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Preface

Many engineering and scientific problems in design, control, and parameter estima-
tion can be formulated as optimization problems that are governed by partial differential
equations (PDEs). The size and complexity of the PDE simulations often present signif-
icant optimization challenges. Recent years have seen sustained progress in PDE solvers
and optimization algorithms, and the rapid rise in computing capability. Accompanying
these advances is a growing interest in real-time and online simulation-based optimiza-
tion in such diverse areas as aerodynamics, atmospheric and geosciences, chemical process
industry, environment, homeland security, infrastructure, manufacturing, and medicine.

Real-time, online optimization arises in the form of (a) inverse problems, in which
sensor data is assimilated repeatedly into simulations of dynamic processes, (b) control
problems, in which optimal strategies are repeatedly generated based on new data, and
(c) design problems, in which algorithms need to be configured to aid in the solution, as
well as coordination, of components (a) and (b). An important underlying aspect to online
optimization is the availability of powerful large-scale optimization algorithms that can
target time-dependent objectives and constraints on challenging engineering systems.

The rapid solution of an optimization problem, however, is only one component needed
for the successful realization of real-time optimization. The challenges for real-time and
online optimization methods include the ability to do the following:

* Run sufficiently quickly for decision making at relevant time scales. Optimization
algorithms must return acceptable approximations of the solution in time for decision
making. The time scales for decision making vary by application and can range from
milliseconds to days. Reliability and efficiency of the optimization algorithms are
crucial. Their implementations must be capable of bootstrapping current solutions
and yielding meaningful results when terminated prematurely.

* Adjust to requirement and properties of the process. Implementations of online op-
timization algorithms must adjust to different solution accuracy requirements in the
process model they feed into. They must be robust and deal with ill-posedness of the
problems and tolerate incomplete, uncertain, or errant data.

* Scale to large problem sizes. Applications for which real-time and online optimiza-
tions are required or desired increase both in number and in complexity. In particular,
many of these applications require modeling by PDEs instead of lumped parameter
models. Consequently, online optimization algorithms must be able to handle in-
creasingly large and complex PDE models and they have to be able to effectively

XVil
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utilize parallel computing environments.

This volume addresses these issues for real-time optimization of systems governed
by PDEs. With 15 contributions, it complements two recent volumes in related areas:

* Online Optimization of Large Scale Systems, M. Grotschel, S. Krumke, and J. Rambau
(eds.), Springer-Verlag, Berlin (2001). Comprising the work of 25 research projects
over six years, this volume deals with a broad array of real-time optimization strate-
gies and applications. In addition to online optimization of systems of differential
equations, this volume also considers concepts related to nonlinear and mixed integer
optimization, along with stochastic programming and online planning.

Large-Scale PDE-Constrained Optimization, Lecture Notes in Computational Sci-
ence and Engineering, Vol. 30, L.T. Biegler, O. Ghattas, M. Heinkenschloss, and B.
van Bloemen Waanders (eds.), Springer-Verlag, Berlin (2003). This volume deals
with a variety of algorithms and strategies for optimization of systems governed by
PDEs. The range of PDE applications is broad but largely confined to design and
offline optimization.

This volume focuses on the interface of these two areas by considering inversion,
control, and design problems that are governed by PDEs and have online or real-time
requirements. To this end, the 15 contributions in this volume address the following essential
components for real-time optimization:

« Part I: Concepts and properties of real-time, online strategies.
 Part II: Fast PDE-constrained optimization solvers.
* Part III: Reduced-order modeling within the context of design and control.

* Part IV: Applications for real-time decision making.

Concepts and Properties of Real-Time, Online Strategies

The chapters in Part I of this volume address core problems of online optimization of systems
governed by differential equations. Key issues in all of these chapters are the formulation
of online problems as well as the interaction of the model, solver, and the “plant” (i.e., the
real-world system described by the PDEs). Important considerations are online stability
properties of the closed-loop system, robustness to uncertainties introduced by the plant as
well as the solution algorithm, and efficient implementation of the computations. These
issues are considered for differential equation models in the following chapters:

1. “Constrained Optimal Feedback Control of Systems Governed by Large Differential
Algebraic Equations,” H.G. Bock, M. Diehl, E. Kostina, and J.P. Schloder.

2. “A Stabilizing Real-Time Implementation of Nonlinear Model Predictive Control,”
M. Diehl, R. Findeisen, and F. Allgower.

3. “Numerical Feedback Controller Design for PDE Systems Using Model Reduction:
Techniques and Case Studies,” F. Leibfritz and S. Volkwein.
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4. “A Least-Squares Finite Element Method for Optimization and Control Problems,”
P.B. Bochev and M.D. Gunzburger.

Chapter 1 presents an overview of recent work in nonlinear model predictive control
(NMPC) by Bock and coworkers. Here the authors derive NMPC controllers based on a
multiple shooting formulation. However, a number of approximations are made so that
they do not require the online calculation of (expensive) sensitivity matrices. The authors
develop four variants of the NMPC controller and also provide convergence proofs for their
optimization strategies.

Chapter 2 by Diehl, Findeisen, and Allgower presents an overview of recent work in
NMPC based on the dual mode control concept and stability analysis. The authors then
discuss a novel real-time iteration scheme that allows incomplete solution of the dynamic
optimization problem. The stability analysis is modified by coupling the dual mode approach
with contractive properties of Newton’s method. An experimental case study on the NMPC
control of a distillation column, operating at the University of Stuttgart, is presented.

Chapter 3 by Leibfritz and Volkwein presents a set of controller designs based on
static output feedback (SOF) along with linear matrix inequality (LMI) constraints to en-
force stability. The controller design is then applied to reduced-order models of distributed
parameter systems derived using proper orthogonal decomposition (POD). The resulting
controller design problems are nonconvex semidefinite programs and are solved using an
interior point trust-region algorithm. Three systems are considered and alternative controller
designs are presented.

Chapter 4 by Bochev and Gunzburger studies problem formulation and discretization
for a class of PDE-constrained optimization problems. Unlike penalty methods, which
enforce the PDE constraints by using well-posed least-squares penalty terms added to the
original cost functional, this chapter discusses a new approach in which the cost functional is
constrained by the least-squares formulation of the PDE constraints. This leads to a bilevel
optimization problem. Characterization of solutions and convergence properties of finite
element approximations are discussed. The approach is illustrated on a linear quadratic
optimal control problem governed by the Stokes equations.

Fast PDE-Constrained Optimization Solvers

Fast optimization solvers remain at the core of online optimization, and recent advances
in this area are represented in the five chapters of Part II of this volume. In particular,
optimization strategies for time-dependent PDE applications are considered. The first three
chapters discuss the development of solution strategies that extend multigrid and domain
decomposition methods to time-dependent PDE optimization problems, and also leverage
parallel architectures.

5. “Space-Time Multigrid Methods for Solving Unsteady Optimal Control Problems,”
A. Borzi.

6. “A Time-Parallel Implicit Methodology for the Near-Real-Time Solution of Systems
of Linear Oscillators,” J. Cortial and C. Farhat.

7. “Generalized SQP Methods with “Parareal” Time Domain Decomposition for Time-
Dependent PDE-Constrained Optimization,” S. Ulbrich.
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Chapter 5 by Borzi gives an overview of space-time multigrid methods for real-time
optimal control of parabolic systems, with an application to reaction-diffusion problems.
Here reaction-diffusion optimal control problems are approximated by finite differences
along with backward Euler schemes, and space-time multigrid schemes are formulated to
solve the resulting discrete optimality systems, using a full approximation storage frame-
work. For long time intervals this approach is enhanced with the development of a multigrid
receding horizon algorithm, and numerical experiments validate the numerical performance
of the space-time multigrid algorithms. Finally, the optimal control of cardiac arrhythmia
is presented as an example.

Chapter 6 by Cortial and Farhat treats new methods for time parallelism in the solution
of PDEs. Here time slices are generated with a domain decomposition in the time direction.
The solution is first approximated on this coarse time grid to provide an initial condition to
each time slice. Then, the ODE solver is applied independently and therefore concurrently
in each time slice to advance the solution from the starting point of this time slice to its end
point. Finally, an iterative process is invoked to improve the solution and eliminate the jumps
of the solution on the coarse time grid. This approach led to development of two related
approaches, the parareal (parallel real-time) algorithm and the PITA (parallel implicit time-
integrator) method. Here a new extension is presented to improve the stability properties of
both methods. Favorable numerical results are demonstrated for linear hyperbolic systems.

Chapter 7 by Ulbrich extends the recent parareal time-domain decomposition concept
to PDE-constrained optimization problems. The underlying optimization algorithm is a gen-
eralized sequential quadratic programming (SQP) method. Unlike traditional SQP methods
that require the solution of the linearized state equation, the generalized SQP method studied
in this chapter allows the incorporation of approximate state equation solvers. Here parareal
time-domain decomposition is applied to approximately solve the state as well as the ad-
joint equation system. Global convergence of the generalized SQP method is shown, and
the method is applied to the optimal control of a semilinear parabolic equation. Numerical
tests demonstrate the efficiency of the approach.

The following two chapters deal with essential improvements to accelerate the opti-
mization of PDE-constrained problems:

8. “Simultaneous Pseudo-Timestepping for State-Constrained Optimization Problems
in Aerodynamics,” S.B. Hazra and V. Schulz.

9. “Digital Filter Stepsize Control in DASPK and Its Effect on Control Optimization
Performance,” K. Meeker, C. Homescu, L. Petzold, H. EI-Samad, M. Khammash,
and G. Soderlind.

Chapter 8 by Hazra and Schulz presents a method for solving aerodynamic shape opti-
mization problems involving state constraints, based on simultaneous pseudo-timestepping.
This approach solves the KKT system by evolving an embedded nonstationary system
of equations in pseudo-time. Advantages of this method include no additional globaliza-
tion techniques in the design space, and direct extensions to a previously existing pseudo-
timestepping method for the states only. Moreover, a block preconditioner that stems from
reduced SQP methods can be used for convergence acceleration. The approach is demon-
strated on two airfoil application examples to reduced drag with constant lift. Results show
a significant reduction of the computational cost compared to usual gradient methods that
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solve the state and adjoint PDEs exactly at each optimization iteration.

