u— z3),

with § > 0. An ADMM algorithm applied to solve problem (7.12)—(7.13) is given
in Algorithm 15. As we see from Algorithm 15, the method fixes some of the
variables and minimizes the problem only for two of them (first and second steps),
and then updates the remaining variables with a recurrence formula (third and
fourth steps). In practice, ADMM splits the problem into smaller subproblems,
solves the subproblems with respect to some of the variables, and then updates the
remaining ones. We omit further details of the algorithm. The reader is referred to
[21] for a basic proof of convergence of Algorithm 15, as well as a detailed overview
of ADMM. We should mention that the step-length p in Algorithm 15 plays an
important role in the convergence behavior of ADMM. In fact, convergence of

Algorithm 15 is guaranteed for any p € (0, @) (see [59]).
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Algorithm 15 Alternating Direction Method of Multipliers

Choose 0@, 4@ 2{0 20 O 3 1p®

for k£ = 1 until convergence, do

Solve (v*+D) 4*+D) = argmin L5(v, u, 257, 27, ¢® w w)
v,u

(2D 2y = argmin Li(o®), w2, 2, (W) wl)

Zy€ [Umin :Umax] B

Solve

zue[umin 7umax]

Set ¢+ — ¢ 4 g(%v(k-&—l) + kD)

Set (w1 wD) = (w® w®) + g (U(km D k) z£k+1)>

end for

One can observe that the most challenging step of Algorithm 15, is that of
solving the following problem:

(0, u®D) ~ argmin Ls(v,u, 29, 29, ¢0, w® w®).  (7.14)

The optimality conditions of (7.14), at iteration k, read as follows:

My +1®TB +1Iy) w7 Hv]:[

(k)
bl 7.15
1 Myt 2y || (0 ] (7.15)

lopienl

where Iy is the identity matrix of dimension N = Nn,, and ng) and ng) take
into account the non-linear residuals.

Solving the previous system directly is not a good idea in our case, since its
coefficient matrix is not expected to be cheap or convenient to work with. Instead,
we can merge the first and the third steps in Algorithm 15 to obtain a more flexible

saddle point system. More specifically, we substitute ¢ = ¢*) + g(%'v + u)

into (7.15), and rewrite the optimality conditions for the first and third lines of
Algorithm 15 as follows:

p(M; + 31y) 0 BT v bgk)
0 p(My+ Ig) Iy u |=1]bP |, (7.16)
B Iy Iy || ¢ ¥

where as above the right-hand side accounts for the non-linear residuals. Specif-
ically, we have

by = p(Myvg — wi + §27) + (1 - p)BT¢W,
k k k

by = p(—wi + 2(7) + (1 - p)¢®,
k

by~ —4¢

System (7.16) presents a saddle-point structure. However, instead of employ-
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ing the saddle-point theory described in Section 2.10, since the blocks on the
main diagonal are easy to invert (as each block on the main diagonal is a scaled
identity matrix) we rather form the normal equations, and then derive a precon-
ditioner for the system so obtained to be employed within preconditioned CG.
Specifically, pivoting the second and then the third block equation of this system,
yields:

— (p (M + 315)) " (=¢ = pwold + 8209 + (1= p)c)

) 7.7
(pM2 Iy)~ +§I—) (Bv + b)), (7

where

5 1 -
b — ;C(k) - (;0 (MQ + ghv)) <—P’w£k) + gzz(ﬁ) +(1- P)C(k)> -

Then, we can write the normal equations as follows:

1
Sv= p <M1fvd — w4+ gzﬁk)) + (1 —p)BT¢®
] N (7.18)
—B ((ng + 5JN) + ;I) b®),

where the Schur complement S' is given by

-1

| g
S=p <M1 n 51N> iy <(pM2 n §IN> n ;IN> . (7.19)

By solving the system (7.18) and then updating the current approximations of u
and ¢ by employing (7.17), one is able to find approximations of the solutions of
the first and third step in Algorithm 15. As the fourth step in Algorithm 15 is
trivial, the only remaining step to solve is the following minimization problem:

(z(k+1) k:+1)) _

20 4w+ k)

: (k+1). k
argmin E(g( 7ZU,Zu,C( ),wv

zve[vmin 7vmax]7

zue[umin 7umax]

However, we would like to mention that the previous problem has a closed form
solution. More specifically, we perform the optimization by ignoring the box
constraints and then projecting the solution onto the box.