Finally, Chapter 9 by Meeker et al. deals with the issue of nonsmoothness of adaptive
ODE and DAE solvers, with respect to perturbations in initial conditions or other problem
parameters. Here a recently developed digital filter stepsize controller leads to a much
smoother dependence of the solution on problem parameters along with better convergence
characteristics for the control and optimization of dynamical systems. This chapter discusses
the implementation of the digital filter stepsize controller in the DAE solver DASPK3.1. The
improved performance of the optimizer, due to the new stepsize controller, is demonstrated
on a biological problem regarding the heat shock response of E. coli.

Reduced-Order Modeling

An important consideration for online optimization is an accurate representation of the real-
world system. Often, the online solution of a detailed plant model, even with efficient state-
of-the-art optimization algorithms, is precluded by the computational effort engendered
by the governing PDEs. This barrier can often be overcome by the application of reduced-
order models. Here a key factor is the development of reduced-order models that capture the
accuracy needed for online purposes over a range of input parameters. Clearly, a trade-off
occurs between the accuracy achieved by the reduced-order model and the effort needed to
solve it. The following chapters deal with the generation of accurate reduced-order models
and demonstrate their potential for online optimization:

10. “Certified Rapid Solution of Partial Differential Equations for Real-Time Parameter
Estimation and Optimization,” M.A. Grepl, N.C. Nguyen, K. Veroy, A.T. Patera, and
G.R. Liu.

11. “Model Reduction for Large-Scale Applications in Computational Fluid Dynamics,”
K. Willcox.

12. “Suboptimal Feedback Control of Flow Separation by POD Model Reduction,” K.
Kunisch and L. Xie.

Chapter 10 by Grepl et al. derives reduced-order approximations to input-output func-
tions (representing PDE-based systems) with certified accuracy. Here the focus is on pro-
cesses operating with associated Assess-Act scenarios. In the Assess stage, robust parameter
estimation (inverse) procedures are pursued that map measured-observable outputs to (all)
possible system-characteristic and environment-state inputs. In the subsequent Act stage,
adaptive design and optimization procedures are considered that map mission-objective out-
puts to best control-variable inputs. The chapter describes a method for real-time certified
evaluation of PDE input-output relations. The two ingredients are reduced-basis approxi-
mation as well as a posteriori error estimation. Both linear elliptic second-order PDEs as
well as extensions to certain nonlinear and parabolic equations are considered.

Chapter 11 by Willcox reviews model reduction of computational fluid dynamics
systems and compares two reduction methods, proper orthogonal decomposition (POD) and
Fourier model reduction (FMR) in the context of an aerodynamic application, i.e., active
flow control for a supersonic diffuser. In particular for linear systems, FMR has advantages
in the computation of rigorous, though noncomputable error bounds, and the development of
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an efficient reduction process when FMR is combined with balanced truncation. Numerical
results show significant improvements in approximation over the POD approach. Open
questions related to applications of FMR for nonlinear systems are also discussed.

Finally, Chapter 12 by Kunisch and Xie addresses optimal control of fluid dynam-
ical systems using POD applied to the solution of the Hamilton—Jacobi-Bellman (HJIB)
equations. Both optimal control and boundary feedback control are developed for control
problems of Navier—Stokes flows. The approach is implemented in parallel on a cluster,
by using a message passing interface to exchange data between MATLAB sessions. This
parallel implementation reduces the computing time to an acceptable level for online use.

Applications

The chapters in this final section focus on applications related to online optimization and
decision making. While all chapters in this volume incorporate applications to demonstrate
the effectiveness of their approaches, the following chapters emphasize problem formula-
tions and solution strategies that are tailored to a particular application. All three chapters
deal with inverse problems, which is a core element of real-time optimization and control.
The first two chapters are concerned with imaging for medical applications, while the third
deals with source detection in water networks.

13. “A Combined Shape-Newton and Topology Optimization Technique in Real-Time
Image Segmentation,” M. Hintermiiller.

14. “COFIR: Coarse and Fine Image Registration,” J. Modersitzki and E. Haber.

15. “Real-Time, Large-Scale Optimization of Water Network Systems Using a Subdo-
main Approach,” C. D. Laird, L. T. Biegler, and B. G. van Bloemen Waanders.

Chapter 13 by Hintermiiller addresses the determination of tumor boundaries from
high resolution magnetic resonance images (MRIs). For this purpose, an edge-detector-
based image segmentation algorithm is presented that utilizes both shape as well as topolog-
ical sensitivity information. Here shape sensitivity and topological derivatives are employed
in a serial fashion and no synchronous blending of information takes place. Typically, the
algorithm is initiated by the topological phase for computing initial guesses and, if neces-
sary, shape sensitivity is used to drive the contour. A benefit of this approach is that the
segmentation becomes fully automatic, without manual selection of an initial contour. This
reduction of required user interaction is an important feature in real-time applications. The
approach is demonstrated on a number of MRI examples.

Chapter 14 by Modersitzki and Haber presents a general framework for image reg-
istration based on a variational principle. Image registration seeks to find a transformation
between two related images. Compared to other variational registration schemes, the ap-
proach has two new features. First, the transformation space is separated into coarse and
fine spaces, orthogonal complements, and only the fine part of the transformation is regu-
larized. Second, a simultaneous solution scheme is developed for both parts. Compared
to a multilevel sequential scheme, this can lead to the avoidance of local minima without
added computational cost. These features are significant for real-time clinical applications.
The approach is applied to registration of an MRI for a human knee.
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Chapter 15 by Laird, Biegler, and van Bloemen Vaanders describes a subdomain
approach to the problem of source detection to detect contaminants in municipal water
networks. Previous work led to efficient and reliable optimization formulations for this
problem. The chapter adapts this approach to online implementations and considers a,
possibly moving, window of sensor measurements along with problem formulations that
can be modified over time. Because the solution of these online optimization problems is
time-critical, the moving window approach allows the consideration of very large networks
while still maintaining a manageable problem size. The approach is demonstrated on a
water distribution network characteristic of a large city.

Conclusions and Acknowledgments

This volume summarizes recent advances toward the solution of time-critical PDE-constrained
optimization problems that arise in online implementations. Addressing key issues of online
formulations, fast algorithms, reduced-order models, and applications, these chapters deal
with essential ingredients for realization of real-time optimization for challenging applica-
tions. They also pose a number of open questions that will spark future work in this exciting
area.

Finally, we wish to acknowledge the Computer Science Research Institute at Sandia
National Laboratories; National Science Foundation grants 0121360, 0121667, 0314647,
0326449, 0352334, 0427464, 0427985, 0438279, 0457379, 0511624, 0520280, 0540372;
and Department of Energy grant DE-FC02-01ER25477, for financial support of this project.
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Chapter 1

Constrained Optimal
Feedback Control of
Systems Governed by Large
Differential Algebraic
Equations

Hans Georg Bock*, Moritz Diehl”,
Ekaterina Kostina*, and Johannes P. Schloder*

1.1 Introduction

Feedback control based on an online optimization of nonlinear dynamic process models sub-
ject to constraints, and its special case, nonlinear model predictive control (NMPC) [1, 20],
is an emerging control technique, in particular in chemical engineering [21]. Among its
advantages are the capability to directly handle equality and inequality constraints as well
as the flexibility provided in formulating the objective function and the process model. It
is in particular the increasing availability of detailed nonlinear process models, usually in
the form of differential algebraic equations (DAEs) or partial differential algebraic equa-
tions (PDAEs), which makes NMPC a practicable control technique with major economic
benefits.

Recent years have seen significant advances both in the theory of NMPC and the fast
and reliable numerical online computation of constrained feedback control laws for large-
scale systems of DAEs and PDAEs. A major aim is to develop algorithms that are able to
treat large-scale nonlinear first-principle models without further need of modeling or model
reduction.

In this chapter we present and investigate several variants of the “real-time iteration”
approach to online computation of constrained optimal feedback control laws. The present
realization of this approach is based on the direct multiple shooting method [4] for DAE
models [18]. Some of the ideas in this chapter and details on the standard variant of the
real-time iteration approach can, e.g., be found in [2, 8, 10, 13]. The main emphasis in this

*Interdisciplinary Center for Scientific Computing (IWR), University of Heidelberg, Im Neuenheimer Feld
368, 69120 Heidelberg, Germany.



4 Chapter 1. Constrained Optimal Feedback Control by DAEs

chapter is on real-time iteration variants that do not need exact Jacobians and lead to cheap
feasibility or optimality refinements. In particular, the presented refinement strategies work
in the presence of inequality constraints and active set changes.

1.1.1 Differential Algebraic Equation Systems

Throughout this chapter, we consider DAE models of index one in the following form:

B(x(t), 2(1), u(®), p) x(t) = f(x(1), z2(t), u(t), p), (1.1)
0 =gx (1), z(t), u(), p). (1.2)

Here, x and z denote the differential and the algebraic state vectors, respectively, u is the
vector-valued control function, whereas p is a vector of system parameters. This equation
type covers many problems in practical engineering applications, from systems of ODEs to
reactive flow problems, e.g., the Navier—Stokes equation with chemical reactions. For the
sake of simplicity we restrict ourselves in this chapter to the DAE of index 1; however, the
generalization to higher-index problems by reduction to index 1 problems with invariants
can be derived following well-known techniques [22].

For notational simplicity, we will omit the parameters p in the following. Those
parameters which are expected to change during the runtime of the process due to perturba-
tions, and should therefore be observed in the online context, can conceptually be regarded
as—nominally—constant differential system states.

1.1.2 Nonlinear Model Predictive Control

Given an observed system state xq, a nonlinear model predictive control (NMPC) scheme
obtains a feedback control u(xg) from the solution of an optimal control problem on a
prediction horizon [0, 7,] with length T,:

T,
min / L(x(t),z(t), u(t)) dt + E(x(T,)) (1.3a)
OO0 Jo

subject to the initial value constraint

x(0) = xo (1.3b)

and the DAE system
B()x(t) = f(x@),z(@),u)) Vtel0,T,l, (1.3¢)
0=gx(),z(t),u(t)) Vtell,T,]. (1.3d)

In addition, state and control inequality constraints
h(x(),z(t),u®) =0 Vtel0,T,] (1.3e)

as well as terminal constraints
r (x (Tp)) >0 (1.3f)
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have to be satisfied.

Solving this problem for a given initial value xy, we obtain an open-loop optimal
control u*(¢; xo) and corresponding state trajectories x*(t; xo), z*(¢; xo). Based on this
solution, a constrained nonlinear feedback control law is given by

ii(x0) 1= u*(0; xp). (1.4)

Due to its origin from an optimal control formulation, the NMPC feedback law has several
appealing properties: among them are the possibility to base the feedback on economic
criteria, to make use of important process knowledge in the form of nonlinear first-principle
models, and to include constraints (1.3e) in a straightforward way. Given suitable choices
of the objective function and the final state constraint (1.3f), stability of the nominal NMPC
dynamics can be proven [5, 6, 7, 19].

The present chapter is concerned with efficient ways to calculate the feedback control
i(xp) or a suitable approximation in real time, during the process development.

1.1.3 Overview

In Section 1.2 we give some background material on the classical “direct” multiple shooting
method for optimization problems subject to instationary differential equations and outline
in Section 1.3 the major ideas of the standard “real-time iteration” scheme. In Section 1.4
four real-time iteration variants are presented that largely avoid costly approximations of
Jacobians and Hessians as well as decompositions during the runtime of the online algorithm,
and therefore are particularly suitable for large-scale models. Instead, in these variants
only few calculations of increasing complexity are needed during each online feedback
computation.

¢ In the linearized optimal feedback control variant presented in Section 1.4.2, only a
matrix-vector multiplication as a solution of a small-scale quadratic program (QP) is
necessary online. This variant can be interpreted as a constrained linear MPC law
and is based on possibly infeasible and suboptimal reference trajectories.

* In the “feasibility improving” suboptimal feedback control variants presented in Sec-
tions 1.4.3 and 1.4.4 (for least-squares problems), one additional forward simulation
of the nonlinear DAE system is necessary. In the limit, both variants yield feasible
but only approximately optimal controls.

* In the online approach in Section 1.4.5, in addition also a “backwards sweep” for
computation of the gradient of the Lagrangian is needed. This computation requires
only a small factor of the cost of one forward simulation (typically 5-6). In the limit
this method yields both feasible and optimal controls.

* Finally, in Section 1.4.6 we propose a multilevel real-time algorithm that simultane-
ously performs computations of different complexity that correspond to the presented
real-time iteration variants.

In Section 1.5 we investigate the convergence properties of the proposed real-time iteration
variants when applied to an offline optimal control problem. This convergence analysis may
be seen as a first step towards an analysis of the resulting closed-loop behavior. Section 1.6
finishes the chapter with conclusions.
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1.2 Direct Multiple Shooting for DAE

Our approaches to the online solution of the optimal control problem (1.3a)—(1.3f)—the real-
time iteration schemes—are based on the direct multiple shooting method [4] for DAE mod-
els [18], which is briefly reviewed in this section.

1.2.1 Parameterization of the Infinite Optimization Problem

The parameterization of the infinite optimization problem consists of two steps. For a
suitable partition of the time horizon [0, T, ] into N subintervals [#;, #;11], not necessarily
equidistant,

0=t <t <~-~<tN=Tp

we first parameterize the control function u
u(t) = @i(t,u;) forr € [f;, tiv1].

Note that any parameterization ¢; with local support can be used without changing the
structure of the problem as analyzed in the next sections.

In a second step, the DAE solutions are parameterized by multiple shooting. For
simplicity of presentation we choose the same grid points here as for the controls. The DAE
solution is decoupled on the N intervals [#;, #;1] by introducing the initial values s; and s}
of differential and algebraic states at times #; as additional optimization variables.

On each subinterval [#;, #; ;] independently, the trajectories x;(¢) and z;(¢) can be
computed as solutions of an initial value problem:

B()xi(t) = f(xi (1), zi (1), @i (t, u;)), (1.5a)
0=gCxi(®),zi (), ¢i(t,u;)) —a;()g(s;, s;, gi(t, u)), (1.5b)
xi(t) =57, zi(t;) =s;. (1.5¢)

Here the subtrahend in (1.5b) is deliberately introduced to relax the DAE and allow an
efficient solution for initial values and controls s;, 57, u; that may violate temporarily the
consistency conditions (1.3d). The scalar damping factor ¢; (¢) is chosen such that; (;) = 1,
and «; () > 0 is nonincreasing on ¢ € [t;, #;41]. The simplest choice is «; () = 1, but in
most applications an exponential decay down to about one percent at the end of the interval
proved to be most efficient. For more details on the relaxation of the DAE the reader is
referred, e.g., to [3, 18, 22]. More traditionally, we could also avoid relaxation and delete sf
from the variable set, but then we must ensure that the constraints g(s;", s7, ¢; (t;, u;)) =0
remain feasible.

Since the trajectories x; (¢) and z; (¢) on the interval [#;, ;] are functions of the initial
values s; := (57, s7) and control parameters u; only, they will be referred to as x; (¢; s;, u;)
and z;(t; s;, u;) in the following. The integral part of the cost function is evaluated on each
interval independently:

LiGsioui) = / L), 20, @it ) d. (16)

Note that up to now the multiple shooting parameterization does not involve any discretiza-
tion of differential operators f, g but is exact.
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1.2.2 Structured Nonlinear Programming Problem

The parameterization of problem (1.3a)—(1.3f) using multiple shooting and a suitable control
representation leads to the following structured nonlinear programming (NLP) problem:

N-1
min Y LiGsi,u)  +  E(sy) (1.72)
T i=0

subject to the initial condition

5§ = Xo, (1.7b)
the consistency conditions

0=g(s’,s7, @i(ti, ui)), i=0,1,...,N—1, (1.7¢)

and the continuity conditions
Siy = Xi(tig1s Siy u;), i=0,1,...,N—1. (1.7d)

Control and path constraints are supposed to be imposed pointwise for a suitable discretiza-
tion (at n; points 7;; on each interval, 7;; € [#;, t;11), j =0,...,n; — 1)

h(xi (i siyui), 2 (i Siy ui), u) >0, j=0,...,m;—1, i=0,...,N—1. (1.7¢)
We also have the terminal constraint
r(sy) = 0. (1.7f)
The NLP (1.7a)—(1.7f) can be summarized as

bxo(w) O’

c(w) ; 0. (1.8)

P(xp) : min a(w) subjectto {

where w contains all the multiple shooting state variables and controls:
w = (87, 85, o, ST, ST, UL, ..., Un—_1,8y) € R™.

The function a(w) is the objective (1.7a), the vector-valued equation by, (w) = 0 summarizes
all equalities from (1.7b)—(1.7d), and the vector-valued c¢(w) > 0 contains the inequality
constraints (1.7¢) and (1.7f).

It is important to note that the initial condition (1.7b) is a linear constraint among the
equality constraints, with the varying parameter x, entering linearly only in this constraint,
so that

sy — Xo -1,

8(sp. 55, wo(to, uo)) . 0
by, (w) = st — xo(tr; s§, 85, o) | = bo(w) + Lxo with L := 0 . (1.9

x
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1.2.3 Structure of the NLP

Due to the deliberate choice of state and control parameterizations [4] the NLP problem (1.8)
has a particular structure: its Lagrangian

Ly, &, ) = a(w) = A by, (w) — ' e(w)
(with Lagrange multipliers A and ) is separable in the sense of [4] so that its Hessian

AXZM
0 AXZM
1
VIL(w, A, 1) =
AR
Ay
is block diagonal, and obviously independent of xy (such that we drop the index xg in

V2 L,,)- Similarly, the multiple shooting parameterization introduces a characteristic block
sparse structure of the constraint Jacobian that is also independent of x, e. g.,1

I
zy Zy 7§
Vub) = _xr _x: —x¢ I : (1.10)

Furthermore, if the variables w are split into the state trajectory s = (s§j, s, s1, s7, ...,
sy) and the control trajectory u = (ug, uy, ..., uy—_1), it is easily seen that Vb(w)T is
nonsingular, a property to be exploited in the QP linear algebra.

1.2.4 A Newton-Type Method Solution Framework

Throughout the chapter, we will work within a Newton-type method framework for the
solution of the NLP (1.8). Starting with an initial guess (wq, Ag, o), a standard full step
iteration for the NLP is

Wiyl = Wi + Awg, (1.11)
Mt =08 e = g (1.12)

where (Awyg, AkQP, MkQP) is the solution of a QP. Other than in the classical Gauss—Newton
or SQP approaches, we will rather use the more convenient form of the QP

1
min 5 AwT Ay Aw  + (Vwﬁ(wk, A, Mk)T + )»IY;Bk + M/{Ck) Aw

AweRmw
bxo(wk) + BkAw 09

_ (1.13)
subject to { cw) + CiAw > 0,

'We use the definition {V, f hij = % throughout the chapter.
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where Ay is an approximation of the Hessian of the Lagrangian,
Ay ~ V2 L(wy, Ay (i),

and By and Cy are approximations of the constraint Jacobians. Depending on the errors of
these approximations we may expect linear or even superlinear convergence. These errors,
however, do not influence the accuracy of the solution of the NLP which depends only on
the (discretization) errors made in the evaluation of V,L, b,,, and c.

1.3 Initial Value Embedding and Real-Time Iterations

In the theoretical approach to constrained feedback control including NMPC, optimal control
problems have to be solved online to convergence for varying initial values xo. We therefore
denote the problem (1.7a)—(1.7f), respectively (1.8), by P(x¢). The first question then is
to find a strategy to determine an initial guess wy for the Newton-type iterations in each
problem P (xo).

From previous optimization steps a solution w*(x;) of a neighboring optimization
problem P (x;) is known, including multipliers A*(x;) and u*(x{)). A conventional approach
would be to use the latest information available, namely to use the old control trajectory,
and to compute a new state trajectory by integrating the DAE over the whole horizon using
the old control trajectory and the new initial state x.