As we discussed above, the most difficult task in Algorithm 15 is solving
the normal equations (7.18). In the following, we are going to derive an optimal
preconditioner for the system to be solved at each ADMM iteration by employing
the circulant preconditioner discussed in Section 7.3.
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7.6 Preconditioning Approach

In this section, we describe the strategy adopted in order to solve the system
(7.18), with the Schur complement S defined as in (7.19). In order to find a
preconditioner for this system, we employ GLT theory, as follows. For sake of
clarity, we avoid all the technicalities, and refer the reader to [146] for a rigorous
derivation of the proposed preconditioners.

We recall that, for the problem under examination, the matrix 28 is a 3-level
Toeplitz matrix. We observe that this is because the spatial domain € is a subset
of R%. More generally, if the spatial domain  is of dimension d, the matrix B
will be a (d + 1)-level Toeplitz matrix. Then, under suitable assumption, it is
possible to find three sequences of GLT sequences

(Biby 2% (Bly,  (My)y 25 M}y,  {(My}y 225 (Mo} g,

with symbols {B;j}y ~arr kn, {My}x ~crr K1y, {Ma}§ ~aLr Koy such that
Ky — K, K1, — K1, and Ky — kg, in measure, see [146, Proposition 3.2].

Then, given the three sequences of GLT sequences {B e (M, LN {ng } i, we
are able to find a suitable approximation of the matrix S, as follows. Starting from
the expression of S in (7.19), we approximate each matrix in this expression with
the corresponding GLT sequences above, and obtain the following approximation
for the Schur complement S:

~ ~ ~ ~ -1 -1
S=p (Mlj + %IN> + %J.T ((pMQJ. + §1N> + %IN) B;. (7.20)

It is possible to prove that the approximation S is weakly clustered at 1, and
that the eigenvalues of the matrix S™1S lie in an interval of the form [%,cs],
where cg is a positive constant uniformly bounded with respect to the size of the
problem N, see [146, Theorem 3.3]. From here, we can imply that, if we employ
S as a preconditioner, the number of PCG iterations required for convergence
is independent of the grid size (but it may depend on other parameters of the
problem).

Remark 9. The previous strategy is readily tailored in order to solve FDE-
constrained optimization problems of the form (7.6)~(7.7), when no additional

box constraint are imposed. In fact, given the GLT sequences {%j}]\?, {Mlj}ﬁ,

{MQJ}N, if we substitute these sequences in place of the corresponding matrix in
(7.11), we still have a good approzimation of Syne-

It is worth noting that our assumptions hold for a wide range of problems. In
addition, it is possible to find easy-to-invert sequences {B;}y, {Mi,}x, {Mo;}x-
As we mentioned above, for such sequences the matrix S defined as in (7.20)
will result in a preconditioned matrix S—1S with a weak cluster at 1. However,
in general the matrix S may be not easy to invert nor apply. However, if we
employ as sequences of GLT sequences the multilevel circulant approximations
described in Section 7.3, then the matrix S itself will be a multilevel circulant
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matrix. In fact, as we mentioned above, the set of all d-level circulant matrix
is a commutative ring under the matrix addition and multiplication, and each
d-level circulant matrix is diagonalizable by the discrete Fourier transform. In
particular, by employing the discrete Fourier transform one can easily compute
matrix—vector and matrix—matrix operations involving d-level circulant matrices,
keeping the storage requirements of order O(N). In fact, one has only to evaluate
and store the eigenvalues of a given d-level circulant matrix. Then, any time
one has to perform matrix—vector or matrix-matrix operations involving d-level
circulant matrices, one has only to work with the diagonal matrix containing
the eigenvalues. As the computational cost of the fast Fourier transform is of
order O(Nlog N), it is clear that the cost of applying a preconditioner based on
a d-level circulant approximation will be O(N log N).