Instead, we propose not to make use of xy but to use the solution of the previous
problem P (x()) without any modification. This initialization for the current problem P (xo)
results, of course, in a violation of the initial value constraint (1.7b) in the NLP (1.7a)—
(1.7f), because s = x{, # xo. However, the constraint is already perfectly satisfied after
the first full step Newton-type iteration, due to its linearity. The formulation of the initial
value constraint (1.7b) in the NLP (1.7a)—(1.7f) can be considered a linear embedding of
each optimization problem into the manifold of perturbed problems. It allows an efficient
transition from one optimization problem to the next.

Indeed, in practical applications one observes that the first iteration already yields an
excellent approximation of the solution. The effect of this “initial value embedding,” or
“perturbation embedding,” is illustrated in Figure 1.1 for an example problem, an optimal
control of a distillation column after a strong perturbation; cf. [13]. In this example the
solution of P (x() is numerically feasible and optimal, and the Jacobians and Hessians are
numerically exact. The left column of Figure 1.1 shows the initialization and the right
column shows the solution of P(x(). One can see that the trajectory of the first iteration
(middle column in Figure 1.1) is already very close to the solution in spite of the strong
perturbations. Indeed, one can show, as an obvious application of the implicit function
theorem (assuming the classical regularity properties) in the case considered (exact Jacobian
and Hessian, initialization at solution of P (x))), that the first QP solution delivers a tangential
predictor w; to the solution w*(xp) of P (xo),

lwi = wGeo)ll = 0 (|lx5 = x| *)

Note, however, that this property is also true even if the change from x| to x( requires a
change of the active set, which can be proven under mild conditions [8]. To sketch the proof
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Figure 1.1. Initial value embedding: after initialization at the solution of P (x)
(left column), the first iteration (middle column) delivers already a good approximation
for the exact solution of P(xg) (right column); cf. Figure 1.2. The first two graphs of the
first iteration (middle column) show discontinuous trajectories, as they are typical in the
multiple shooting method.
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first iteration

solution
of P(xo)

=| solution of P(xo’) ,

Figure 1.2. Solution manifold (solid line) and tangential predictor after initial
value embedding (dashed line), when initialized with the solution of P (x{). The first iteration
delivers already a good predictor for the exact solution of P(xo); cf. Figure 1.1. This is
even true in the presence of active set changes.

of this counterintuitive property, we assume x;, to be fixed. An active set change for arbitrarily
small xo — x|, occurs only if P (x;) has some weakly active constraints, and a classical result
from parametric optimization [16, 17] states that the solution manifold w*(xp) is in this case
still directionally differentiable with respect to xq. Furthermore, the directional derivative
d = lim,_, o L0t o= x‘])) w0) ¢an be characterized as solution of a QP with the Weakly
active constraints at x;, as inequalities. If xo enters the problem linearly and if xo — x is
sufficiently small, then it is possible to show that the optimality conditions of this QP and
those of the QP in the first SQP iteration are equivalent; i.e., the first QP solution Awy is
equal to d. We conclude that w; = wy + Awg = w*(x}) +d = w*(x0) + O(||x} — xoll?).
For details, we refer the reader to [8, Theorem 3.6]. Note that the solution of the first QP
not only gives us directional sensitivity feedback in a small neighborhood of x, where the
active set does not change anymore but in a larger neighborhood where the linearization is
still valid; see the illustration in Figure 1.2. In the case that only approximations of Jacobian
and Hessian are used within the QP, we still obtain

lwi — w*(xo) |l < & ||

with k being small if the quality of the approximations is good.

1.3.1 Standard Real-Time Iteration Scheme

Let us now consider the full real-time scenario, where we want to solve a sequence of opti-
mization problems P (x(¢)) where x (¢) is the current system state that changes continuously
with time, and which is used as initial value x( in problem (1.8).
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In the standard real-time iteration scheme [8, 10, 13] we basically proceed as follows:
we start with an initial guess (wo, Ao, L) and perform the following steps fork =0, 1, .. .:

1. Preparation: Based on the current solution guess (wy, Ag, iy ), compute all functions
and derivatives that are necessary to build the QP (1.13), and prepare the QP solution
as much as possible without knowledge of xg; cf. Section 1.4.1.

2. Feedback Response: At time #;, obtain the initial value x¢ := x(#) from obser-
vation of the real system state; solve the QP (1.13) to obtain the step Aw; =
(Asyys Asék, Augy, . . .), and give the approximation

u(x(ty)) := uox + Auoy
immediately to the real system.
3. Transition: Set the next solution guess as

P P
Wit i= Wi + Awyg,  Agyp i= /\;? , and g = IL;? .

1.3.2 Nominal Stability of the Real-Time Iteration Scheme

A central question in NMPC is nominal stability of the closed loop. For the real-time iteration
scheme, the state vector of the closed loop consists of the real system state x(#;) and the
content (wg, Ak, i) of the prediction horizon in the optimizer. Due to the close connection
of system and optimizer, stability of the closed-loop system can only be addressed by
combining concepts from both NMPC stability theory and convergence analysis of Newton-
type optimization methods. For the standard real-time iteration scheme this analysis has
been carried out in [11], and for a related scheme with shift in [12]. In these papers, proofs
of nominal stability of the closed loop are given under reasonable assumptions. The class
of feedback controls for shrinking horizon problems is treated in [9].

1.4 Real-Time Iteration Variants with Inexact Jacobians

In the standard version of the real-time iteration scheme the time for each cycle corresponds
to the time of one SQP iteration. In this chapter, however, we present four variants of the
real-time iteration scheme that do not need to evaluate Jacobians online, or at least not in
every feedback step. The basic idea for all these variants is to replace the QP (1.13) in
the standard real-time iteration scheme by a generic QP that contains only parts of new
information but leaves the Hessian A as well as the Jacobians B and C constant; a possible
choice is, e.g., A := V2 L(w, A, 1), B := V,,b(w)", and C := V,,c(w)” at some reference
solution (, A, ). In the following, x; := x(#;) is the current system state at time #;:

: 1 T T
Azglelﬂgw 3 Aw' A Aw + a; Aw (1.14a)

subject to by + Lx; + BAw =0, (1.14b)
¢+ CAw > 0. (1.14¢)

The methods, that differ by the choices of ay, by, ¢k, proceed by performing the same
three steps as in the standard real-time iteration scheme presented in Section 1.3.1, with
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the only difference that not the QP (1.13) but only the approximated version (1.14) is
prepared and solved in each iteration. As the matrices A, B, C are constant, a large share
of the computations for preparation and solution of the QP can for all variants already be
performed offline, leading to a considerably shorter preparation phase.

We want to point out that for strongly nonlinear processes it might be necessary to
update the matrices A, B, C from time to time to ensure sufficient contractivity of the real-
time iterates, but we leave this rare updating unconsidered here for simplicity of presentation.
For mildly nonlinear systems, however, the matrices A, B, C might really be kept constant
without any updates, e.g., evaluated once-for-all at a setpoint solution. While in this case
variant 1 is nothing else than linear MPC, variants 2 and 3 converge to nonlinearly feasible
(but suboptimal) MPC solutions. Variant 4 will even converge to the true NMPC feedback—
without the need to evaluate any derivative matrix online.

1.4.1 Offline Condensing

In all approaches we use fixed approximations of the Jacobians B and C, e.g., by evalu-
ating offline V,,b(w)” and V,,c(w)” for a reference trajectory w that may be an exact or
approximate solution of an NLP P (x) for some state x. We also use a fixed approximation
A of the Hessian, that may be based on the reference solution of P(x) and computed as
Viﬁ(zb, X, ), or may be chosen otherwise. Online, we use these fixed components A, B, C
to formulate a QP of the form (1.14), where only the vectors ag, by, ¢ and the initial value
Xy are changing online. It is well known that because V b(w) is invertible, the online QP
solution can be prepared by a condensing of the QP [4, 8]: We divide Aw into its state and
control components As and Au, and presolve the equality constraints (1.14b) to obtain As
as a linear function of Au (and x;), such that we can substitute

Aw = m(by) + Lxg + M Au. (1.15)

Note that the matrices L and M are independent of ay, by, cx, x; and can in all variants
be precomputed offline, exploiting the structure of B in (1.10). In (1.17) below, we show
how m(by) can be computed efficiently online. We use expression (1.15) to substitute Aw
wherever it appears in the QP, to yield the condensed QP:

1 - N\T
min 5 Aul A Au + (ac(ak,bk) + Axk) Au

Au . (116)

subject to (cc(ck, by) + ka) +C°Au > 0.
All matrices A¢ := MTAM, A := MTAL,C := CL, C® := CM of this condensed QP are
precomputed offline. Online, only the vectors a®(ay, by) + Axy and c®(ck, br) + Cx; need
to be computed, as shown in the following.

1.4.2 Variant 1: Linear MPC Based on a Reference Trajectory

In the first approach [2, 8], we also compute offline the fixed vectors b := by(w), ¢ :=
c(w), and a := Vya(w), and set a; := a, by := b, ¢ := c in all real-time iterations.
We can therefore precompute m := m(b) and also a° := a®(a, b) = MT(Am + a) and
c¢:=c%Cc,b) =c+ Cm.
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Online, when x; is known, only two sparse matrix-vector products and two vector
additions are needed for computation of a®+ Axy and ¢+ Cxy, and the condensed QP (1.16)
in variables Au € R™>*N must be solved. The solution of a QP of this size is standard in
linear MPC applications and can usually be achieved quickly. Note that the dimension of
the condensed QP (1.16) does not depend on the dimensions 7, and n, of the state vectors,
and that the cost of the matrix-vector products grows linearly with n, and is independent of
n;.

Remark 1.1. It is interesting to consider the special case that a steady state Xgeaqy With
corresponding algebraic states and controls shall be tracked. By using a least-squares cost
function, the choice of X = Xgeady yields a corresponding steady state solution w. All
multipliers are zero at the solution, and the Hessian ijﬁ(u"), 0, 0) therefore just contains
the least-squares penalty matrices. Under these circumstances, the online algorithm results
exactly in a linear MPC controller, as observed in [8]. However, when the reference trajec-
tory is updated, e.g., by an upper-level optimization loop, the controller may be called an
adaptive linear MPC scheme along reference trajectories that takes future system trajectory
behavior into account, in a linearized fashion; cf. Section 1.4.6.

Remark 1.2. It is desirable that the condensed Hessian A° is positive definite to ensure a
unique solution of each online QP, and it might be corrected correspondingly.

Remark 1.3. This online algorithm does not have any memory and basically performs only
one feedback step (step 2) at each iteration. Updating of wy, Ay, and p; in the transition
step (step 3) is not necessary, and the preparation step (step 1) is performed only once and
offline, before the process starts. However, to speed up the online QP solution, it is desirable
to make use of information about the active set in the previous iteration.

1.4.3 Variant 2: Online Feasibility Improvement

In the second variant of the real-time iteration scheme, that was proposed already in [2],
we extend the online computational burden by one additional evaluation of by(wy) and
c(wy); 1.e., we set by := bo(wy) and ¢ := c(wy) in the QP (1.14). This allows us to yield
a feasibility improvement for nonlinear constraints; see Theorem 1.4 below. Offline, in
addition to A, B, C we also compute a fixed objective gradient, e.g., a = V,,a(w), and then
simply set in each iteration a; := a + A(w; — w). This allows us to treat optimality in an
approximated fashion.

Recalling the precomputed form of the condensed QP (1.16), only the vectors
a‘(ag, by) and c(cy, by) have to be computed online, during the preparation phase.

Based on the block sparse structure of B shown in (1.10), the vector m(b;) =

(mg, m§, mg, ..., my)in (1.15) is for given by = (b, b, by, b, ..., by) efficiently com-
puted by a recursion. Starting with m{ := by, we compute, fori =0,..., N — 1,2
mi =0, mii=—(Z)7 WF+Zimd), mi =bl, A+ XimE 4 Ximi (117)

Based on m(by), we can quickly compute a(ay, by) = MT (Am(by) + a;) and c®(ay, by) =

2The matrices Z ¢ can be prefactored offline.
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cx + Cm(by) (with a = a + A(wy — w)). This computation involves only structured
matrix-vector products. This is the end of step 1, the preparation phase. Once x;, is known,
the condensed QP (1.16) is solved in the feedback step (step 2), as for the first method.

However, we do have to perform a transition step (step 3), i.e., update wi4; =
wy + Awg, to be able to respect nonlinear constraints. This means that the matrix-vector
multiplication M Auy and the additions Awy = m(by) + Lx; + M Auy still need to be done
online.

This online algorithm does not make use of A; and u; and therefore needs not to
update them during the online computations.

Remark: It can be shown for the case x; = x, i.e., if the optimization problems P (xo),
(1.8) do not change, that the iterates w; converge under suitable conditions, as will be
shown in a forthcoming paper. They converge, however, not to a solution of P (x() but to
the solution of the following perturbed quadratic problem with nonlinear constraints.

Theorem 1.4 (Limit of Feasibility Improvement). [f, for fixed x;, = x, the feasibility
: ) c QP QP ; .
iterations wy converge towards a limit w,, and Ay , [ty are the corresponding multipliers
in the QP (1.14) at w,, then (w,, A*QP, ,u*QP) is a KKT point of the problem

. L] T - T : byy(w) = 0,
P>(xp) : mu}n E(w —w) A(w—w)+ (a+e) w subject to { cw) > 0,
(1.18)

with e := (Vb(w,) — BHAL + (Ve(w,) — CTu.

Proof. As Aw = 0 with A MS" is solution of the QP (1.14) at w,, the KKT conditions
of the QP are satisfied:

Aw, —w)+a—B"A¥ - cTu® =0, (1.19)
bo(ws) + Lxo = 0, (1.20)

c(wy) > 0, (1.21)

u@ >0, (1.22)

)i c(wy); =0, i=1,2,...,n,. (1.23)

The first equality (1.19) is equivalentto A (w,—w)+(a+e)— Vb(w*)kgp — Vc(w*)ui2P =0,
such that (w,, A*QP, MSP) satisfies the KKT conditions for the nonlinear problem (1.18). [

1.4.4 Variant 3: Feasibility Improvement for Least-Squares
Problems

A slight variation of the above approach for feasibility improvement is applicable to the
special case where the objective a(w) in the NLP (1.8) is given by a sum of squares as
a(w) = %||r(w)||% with 7 : R™ — R"™. Here the offline choice A := RT R, where R
may be given by evaluation of V,r(w)”, and the online choice a; := R r(wy) would be
appropriate, and we may call this approach an inexact constrained Gauss—Newton method.
All other computations are the same as in variant 2. We can easily establish the following.
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Theorem 1.5 (Limit of Feasibility Improvement for Least-Squares Problems). If, for
fixed x; = x, the feasibility iterations wy converge towards a limit w,, and ASP, M*QP are
the corresponding multipliers in the QP (1.14) at w, then (wy, )L*QP, ,uSP) is a KKT point
of the problem

O’
Oa

bxo(w)

() (1.24)

1
P3(xo) : min E||r(w)||§+éTw subject to {
w

IVl

with & := (Vb(w,) — BIAE + (Ve(w,) — CTHpE — (Vr(w,) — RT)r(w,).

1.4.5 Variant 4: Online Optimality Improvement

In the fourth variant of the real-time iteration scheme, we further extend the online
computational burden by one additional evaluation of the gradient of the Lagrangian
VL (wg, Ak, tg). In an efficient implementation—by means of a reverse sensitivity com-
putation following the principles of automatic differentiation—this will be only a factor of
~ 5 more expensive than the evaluation of L, (wi, A, ux), which is approximately the
cost of variant 2. In the online QP (1.14), we set a; 1= Vy, L(wy, g, i) + BT A + CT g,
as well as by := bo(wy) and ¢, := c(wy). This approach allows us to yield not only an
improvement of feasibility but also of optimality for the original NLP (1.8), as will be shown
below.

The remaining online computations are slightly more expensive than for variants 2
and 3, as we need to recover the multipliers AkQP, ,quP of the uncondensed QP (1.14) for the
transition step (step 3), as follows.

First, the inequality multipliers ,quP are directly obtained as the multipliers MzQP of the
condensed QP (1.16): /LkQP = MzQP. Second, the equality multipliers A,?P can be computed
as AkQP = (BST) TS(AAwy + a — CT,quP), where S is a projection matrix that maps w
to its subvector s.

The matrix BS” contains only those columns of B that correspond to the variables
s, cf. (1.10), and is thus invertible. Abbreviating a := S(AAw; + ax — CTp), a =
(ay,di. ..., aY), wecancompute A = (A, A3, ..., %) recursively backwards: Starting
with A}, := ay,, we compute, fori =N -1, N —-2,...,0,

=) @+ (XDTAL) A = af + (XD = (2D,

where we employed the submatrix notation of (1.10) for the matrix B, respectively, BST.
We can show the following.

Theorem 1.6 (Limit of Optimality Improvement). If, for fixed x;, = xq, the optimality
iterations (Wi, Ay, L) converge towards a limit (W, My, Wy), then this limit is a KKT point
of the original NLP (1.8).

Proof. As Aw = 0 with A, u, is solution of the QP (1.14) at (w,, Ay, ), the KKT
conditions of the QP are satisfied. In particular, the stationarity (1.19) for the gradient of
the Lagrangian of the QP reads

(Vw‘c(w*, )\*7 M*) + BT}“* + CTM*) - BT}L* - CTM* =0
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Table 1.1. Comparison of the four real-time iteration variants.

Vari- Online computations Solves
ant ay by Ck Preparation \ Feedback \ Transition NLP
1 fixed fixed fixed - Ax;, Cxy, - -

cond. QP
2 a+A(wy—w) | bo(wy) | c(wy) eval. b, ¢ as above Awy (1.18)
3 RTr(wy) bo(wy) | c(wy) eval. r, b, ¢ as above Awy (1.24)
4 VL (wy, Ak, i) | bo(wy) | c(wy) || eval. VL, b, c | as above Awy (1.8)
+B 0+ CT Ak, Apg

which is equivalent to stationarity of the original NLP (1.8). 0O

An overview of the four real-time iteration variants is given in Table 1.1.

1.4.6 Multilevel Real-Time Iteration Algorithms

Based on the presented variants as well as the standard variant of the real-time iteration
scheme presented in Section 1.4, we propose here a multilevel real-time iteration algorithm
that employs the variants 1, 2, 4 and the standard real-time iteration scheme in a hierarchical
fashion. The algorithm consists of four layers that perform their computations in parallel.

A)

We regard variant 1 as the lowest level, level A, to deliver constrained optimal feedback
controls at comparably short sampling times. At each sampling time, a condensed
QP of the form (1.16) is solved to obtain feedback to the current system state x;. This
level coincides with the feedback phase of the standard real-time iteration scheme.
The constituent vectors and matrices of the QP (1.16) are supplied from the higher
levels, as follows.

(B) A modification of variant 2 is used in level B to update the condensed vectors a®

©)

and c° from time to time, say each n 4th iterate. This is accomplished by expanding
the condensed QP solution of level A at an iterate k := m - ny to the vector wy,’
evaluating by(wy) and c(wy) as well as a; := a + A(w; — w), and condensing these
to the required values a® and c°. These computations shall be finished at the time of
level A iterate (m + 1)n 4, so that level A can from then on employ the updated vectors
a® and ¢, while level B starts to work on the next update. The computations of level
B need a precomputed approximation a of the gradient of the objective, as well as a
reference trajectory w that is provided by the next higher level.

On level C, we perform from time to time, say each (nnp)th iterate, a new com-
putation of the vector a, the approximation of the gradient of the objective. For
this aim, at some iterate k := m(n np) we determine the multiplier vectors A,

3Compute W = Win—yny + MBen—1yn,) + Lxx + M Auy, where (m — 1)n 4 is the last iterate in level B.
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uy from the data of level B, compute the gradient of the Lagrangian, and set
ar = Vo L(wi, A, i) + BTA; + CTuy. This vector, together with w := wy,
is given down to level B to be employed until a new update is available.