We conclude this section by showing the preconditioner that will be employed
in our numerical results. As we mentioned, we employ the T. Chan preconditioner
for a given unilevel Toeplitz matrix. In addition, the matrices Ml and M, can be
approxunated by a scaled identity. Then, our approximation S is glven by (7.20),
with M1 and MQ given by those scaled identities, respectively, and %J given by
the followmg T. Chan preconditioner for ‘B:

C3(B) = C1(€0) ® Iy — I, @ (CL(LY) @ I, + In,, @ C1(L))
= (Fu,, ® F,, ® Fy,)" Ay (F,, ® Foyy @ F,)

where the diagonal matrix Ay is given by
Ay =DMa®Iy =1, ® (A, @Iy, + In,, ®A,),

with A,, A, and A, being the diagonal matrices containing the eigenvalues of

the T. Chan approximations of the matrices €,, 271’ and 252, respectively.

7.7 Numerical Results

We now present numerical results that show the effectiveness of the proposed
strategy. We consider a problem of the type (7.6)-(7.8), with Q x (0,t;) =
(0,1)% x (0,1). The desired state is given by

vg(w1, 9, t) = 10 cos(10x1) sin(x129)(1 — ™),

as in [39, Section 5.1], with homogeneous boundary and initial conditions. We
present results for three types of problems, that is, problems with box constraints
only on the state v, problems with box constraints only the control u, and prob-
lems with box constraints on both the variables. As expected, the last type
of problem is the most challenging one. For this reason, we focus our atten-
tion on this class of problems, and present only few experiments on problems of
the other types. For problems with box constraints, we employ the convention
that the discretized restricting functions are of the form vy, = —Vmn = ¢l (or
Umax = —Umin = 1), where 1 is the vector of all ones and ¢ > 0. For this reason,
we present only the value of the entries of v, (Wmin, respectively). For all the
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problems presented, we construct a uniform grid in space and in time, and set
Ng, = Ng, = Ny = n, for some n € N. The overall size of the discretized state
vector is given by N = ng, - ng, - n; = n®. As an indicator of performance of the
numerical method, we employ the discrete L?-norm of the discrepancy between
the state and the desired state. Specifically, by applying the trapezoidal rule, we
define

trap,(v —va) & |v = var2.

We would like to note that the previous measure is not expected to converge to
zero. In fact, the functions v and vy are not equal on the boundary 0f2, and we
expect that the approximate discrepancy measure slightly increases as we refine
the grid.

For all the tests considered, we run the MATLAB function pcg as the linear
solver, and set the tolerance dynamically as

Krylov Tol. = 0.05 - min{|Bv® — u® |, [o® — 28|, [u® — 2P|, 1074},

at every non-linear iteration k, presenting the average number of PCG iterations
required for reaching convergence.

Since we are only interested in showing the viability of the proposed approach,
we employ a standard 2-Block ADMM for solving problems of the form of (7.12)—
(7.13), with additional box constraints on the variables. It is worth mentioning
that various potential acceleration strategies for ADMMSs have been studied in the
literature (see for example [21, 61]), and the approach presented here could also
be employed within those versions of ADMM. We choose the step-size p = 1.618.
We choose the penalty parameter § € {0.1,0.4, 2, 10, 100}, as for those values the
method behaves reasonably well. We would like to note that one could tune
this parameter for each problem instance and obtain significantly better results.
However, as this is not practical, we restrict ourselves to a small set of possible
values. Finally, the termination criteria of the ADMM are summarized as follows:

(JAv™ = u @]y <1079 A ([0 = 2] <107 A (Ju® — 2] < 1079,

We would like to note that we do not require a specific tolerance for the dual
infeasibility in order to avoid unnecessary computations. Instead, we report the
dual infeasibility at the accepted optimal point.

All tests are run on MATLAB R2019a using a 2.2 GHz Intel (hexa-) core
i7 processor, run under the Windows 10 operating system. All CPU times are
reported in seconds.

7.7.1 Box Constraints on the State v

We first test our solver on problems with box constraints on the state variable,
while the control is left free, that is vy < v < Vpayx, —0 < u < 0. We report
the results in Table 7.1. All fixed parameters are provided at the title of the
respective table.

104 means that the solution coincides with the equality constrained solution; all the variables
lie strictly within the restriction bounds.
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Table 7.1: Inequalities on the state: varying restriction bounds (with N = 503,
Mn=v%=13a=07 =101 6§ =0.1).

’ Vmmin H trap;2(v — vg) ‘ Dual Inf. H PCG ‘ ADMM ‘ CPU ‘

-7 5.60e-111° 2.13e-3 9 75 142.31
) 5.80e-1 3.14e-3 10 105 206.73
-3 7.88e-1 4.11e-3 10 100 193.77
-1 1.38e0 8.74e-4 10 86 173.49

From Table 7.1, we can observe the robustness of our preconditioner, as the
average number of PCG iterations is roughly constant, with the total CPU time
mainly depending on the number of ADMM iterations. Regarding the latter, we
observe that, even for very tight box constraints, the number of ADMM iterations
stays roughly the same.

7.7.2 Box Constraints on the Control u

We now focus on the case with —o0 < v < 0, Upin < U < Upax. By employing
similar arguments as in [41] we can prove existence of an optimal solution. We
run the method for different inequality bounds on the control u. We report the
results in Table 7.2, stating all the values of the parameters used to perform the
experiment in the respective caption.

Table 7.2: Inequalities on the control: varying restriction bounds (with N = 503,
Mn=9%=13a=07 =10 6§ =04).

Unin H trap;»(v —vg) ‘ Dual Inf. H PCG ‘ ADMM ‘ CPU ‘

—400 5.60e-17 8.43e-4 16 30 84.46
—300 2.65e-1 8.79e-4 19 22 72.77
—200 6.25e-1 4.39e-4 17 28 85.95
—100 8.90e-1 1.49e-4 18 65 205.69

From Table 7.2, we see that also for this case the average number of PCG
iterations is roughly constant, even when decreasing the value of uy;,. As a
consequence, the average CPU time is almost constant, with the overall CPU
time depending only on the number of ADMM iterations. As we can see from
Table 7.2, the number of ADMM iterations slightly depends on the lower bound
for the control u, although it stays low compared to the dimension of the problem
solved.
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7.7.3 Box Constraints on Both Variables

Let us now consider the case where vy, < ¥ < Umax, Umin < U < Upay. First, we
present the runs of the method for different inequality bounds in Table 7.3. As
one can observe from Table 7.3, the average number of PCG iterations slightly
depends on the lower bounds on the state v and the control u; nonetheless, it is
reasonably small compared to the dimension of the problems solved. In addition,
as we expected, this class of problem is the most challenging one, and we can
observe this by looking at the number of ADMM iterations, which clearly depends
on the bounds on the variables.

Table 7.3: Inequalities on both variables: varying restriction bounds (with N =
503, i =7 =13, a=0.7,8=10"%6 = 04).

| Umin | Umin | trap;»(v —vg) | Dual Inf. | PCG | ADMM | CPU |
—7 [ —400 5.60e-1f 4.83¢-3 [ 10 36 | 74.20
—7 [ —200 5.94e-1 2.35e-3 | 11 38 [ 80.14
—4 [ =350 6.45¢-1 1.99e-4 | 18 126 | 412.66
—1 [ —400 1.38e0 2.56e-4 | 19 109 | 377.86

Next, we test our method when varying grid size, and report the results in
Table 7.4. As one can observe in Table 7.4, the grid size does not affect the
average number of inner PCG iterations. Nevertheless, as the size of the problem
increases, we expect that also the number of ADMM iterations increases. Further-
more, we can observe the first-order convergence of the numerical method, as n is
increased. In addition, we can observe that the CPU time scales approximately
as Nlog N, as expected.

Table 7.4: Inequalities on both variables: varying grid size (with vy, = —4,
=-350,11 =7 =13, a=0.7 3=10"1).

Umin

| N || 6 [ trap,.(v —v,) | Dual Inf. || PCG | ADMM | CPU
83 [ 2 3.87e-1 5.230-4 12 36 1.89

163 | 2 5.02¢-1 8.68¢-5 13 53 6.06

323 04 6.09e-1 2.94e-4 16 62 75.04

50° |[ 0.4 6.450-1 1.99¢-4 18 126 412.66
64° [ 0.1 6.58¢-1 3.34e-1 17 97 987.12
30° [ 0.1 6.650-1 4.31e-1 17 102 [ 1,135.83
1003 [/ 0.1 6.70e-1 4.97e-1 17 119 | 2,436.17
128% (0.1 6.73¢-1 3.49¢-1 17 169 | 9,077.08

Subsequently, we test our method when varying the fractional derivative or-
ders, and present the results in Table 7.5. From Table 7.5, we can observe that,
as v = 1 = 79 approaches 1, the constraint matrix becomes more ill-conditioned.
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This is due to the scaling factor in the definition of the Riesz derivative (that
is, ﬁ(ﬂ%)) As a consequence, we observe an increase of the PCG iterations in
the case where v = 1.1. Nonetheless, the average number of PCG iterations is
reasonably small compared to the size of the problem solved. In addition, we can

see that the number of ADMM iterations is roughly constant.