(D) Finally, on an even higher level D, we perform from time to time, say each (n ngn¢)th
iterate, a new linearization to compute new matrices A, B, C and the matrices M,
A := MTAM, A :== MTAL, C := CL, C¢ := CM. This allows us to adapt
the feedback laws of level A to change process conditions, as well as to improve the
contraction rate of the underlying iterations in levels B and C.

Depending on the constants n 4, ng, nc, we obtain different algorithms. Choosing ny =
ng = nc = 1 would recover the standard real-time iteration scheme. The choice
nag = npg = 1 and n¢ = oo results in the new variant 4 (optimality improvement without
derivative evaluation), while ns = 1, ng = n¢ = oo would result in variant 2 (feasibility
improvement). Finally, nq = np = n¢ = oo would recover the linear MPC law of vari-
ant 1. The performance of the proposed multilevel real-time iteration schemes is currently
under investigation.

Remark: Instead of performing an expensive computation of Hessian and Jacobians in
level D, it may also be possible to use an update scheme based on secant information
from levels B and C in level D, similar to ideas that have been proposed by Griewank and
Walther [15] for equality-constrained optimization, and that have recently been adapted to
inequalities [14].

1.5 Convergence Analysis

We will briefly investigate under which conditions the real-time iterations wy converge
for variants 2, 3, and 4. Here, we treat only the case x; = xp, i.e., that the real-time
iterates always aim at solving the same problem. This allows us to restrict the attention
to the optimization algorithm alone, and interactions with the controlled process need not
be considered. A more detailed analysis of the closed-loop behavior of the new real-time
iteration variants (similar to the one for the standard real-time iteration scheme [11, 12]) is
a subject of future research, as well as an investigation of the multilevel scheme.

As variant 1 has no memory and no iterates wy, we need only to investigate variants 2,
3, and 4. We will show that they converge under suitable conditions towards the solutions of
P>(x0), P3(xp), and P(xo), respectively. We will treat all three cases simultaneously, with
the focus on variant 4. Let us make the following assumptions.

Assumption 1.7 (Regularity of NLP Solution). The NLP P(xy) (respectively, P»(xy)
or P3(x¢)) has a local optimizer w, with multipliers A, L, that satisfies the following
conditions:

* The functions a(w), by, (w), c(w) are continuously differentiable in a neighborhood
of w.

e The linear independence constraint qualification (LICQ) holds; i.e., the vectors
Vuwbi(wy),i = 1,...,np, and Vyci(wy),i € I* := {i|lc;(w,) = 0}, are linearly
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independent.

e The KKT conditions of P(xgy) (respectively, of P>(xy) or P3(xy)) hold. This means,
e.g., for P(xq) that

Vwa(wy) — Vyb(w)re — Vypc(wy) s = 0, (1.25)
by, (wy) =0, (1.26)

c(wy) >0, (1.27)

ps >0, (1.28)

(mo)ic(wy)i =0, i=12,....n..  (129)

e Strict complementarity holds, i.e., (us); > 0 fori € I,.

Note that we do not need to ensure uniqueness of the solution by a second-order
condition yet, but uniqueness will later be implied by Assumption 1.12.

Definition 1.8 (Active Set Functions I;, I§, ):, L and Projection II). For notational sim-
plicity, we will in the following summarize by, (w) and c;(w), i € I, in the function l;(w),
and denote the corresponding Jacobian approximation (composed from B and rows of C)
by B, B ~ V,b(w)". We also define the corresponding multipliers A and Lagrangian
£~(w, X) =a(w) — XTl;(w). By I1 we denote a projection such that T1(w, A, u) = (w, X).

Assumption 1.9 (Matrix Regularity of QP). The row vectors of B are linearly independent,
and the Hessian A is positive definite on the null space of B.

Using Theorem 1.6 (respectively, Theorem 1.4 or 1.5) it is straightforward to show
the following.

Lemma 1.10 (Regularity of QP Solution). If Assumptions 1.7 and 1.9 hold, the triple
(0, Ay, Wy) is a strict local minimizer of the QP (1.14) formulated at (wy, Ay, (y) With the
following characteristics:

e the active set is given by I,

LICQ holds;
e the KKT conditions of QP (1.14) are satisfied;
e strict complementarity holds;

¢ the second-order sufficient condition for optimality of the QP is satisfied.

1.5.1 Stability of the Active Set Near a Solution

Lemma 1.10 opens the way to prove that the QP active set near a solution point is stable,
using a standard result of nonlinear optimization.
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Lemma 1.11 (Stability of QP Active Set). If Assumptions 1.7 and 1.9 hold, then there is a
neighborhood U of (W, A, [Ly) Such that the QP (1.14) formulated at any (w, A, u) € U
has a unique solution (Aw, A%, u®) that satisfies strict complementarity, and the active
set is given by I,. Moreover, the QP solution (Aw, \%¥, u®) depends continuously on
(w, A, @).

1.5.2 Convergence for a Given Active Set

The fact that the active set remains stable near a solution now allows us to establish conditions
for local convergence of the SQP variants. For this purpose we first observe that the iterates
(wg, 5»1() in variant 4 can be interpreted as inexact Newton iterations towards the solution
Ve 1= (Wy, X*) of the nonlinear system

_ : o w L Vwﬁ(wa 5\)
F(y)=0, with y:= |: 5 i| and F(y):= [ B(w) ]
For variants 2 and 3, we accordingly have
a+ A(w—w) — B RTr(w) — BX
F = ~ d F = ~
2(y) [ bw) } an 3() [ bw)
The inexact Newton iterations are performed according to
J (k1 — yi) = —F () (1.30)

with the fixed matrix

_RT 9F 2 A ~ B -
J = |: A B ] 75 g(yk) — |: vw‘c(wk’)“k) vwb(wk) ]

B 0 Vb (wy)" 0

Note that the matrix J is invertible due to Assumption 1.9. For variants 2 and 3, we
accordingly have

0F, A —BT 9 Fs RTVr(wy)T —BT
— = ~ d —_— = ~ .
oy ) [ v, bw)” 0 } and 520w [ Vw0

Assumption 1.12. There exists a closed ball U of radius p around (W, Ay, [Ly) such that
the following conditions are satisfied:

* foreach (w, A, n) € U the active set of the QP is I, (c¢f. Lemma 1.11);
s thereis a k < 1 such that for all y € TIU it holds that*

_19Fw)

HH_J 3w
dy

6]

<k. (1.31)

4Depending on the variant number 2, 3, or 4, the index (, takes the value , or 3 or is empty.
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Note that (1.31) implies that y, = IT(wy, A, i) is the only point in TTU that satisfies
F)(y.) = 0. If there was a second point y, with F,)(y,) = 0, Ay = y, — y. # 0, this
would lead to the contradiction

Ayl = Ay =T ' (FyO) — Foy () |

! —1 8F(v)
I—J7 —— (O« +1Ay) | Aydt
0 dy

< «kl[Ayll < [[Ayll.

Theorem 1.13 (Convergence towards NLP Solution). If Assumptions 1.7, 1.9, and 1.12
hold, the iterations according to variant 4 (respectively, variant 2 or 3) converge towards
the optimal solution (wy, hs, W) of P(xo) (respectively, P,(xy) or P3(x¢)) for all initial
guesses (wo, Mo, (o) € U that satisfy

I~ Fy (o)
— K

1 <p with yy:= IT(wo, Ao, ko). (1.32)

Iy« — yoll +

Proof. We first note that the active set is fixed at the first iteration such that it is only neces-
sary to regard the iterates yy, y, . . . according to (1.30). Note that y; —yg = —J ! Fuy(y0).
Using a standard trick, we expand

yier —=yi = —J7 (i) = —=J7 (Foyi) — Fay(im) = J (i — yi-1))

1

_1 [ 9Fw

- J a_(yi—l +t(yi —yi-)) —J ) dt(yi — yi—1)
0 y

such that we can bound

i1 = yill < wllyi = yiall.
Therefore, from assumption (1.32), for all i € N, it holds that [ly; — yo|| < =2l <
0 — |y« — yoll and therefore ||y; — y«|| < p = y; € [1U. The Cauchy sequence y; remains
in T1IU and therefore converges to a point y, € I1U which satisfies J ’IF(U) (ye) =0 &
F)(y+) = 0 and is therefore the unique local minimizer. 0

Remark: Note that the active set is discovered within the first QP and need not be known
in advance. However, the convergence result applies only to a neighborhood where the QP
active set is always the same. As in the case of classical SQP methods, this assumption
of a fixed QP active set is only necessary to obtain the equivalence of the method with a
Newton-type method near the solution. In practice, the region of full step convergence of
our adjoint based SQP-type method is much larger: as long as the QP data approximate the
NLP constraints well enough the method is contracting, even if the correct active set is not
determined in the first iteration.

1.6 Conclusions

We have presented a class of methods for online computation of constrained optimal feed-
back controls in NMPC that are based on the direct multiple shooting method and a “real-
time iteration” approach. They use an initial value embedding for efficient initialization of
subsequent optimization problems, and treat in each iteration of the optimization process a
different optimization problem, with the current system state x; as initial value.
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We proposed four real-time iteration variants that do not need to evaluate Jacobians
during the runtime of the online algorithm and are therefore suitable for large-scale DAE
models. Particular emphasis is given to inequality constraints, which are crucial for the
success of NMPC in practice. In the presented variants online computations with different
properties are performed:

* Variant 1 basically requires only the online solution of a condensed QP. It can be
interpreted as a linear MPC based on reference trajectories.

e In variants 2 and 3, one additional DAE simulation is needed to evaluate the constraint
functions (and a least-squares residual in variant 3). Both approaches are able to
achieve feasibility exactly but only optimality with respect to a perturbed objective.

* Variant 4 requires in addition to the forward simulation also a reverse simulation for
online computation of the gradient of the Lagrangian, that needs only about 5 times
as much effort as the simulation. This variant is able to achieve feasibility as well
as optimality for inequality constrained problems, still without evaluating Jacobians
online.