Table 7.5: Inequalities on both variables: varying fractional derivative orders
(with N = 32% vpin = —4, Umin = —350, 3 = 107%).

| o | v [ 0 [ trap,2(v —wva) || Dual Inf. | PCG | ADMM | CPU |

0.113]04 6.46e-1 1.60e-4 17 126 380.75
031304 6.46e-1 2.56e-4 17 126 385.96
0513104 5.12e-1 2.83e-4 18 126 408.47
09]13]04 6.44e-1 3.10e-4 19 125 419.46
0.7]111 04 6.48e-1 1.21e-3 30 100 208.59
0.7] 151 0.1 7.79e-1 4.23e-4 15 96 275.03
0.711.71]04 1.04e0 2.46e-4 13 113 275.21
0.71191] 0.1 1.36e0 1.36e-3 8 108 180.85

Finally, in Table 7.6 we present the runs of our method when varying the
regularization parameter 3. It is worth noting that, as [ is changed, the solution
of the equality constrained problem is significantly altered. For this reason, we
adjust the inequality constraints of the problem for each value of , in order to
ensure that the optimal solution will lie strictly within the bounds. This allows
us to compare the convergence behaviour of ADMM, for instances with different
regularization values, .

Table 7.6: Inequalities on both variables: varying regularization (with N = 503,
a=0.7 7=y =13).

| B [vmin| Umim | 0 | trap,.(v—wvg)[ Dual Inf. [PCG|ADMM | CPU |

1072 =2 | =100 | 0.1 1.77e-0f 1.38e-3 11 87 190.99
1074 =7 | —400 | 0.4 5.60e-17 4.88e-3 10 36 74.20
1075 =9 | —2,800 || 10 1.28e-17 6.03e-4 8 47 71.13
1078 —9 | —4,000 || 100 1.13e-17 2.18e-4 6 32 44.70
1071% —9 | —4,000 | 100 1.13e-17 2.18e-4 D 32 40.77

Again, the average number of PCG iterations is roughly constant, with the
overall CPU time depending mainly on the number of ADMM iterations. It is
worth noting that, as S becomes smaller, the average number of PCG iterations
decreases. In addition, as [ decreases, also the number of ADMM iterations
decreases. Again, the number of ADMM iterations slightly depends on the regu-
larization parameter, although it stays low compared to the size of the problem
being solved.
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From the results presented in this section, we can conclude that the pro-
posed approach is sufficiently robust with respect to the problems parameters.
In fact, the number of PCG iterations required to solve each ADMM system is
small compared to the size of the problem solved, for a wide range of parameter
choices. In addition, ADMM is able to achieve a 4-digit accurate primal solu-
tion in a reasonable number of iterations, allowing us to solve a convex quadratic
optimization problem with very dense equality constraints in a reasonable time.
Finally, we believe that the method described here can be employed to solve even
more complex FDE optimization problems.

7.8 Summary

In this chapter, we considered the optimal control of FDEs, with additional box
constraints on the state and control variables. Previously, no robust solver for
this class of problems with FDEs defined in dimension d > 1 was available, to our
knowledge. By employing a discretize-then-optimize approach, we were required
to solve a convex quadratic optimization problems with box constraints on the
variables. We proposed the use of an Alternating Direction Method of Multipli-
ers. This strategy allowed us to separate inequality from equality constraints,
solve the latter in order to obtain the current approximations of the state, the
control, and the adjoint variables, and then updating the multipliers by solving an
unconstrained problem and projecting the solutions onto the box constraints. In
this way, we preserved the structure of the equality constraints. In order to solve
the latter, which presents a multilevel Toeplitz structure, we employed the theory
of Generalized Locally Toeplitz sequences. This allowed us to find optimal pre-
conditioners based on multilevel circulant approximation. Then, we employed the
derived preconditioner within a suitable preconditioned Krylov subspace method
in order to solve the system arising at each ADMM iteration. The circulant ap-
proximation of the equality constraints allowed us to employ the discrete Fourier
transform in order to find the eigenvalues of the individual blocks of the proposed
preconditioner, thus allowing us to keep the storage requirements to order of N
(where N is the grid size), while requiring only O(N log N) operations for every
iteration of the Krylov solver. Numerical results showed the scalability, efficiency,
and generality of our approach.
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Chapter 8

Conclusion

“When I was at last by myself, a drowsy sensation fell on me; but before my
eyes closed I endeavoured to reproduce the Third Dimension, and especially
the process by which a Cube is constructed through the motion of a Square.
It was not so clear as I could have wished; but I remembered that it must be
“Upward, and yet not Northward,” and I determined steadfastly to retain
these words as the clue which, if firmly grasped, could not fail to guide me to
the solution. So mechanically repeating, like a charm, the words, “Upward,
yet not Northward,” I fell into a sound refreshing sleep.”

— Edwin Abbott Abbott, Flatland: A Romance of Many Dimensions

In this thesis, we developed preconditioned iterative methods for the solu-
tion of optimal control problems with differential operators as constraints. The
majority of the problems considered above involved time-dependent PDEs as
constraints, but we also tackled the optimal control of stationary (linear and
non-linear) PDEs, as well as the optimal control of FDEs.

In order to derive the proposed preconditioners for the PDE-constrained opti-
mization problems considered in this thesis, we devised tailored, easily invertible
transformations, which allowed us to symmetrize the linear systems (or make
them as close to symmetric as possible) arising from the discretization of the
first-order optimality conditions. This strategy allowed us to employ saddle-
point theory. Starting from ideal preconditioners (for which the inverse operator
is almost as computationally expensive as solving the original system), we de-
vised suitable approximations of the main blocks. In order to approximately
invert the (1, 1)-block, we employed an inner iteration. For some of the systems,
the inner iteration required a fixed number of steps of a preconditioned iterative
method applied to a block matrix that represents the discrete optimality con-
ditions of a simpler PDE-constrained optimization problem. However, the most
complex tasks have been to devise robust approximations of the corresponding
Schur complements. In order to do so, we employed the matching strategy and
a novel block commutator argument. The resulting preconditioners were tested
on a large number of test problems, showing the robustness and the efficiency of
our approaches.

In order to derive an optimal preconditioner for the FDE-constrained opti-
mization problems with algebraic constraints on the state and/or the control
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variables, we employed the GLT theory. Applying an ADMM to separate equal-
ity from inequality constraints, we were faced with solving a very large and dense
linear system. By exploiting the (multilevel) Toeplitz structure of the discretized
system and employing GLT theory, we were able to derive an optimal precon-
ditioner for the linear system to be solved. Then, we tested our strategy on a
wide range of problems, showing that the computaitonal cost scales as N log N,
where N is the dimension of the grid used. In addition, our strategy does not
suffer from excessive memory requirements, as we are able to keep the storage
requirement of order N.

We expect the novel transformations, Schur complement approximations, for-
mulation of the block commutator argument, and multilevel circulant precondi-
tioning ideas could inform the efficient preconditioning of many problems beyond
those discussed in this thesis. What is left to discuss is related to future work. As
the Square in Abbott’s Flatland was wondering about (and puzzled by) the ex-
tension of the Plane to the Third Dimension, we question ourself on the possible
extensions of our work.

The problems considered in this thesis are aimed at describing real-life and
physical problems. For this reason, one can extend the strategies devised above
to problems with multiple differential operators as constraints, to problems with
different cost functionals, or to problems with additional algebraic constraints on
the variables.

As we have employed a Crank—Nicolson discretization in time for the parabolic
PDEs considered above, one may also try to devise optimal preconditioners for
time-dependent PDE- and FDE-constrained optimization problems when higher-
order discretizations in time are used. For instance, the discussion at the end
of Section 3.2.2 may be the starting point for developing preconditioned itera-
tive methods for optimal control of time-dependent PDEs when employing time-
stepping schemes other than Crank—Nicolson. In the same section we also dis-
cussed the possibility of applying the discretize-then-optimize strategy as an al-
ternative approach to the one employed in this work. We have noted that the
linear system arising from the discretize-then-optimize approach is symmetric
from the start (so no transformation is required). Further, we have noted that in
this case we may apply a similar preconditioning strategy to the one described
in Section 3.3, and that, if such a preconditioner is optimal, one may apply it to
the other problems decribed in this thesis as well. However, we did not address
this question here. For this reason, future work can be related to prove that our
strategy may be applied also to the case of a discretize-then-optimize approach,
and prove the optimality of the derived preconditioner.