* Finally, we proposed a multilevel real-time algorithm that simultaneously performs
computations of different complexity that correspond to the presented real-time itera-
tion variants. This algorithm is aimed to combine good local convergence properties
with short sampling times and will be the subject of future investigation.

We have shown for the special case of constant initial values, x; = xo, that the optimization
iterations for variant 4 converge locally to the solution of the nonlinear optimization problem,
if the approximations of Hessian and constraint Jacobians are sufficiently close to the exact
ones. For variants 2 and 3, local convergence towards feasible points was shown, that are,
however, only optimal with respect to a perturbed objective. The presented convergence
analysis can be seen as a first step towards an analysis of the closed-loop behavior of the
real-time iteration variants. Their practical performance in application problems is under
investigation.
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Chapter 2

A Stabilizing Real-Time
Implementation of
Nonlinear Model Predictive
Control

Moritz Diehl*, Rolf Findeisen’,
and Frank Allgower'

2.1 Introduction

Nonlinear model predictive control (NMPC) is a feedback control technique based on the
real-time solution of optimal control problems. It has attracted significant interest over
the past decades [2, 25, 34, 36], not only from theoreticians but also from practitioners.
This interest is mainly motivated by the fact that NMPC allows for a wide flexibility in
formulating the objective and the process model, and facilitates directly taking equality and
inequality constraints on the states and inputs into account.

One important precondition for the successful application of NMPC is the availability
of reliable and efficient numerical dynamic optimization algorithms, since at every sampling
time a nonlinear dynamic optimization problem must be solved in real time. Solving such
an optimization problem efficiently and quickly is a nontrivial task; see, e.g., [3, 4, 7, 12,
15,17, 29, 31, 35, 38, 39, 40].

Often classical offline dynamic optimization algorithms are used to solve the opti-
mization problems arising in NMPC. This is done as fast as possible, and the solution is
applied to the system once it is available. For small systems using fast computers the feed-
back delay due to the required computation time is often negligible if compared to the time
scale of the system. In this case the computational delay can be considered as a small
disturbance, which NMPC, under certain conditions, is able to reject [21, 24, 30, 37].

*Interdisciplinary Center for Scientific Computing (IWR), University of Heidelberg, Im Neuenheimer Feld
368, 69120 Heidelberg, Germany.
TInstitute for Systems Theory in Engineering (IST), University of Stuttgart, 70049 Stuttgart, Germany.
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However, is it also possible to guarantee stability of the closed loop if the computa-
tional delay for an “exact” solution of the optimal control problem is not negligible? Or
could one use approximated solutions which are cheaply available, and still achieve stabil-
ity and good performance, while being able to reject disturbances quickly? These are the
questions considered in this chapter.

One possible approach to take account of the computation time is to predict the state
at the time we expect the optimization to be finished and carry out the optimization for this
prediction [9, 21], allowing us to prove nominal stability. One drawback of this approach
is that new information is only incorporated in the feedback once the optimal solution has
been found. This can lead to performance decrease if disturbances occurring in between the
sampling times drive the system far away from the predicted trajectories.

In contrast to these approaches in the so-called real-time iteration scheme [7, 12,
15, 17] the sampling times are reduced by using approximated solutions of the optimal
control problem. The sampling times and feedback delays are reduced by dovetailing the
dynamics of the system with the dynamics of the optimization algorithm. In principle
only one optimization iteration is performed per sampling instant; i.e., the solution of the
optimal control problem and the control of the system are performed in parallel. Applying
only approximated solutions reduces the sampling time significantly and thus being able to
react to external disturbances significantly faster. The real-time iteration scheme allows us
to efficiently treat large-scale systems [18, 20, 22] or systems with short time scales [13]
on standard computers and thus pushing forward the frontier of practical applicability of
NMPC.

The principal aim of the chapter is to prove that for the real-time iteration scheme
the closed loop consisting of the combined system-optimizer dynamics is stable under
certain conditions. The investigation combines concepts from both classical stability theory
for NMPC as well as from convergence theory for Newton-type optimization methods.
Similar results have recently been presented in [16] where a shift of the optimal solutions
between iterations is performed to account for the movement of the horizon in time. In
contrast to this, we focus in this chapter on a real-time iteration scheme without any shifting
between sampling times; i.e., the optimization variables are not modified between iterations.
Thus, the real system state that enters the optimization problems in the form of an initial
value constraint is the only perturbation to the Newton-type iterations. This simplifies the
presentation and proofs significantly, and brings theory and practical implementations of the
real-time iteration scheme closer together. The second aim is to illustrate and underpin the
obtained theoretical results with numerical experiments considering the control of a high-
purity distillation column. The chapter is structured as follows: In Section 2.2 we briefly
review the basics of NMPC and present the considered setup. The real-time iteration scheme
is outlined in Section 2.3. In Sections 2.4 and 2.5 we derive intermediate results needed for
the main contribution, i.e., the proof of stability of the real-time iteration scheme without
shift, which is presented in Section 2.6. Section 2.7 contains some numerical experiments
for the control of a distillation column, which illustrate the derived theoretical results. We
conclude in Section 2.8 with some final remarks.



2.2. Discrete-Time Nonlinear Model Predictive Control 27

2.2 Discrete-Time Nonlinear Model Predictive Control

In the following we review the basics of discrete-time NMPC. The presentation is kept
short on purpose, since the main objective of the chapter is to derive stability properties
of the real-time iteration scheme. More details on NMPC can be found in [1, 10, 23, 32].
Throughout this chapter, we consider the following nonlinear discrete-time system:

= fx*ub, k=0,1,2,..., 2.1

with system states x* € R+ and controls u* € R". We assume that f : R x R — R is
twice continuously differentiable, and, without loss of generality, that the origin is a steady
state for (2.1), i.e., f(0,0) = 0.

In NMPC the applied controls u* = u(x*) depend on the current system state x*. They
are defined such that they are optimal with respect to a specified objective that depends on
the predicted system behavior over a horizon of length N. For the derivations in this chapter
we assume that the objective minimized at every time instant k is given by

N-1

> L(si. i) + E(s).

i=0
Here s;, i = 0, ..., N, are the predicted states over the fixed prediction horizon N € N
starting from x* considering a predicted input sequence (go, g1, - . ., gn—1):

Si+]=f(Si,qi), i=0,...,N—1, S():xk.

We use s; and ¢; for the predicted states and controls to distinguish them clearly from the
states x* and controls u* of the real system (2.1). The functions L and E weigh the system
state and input applied to the system. They can be motivated by economical or practical
interests and might represent asset values. With respect to the stage cost function L we
assume the following.

Assumption 2.1. The stage cost L : R"* x R™ — R and the terminal penalty E : R"* — R
are twice continuously differentiable, L(0, 0) = 0 and E(0) = 0, and there exists a positive
constant m > O such that

L(x,u) >m|x|*> VxeR™ ueRm". (2.2)

Often L is quadratic, e.g., L(x, u) = xT Ox + u” Ru, with positive definite matrices
Q and R.

The input applied in NMPC is defined as the first input g of the optimal (optimal
values are in the following denoted by a star) predicted input sequence (g;, ..., gy_;):

u(x*) = qg (xb). (2.3)
Thus the closed-loop system obeys the “ideal NMPC dynamics”

= F(k, u(xy). (2.4)
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We denote this as the ideal NMPC dynamics, since no external disturbances nor any numer-
ical errors with respect to the optimality of the applied input are considered.

Summarizing, in an ideal NMPC setting the applied input is given by the solution of
a sequence of optimization problems P (x*) of the following form.

Definition 2.2 (P (x)).
N—1
min > L(si.qi) + E(sy) (2.52)
KI()O, """,*q‘,i/Vil i=0
subject to x —s50=0, (2.5b)
f(Sl',q,')—S,‘Jr] =O, l=0,,N—1 (250)

Besides the problem of having to solve this optimal control problem efficiently and
online for a practical implementation of NMPC, one central question in NMPC is if the
closed-loop system (2.4) is stable. This question has been examined extensively over recent
years, and a variety of NMPC schemes exist that can guarantee stability; see, e.g., [1, 10,
23, 33]. For the purpose of this chapter we consider a specific setup of NMPC that ensures
stability without enforcing the last predicted state to lie in a certain region (a so-called final
region constraint) or even to reach the origin (a so-called zero terminal constraint) [1, 10,
23, 33]. Namely we require that for a certain region of attraction X the end penalty term
E(sy) bounds from above the cost occurring from applying a stabilizing control law k(x)
over an infinite time. Since we do not consider any additional path or stability constraints,
the setup is close to the setup presented for continuous-time systems in [26].

Before we come to the assumptions ensuring nominal stability of the ideal NMPC setup
considered, we state the following assumption, which is required to ensure the existence of
unique solutions to problem P (x).

Assumption 2.3. There exists an open set X C R™ such that for all initial values x € X
problem P(x) has a unique optimal solution (s5(x),...,sy(x), q5(x), ..., qy_,(x)), the
value function V (x) which is defined via the optimal cost for every x by

N-1

V(x) =Y L(s7(x), qf (X)) + E(s} (x)) (2.6)

i=0

is continuous on the set X, and there exists a (possibly large) M > 0 such that V(x) <
M|x|)? forall x € X.

Note that the steady state trajectory (0,0, ..., 0) is the solution of P(0) and has
optimal cost V(0) = 0, and that because V(x) > L(x, gj(x)) > m||x]|*> we also have
V(x) > 0 for all x € X\{0}.

In the remainder of this chapter we are not interested in the set X but rather in a
compact level set of V that is contained in X. Thus in the following we consider a fixed
a > 0 such that

Xo ={x e X|Vx) <a} CX, 2.7
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and assume that the set X, is compact. Clearly, X, contains a neighborhood of the origin.
We now state the following theorem that ensures stability of the closed loop under
ideal NMPC. It is a slight adaptation of the results contained in [1, 10, 32].