As we noted above, one of the main drawback of the all-at-once approach
when solving optimal control of time-dependent PDEs is that one has to store
global-in-time solutions. For this reason, when employing very fine discretization
computers may easily run out of memory. An alternative may be exploiting the
Kronecker structure of the linear system arising upon discretization, and employ
low-rank approximations of the problem considered. For this reason, future work
may be coupling the preconditioning strategy devised in this work with a low-rank
solver for the problems we have considered above.

As in practical industrial problems it is not always possible to apply the
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control within the whole domain, one has to introduce the control on its boundary,
resulting thus in Dirichlet or Neumann boundary control problems, or only on
a part of the domain, resulting thus in subdomain control problems. A future
study can be related to extend the optimal preconditioners derived here to the
boundary control of the Navier-Stokes equations. Regarding these equations,
we observed in Chapter 6 that, for very small viscosity, the numbers of Oseen
iterations required to reach a prescribed reduction on the non-linear residual
were increasing for a wider range of regularization parameters. For this reason,
we noted the importance of a robust and efficient solver also for the Newton
approximation of the Navier—Stokes control problems, which could be the topic
of future work. Finally, we believe that it would be of interest to investigate on
the effectiveness of the block commutator argument devised for solving the Stokes
control problems. We believe the combination of these new ideas would allow the
solution of a range of problems beyond those discussed in this thesis.
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Appendix A
An Overview of the GLT Theory

In this Appendix, we describe some important notions employed in the GLT
theory.

We begin with some fundamental properties of d-level circulant matrices. It
is possible to prove the following theorem, the proof of which can be found in [57,
Section 3.4]:

Theorem 8. The d-level circulant matriz A admits the following expression:

ny—1
A= > a0l
j=1
with C’flA defined as in Section 7.3. In addition, given c_i,c_ijz1,...,¢ € C, with

i e N, we have that any linear combination of the form
circulant matrix. Then,

i . . , 2mj
Z GCy, = Iy, (j Odlag 1c (H_A)> F,,,
=Y, A—

j=—i  NJFUde

i ] .
Ne _
=i cJC’nA 1s a d-level

where ¢(z) = Z;:_i c;et B2 with (§j, z) = Zle Jizi, and Fy, = F,, ®F,,®...®
F,, is the multilevel discrete Fourier transform, with F,, denoting the unitary
discrete Fourier transform of order n;. In the previous expression, Fy —denotes

the wnverse of the multilevel discrete Fourier transform. Moreover, Z}:—i ch'flA
1s a normal matriz whose spectrum is given by:

A(ZCJC‘LA) ={c(i—?> :j=0,1,...,nA—1}.

j=—i

As a consequence of the previous theorem, we have that the set of all d-level
circulant matrix is a commutative ring under matrix addition and multiplication.
Further, we also have that a d-level circulant matrix A is diagonalizable by the
discrete Fourier transform.

An important notion in the GLT theory is that of a matrix-sequence. A
matrix-sequence is a sequence of the form {A,};, where j varies over some infinite
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subset of N, Aj; is a square matrix of size ny;, and ng, — o as j — . In
particular, a d-level matrix sequence is a sequence of the form {A;};, where A;
is a matrix of size N(j) x N(j), j varies over some infinite subset of N, and
j =j(j) e N?is such that j — o0, as j — c0.

An approximating class of sequences is a sequence of matrix-sequences that is
able to approximate the eigenvalues or the singular values of another given matrix-
sequence. Specifically, we have the following formal definition [57, Section 2.7]:

Definition 1. Let {A;}; be a matriz-sequence, with A; of size na; x na;, and let
{{A;m}i}m be a sequence of matriz-sequences, with A;,, of size na, x na,. We

say that {{Ejm}]}m is an approzimating class of sequences (a.c.s.) for {A;}; if
for every m, there exists j,, such that, for all j = j,,, we can write:

Aj = Ajm + Rjg + Njm,  rank(Rj) < c(m)d;, | Njml| < w(m),
where jn,, c¢(m), and w(m) depend only on m, and are such that:

lim ¢(m) = lim w,, = 0.
m—00 m—00

In that case, we write {{g]m}]}m 225 (A

From the previous definition, we have that {{A;,};}m is an approximating
class of sequences for {A;}; if the difference between A; and Ej,m is the sum of a
matrix of low rank and a matrix of small norm.

We now introduce the definitions of clusters.

Definition 2. Let {A;}; be a sequence of matrices, with A; of size na, xny;, and
let X < C be a non-empty subset of C. We say that {A;}; is strongly clustered
at X (in the sense of eigenvalues) if Ye > 0 we have:

#ie{1,2,...,n4,} : Mi(A4;) ¢ D(X,¢)} = O(1),
and weakly clustered at X if Ve > 0,
#lie (1,2, na} s M(4y) ¢ D(X, )} = ofna).

Here, given ¢ > 0, we denote with D(X,¢€) the e-expansion of X, defined as
D(X,€) = U,cx D(2,€), where D(z,€) is the the disk with center z and radius e.
Further, with #X we denote the cardinality of a set X.

Given a function f : [0,1]¢ — C, we define the j-th diagonal sampling matriz
generated by [ as the following np, x np, diagonal matrix:

Dy(f) = diag f<J>

i=1,2,...j

In addition, given j,m € N, g : [0,1] — C, and f € L'([—=,x]), we define the
1-level locally Toeplitz operator as the following npr, x npr, matrix:

LT (g, f) = (Dim(9) ® Tjjmy () @ O; mod m
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where D,,(g) is a diagonal sampling matrix generated by g, T};/m|(f) a Toeplitz
matrix generated by f, and O, mod m a zero matrix. Similarly, given also j,m e
N g:[0,1]¢ — C, and f € LY([—m,7]%), the d-level locally Toeplitz operator is
recursively defined as the following N (j) x N(j) matrix:

LT™(g, i ® fa®...® fa) = LT, 55" (g(2), L ® 2@ ... ® fa).

We can now define the Locally Toeplitz sequences, that can be generalized to
define the notion of GLT sequences. This theory was originally developed in [172],
and we refer the reader to [56, 57] for a complete derivation and overview of this
class.

Definition 3. Let {A;}; be a d-level matriz-sequence, let g : [0,1]7 — C be
Riemann-integrable, and let f € L*([—m,7]%). We say that {A;}; is a (d-level)
locally Toeplitz (LT) sequence with symbol g ® f, and we write {A;}; ~rr g ® f,
if:

{LT™(9, N)}; — {4}, asm — o

The previous definition can be generalized to define the Generalized Locally
Toeplitz sequences [57, Section 5.1].

Definition 4. Let a d-level matriz-sequence {A;};, and a measurable function
k1 [0,1]¢ x [-7,7]¢ — C be given. Suppose that Ve > 0 there erists a finite
number of d-level LT sequences {A}Z’e) Vi~ 9ie ® fie, i = 1,2, N, such that
as € — 0:

Ne
Z Gie ® fi,e — R
i=1

in measure, and that

i=1

Ne
{Z A§Z7€)} a.c.s. {AJ}]
J
Then {A;}; is a d-level GLT sequence with symbol k, and we write {A;}; ~arr K-

The above definitions were used to motivate the multilevel circulant precon-
ditioner derived in Chapter 7, and were used in [146] to prove the effectiveness of
the proposed preconditioning strategy.

In Chapter 7, we supposed the following assumptions hold true. Where the
first assumption does not hold automatically, it can be ensured by multiplying
the discretized PDE constraint by a constant depending on the mesh-sizes for a
given problem.

Assumption 2. The matrices B, M,, and M, of dimension N x N are such
that:

o The sequence {B}y is a d-level matriz sequence with spectral norm uni-
formly bounded with respect to N, i.e. there exists a constant cg such
that |B| < cu for all N. Furthermore, there exists a measurable func-
tion k : [0,1]% x [-7,7]¢ — C, which is the symbol of {B}y, so that
{Bly ~crr K-
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o The sequences {Mi}y and {Ms}y are two d-level matriz sequences, with
uniformly bounded spectral norms with respect to N. Furthermore, there
exist two measurable functions k1, ky @ [0,1]¢ x [-7,7]? — R, such that
ki = 0, and {M;} 5 ~crr Ki, fori=1,2.
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