Theorem 2.4 (Nominal Stability for Ideal NMPC). Let Assumptions 2.1 and 2.3 hold.
Then the closed-loop system xktl = f(xk, u@x*), k=0,1,..., defined by the ideal
NMPC feedback law (2.3) is asymptotically stable with a region of attraction of at least the
size of Xg, if

(@) E(x) > 0, forall xe X, \ {0},

(b) there exists a local control law k(x) defined on X, such that f(x, k(x)) € X, for all
x€Xq,

© E(f(x,k(x)) — E(x) <—L(x,k(x)) forall x e X,.

The proof follows from the results presented in [1, 10, 32]. The assumptions required
are standard assumptions used in NMPC. The main difference from other approaches is that a
strict terminal constraint for the last predicted state (s ) is avoided, to make the presentations
and derivations easier. Note, also, that terminal equality constraints requiring the final state
to be fixed are difficult to satisfy in practical applications to large-scale systems.

Assumptions (a) and (c) ensure that E is a local control Lyapunov function in X,.
Assumption (b) ensures that the region X, is positive invariant under the virtual control law
k(x), which is never applied in practice, and guarantees feasibility at the next time instance.
A number of methods to determine a terminal penalty term and a terminal region exist; see,
e.g., [1, 10, 32].

Results on the “robustness” of Lyapunov functions and results on the stability of
NMPC under perturbations suggest that the ideal NMPC controller has some inherent ro-
bustness properties with respect to disturbances under the stated assumptions (in particular
because V is continuous). This is based on the fact that along solution trajectories of the
closed loop under ideal NMPC the following inequality holds:

V(f(x,u(x))) < V(x) — Lx, u(x)). (2.8)

Basically —L(x, u(x)) on the right-hand side provides some robustness with respect to
disturbances that might lead to a lower decrease—but no increase—of the value function V
from time step to time step [23, 24, 27, 37]. Thus, considering the error of an approximate
feedback compared to the ideal NMPC input u(x*) as a disturbance, it can be hoped that
under certain conditions the closed loop is stable. We build on somewhat similar arguments
in the proof of the main result of this chapter.

Remark: In practical applications, inequality path constraints of the form h(x;, ¢;) >
0, like bounds on controls or states, are of major interest and should be included in the
formulation of the optimization problems P (x). For the derivations of this chapter, however,
we leave such constraints unconsidered. Note that in the practical implementation of the
real-time iteration scheme they are included.
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2.2.1 Online Solution of NMPC: Interconnection of System and
Optimizer Dynamics

In ideal NMPC it is assumed that the feedback u(x¥) is available instantaneously at every
sampling time k. However, in practice the numerical solution of P (x*) requires a nonneg-
ligible computation time and involves some numerical errors. Typically the initial value
x¥ is only known at the time k when the corresponding control u is already required for
implementation. Thus, instead of implementing the ideal NMPC control u(x*), often some
quickly available but sufficiently good approximation i (x*, w*) is used, where the addi-
tional argument w¥ indicates a data vector w* € R” (to be defined later) that we use to
parameterize the control approximation. These are generated by an online optimization
algorithm, and they may be updated from one time step to the next one, according to the law
wktl = F(x*, wk), where the argument x¥ takes account of the fact that the update shall of
course depend on the current system state. To achieve this the computations performed are
thus divided into two parts.

1. Preparation: Computation of w* = F(x*~!, w*~!), and generation of the feedback
approximation function i (-, w¥), during the transition of the system from state x*~!
to x*.

2. Feedback Response: At time k, give the feedback approximation u* := i (x¥, w*) to
the system, which then evolves according to xktl = f (x*, ub).

From a system theoretic point of view, instead of the ideal NMPC dynamics (2.4), we have
to investigate the combined system-optimizer dynamics

X = ok aek, why), (2.9a)
w ! = Fk, wh). (2.9b)

The difficulty in the analysis of the closed-loop behavior of this system stems from the
fact that the two subsystems mutually depend on each other; see Figure 2.1. The real-time
iteration scheme investigated in this chapter is one specific approach for a practical imple-
mentation of NMPC, where the data vector w* is essentially a guess for the optimal solution
trajectory of P (x*). The data update law w**! = F(x*, w¥) shall provide iteratively refined
solution guesses and is derived from a Newton-type optimization scheme. The approximate
feedback law i (x*, w¥) can be considered as a by-product of this Newton-type iteration
scheme.

2.3 The Real-Time Iteration Scheme

In order to characterize the solution of the optimization problem P(x) we introduce the
Lagrange multipliers Ao, ..., Ay for the constraints (2.5b) and (2.5c), and define the La-
grangian function L, (Ag, So, qo, - - .) of problem P (x) as

N-1 N—-1

Low) =Y Lisi.gi) + EGsy) +ho” (x —s0) + Y _ At (f (i qi) — sig1),
i=0 i=0
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System System
X = (kb X = F ek, b
Ideal NMPC Online Optimizer X
uk xk uk k1 koK x
uk = () w = F(x*, w")
uk = a(xk, wh)
A
Dynamic
Optimizer

Figure 2.1. Ideal NMPC (left) and interconnection of system and optimizer dy-
namics in the real-time iteration scheme (right).

where all variables are summarized in the (data) vector
w := (Ao, S0, G0, - - -» AN, Sn) € R (2.10)

Note that under the stated assumptions it follows that £, is twice continuously differentiable
in its arguments over the considered regions. The necessary optimality conditions of first
order for P(x) are
X—50
V.vL(SOv‘IO)-‘!-%(SOJIO)TAl —Xo
V, L(50,90)+ 2L (s0,q0) 7 21

Vi Ly (w) = E =0. (2.11)

Fsn—1.an-1)—sN
ViE(sn)—An

One possible solution method for this set of nonlinear equations is to use Newton-type
iterations, as outlined in the following.

2.3.1 Review of Newton-Type Iterations

The Newton-type methods investigated in this chapter aim to find the solution w* of the
necessary optimality conditions (2.11) of P(x), V,, L, (w*) = 0. Starting at some guess w
for w*, they compute an iterate w’ = w + Aw(x, w) with

Aw(x, w) = —J ()" VL (w), (2.12)

where J(w) is an approximation of the second derivative V2L, (w). We will use this
definition of Aw(x, w) throughout the chapter and often also refer to its subvectors as

Aw(x, w) = (Aro(x, w), Aso(x, w), Ago(x, w),...). (2.13)

Note that V2 £,—often called Karush—Kuhn—Tucker (KKT) matrix— is independent of the
initial value x, which enters the Lagrangian £, (w) only linearly. The index argument x
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can therefore be omitted for the KKT matrix; i.e., we will write Viﬁ(w) in the following.
Of course, its approximation J(w) shall also be independent of x, and we assume in the
following that J(w) is continuous over the considered regions. Moreover, the steps shall
have the property that so + Aso(x, w) = x, i.e., that the linear initial value constraint (2.5b),
x — 5o = 0, is satisfied after one Newton-type iteration. This is easily accomplished by
noting that the first n, rows of V2 £(w) are constant and choosing them to also be the first
n, rows of J(w).

The Constrained Gauss—Newton Method

An important special case of the Newton-type methods considered in this chapter is the
constrained Gauss—Newton method [5], which is applicable for problems with a least-
squares form of the objective function, i.e.,

1
Lsi, g0 = 5 Gsi, a3

For this case, the Hessian blocks V(Zs,», qi)/J(w) within the KKT matrix Vf)/j(w) can cheaply
be approximated by

dl(si.q) 1" 9l(si. q0)
[ ‘1} W) 22 Lw) + Ol + s, g0

a(si, qi) a(si, qi)

neglecting terms that become small when the multipliers and the least-squares residuals are
small. In the constrained Gauss—Newton method, this approximation of the Hessian blocks
is used within the iteration matrix J(w), while all remaining parts of J(w) are identical
to the exact KKT matrix Vﬁ,ﬁ(u)). It is interesting to note that this iteration matrix J(w)
does not depend on the values of the Lagrange multipliers. In the numerical experiments
in Section 2.7 we use the constrained Gauss—Newton method. An alternative to the Gauss—
Newton method might be to also approximate the constraint Jacobians. In this case adjoint
techniques can be used for computing the gradient of the Lagrangian efficiently, and each
iteration becomes considerably cheaper [6].

2.3.2 The Real-Time Iteration Algorithm

Assume that during the transition from one sampling instant to the next we have time to
perform only one Newton-type iteration. After an initial disturbance it subsequently delivers
approximations u* for the optimal feedback control that allow us to steer the system close
to the desired steady state, as will be shown in Section 2.6, under suitable conditions.

The real-time iteration scheme (without shift strategy; cf. [16]) proceeds now as
follows:

1. Preparation: Based on the current guess wk = (AK, s(’)‘, q(’)‘, )Jf, s’f, q{‘, ...,A’I‘V, sﬁ,)
compute all components of the vector V,, £« (w¥) apart from the first one, and com-
pute the matrix J (wX). Prepare the computation of J (w*) ™'V, £« (w*) as much as
possible without knowledge of the value of x* (a detailed description how this can be
achieved is given in [15] or [12]).
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2. Feedback Response: At the time k, when x* measured, compute the feedback approx-
imation u* = ii(x*, wk) := g} + Ago(x*, w*) and apply the control u* immediately
to the real system.

3. Transition: Compute the next initial guess w**! by adding the step vector Aw* to
k

w*:
w ! = wk + Awk = wh — J(wk)_1 Vwﬁxk(wk).

Continue by setting k = k + 1 and going to 1.

In contrast to the ideal NMPC feedback closed loop (2.4), in the real-time iteration
scheme we have to regard combined system-optimizer dynamics of the form (2.9), which
are given by

A= f (X gf 4+ AgoF, wb) ), (2.14a)
w = wh 4+ Awx*, wh). (2.14b)

In the remainder of the chapter we concentrate on investigating the nominal stability of these
system-optimizer dynamics.

2.4 Local Convergence of Newton-Type Optimization

In a first step we review a local convergence result of Newton-type optimization for the solu-
tion of one fixed optimization problem; i.e., we regard only the optimizer dynamics (2.14b)
for x* = x, with fixed x € X,,. We denote in the following by wy an (arbitrary) initial guess
for the primal-dual variables of problem P(x). A standard Newton-type scheme for the
solution of (2.11), V,, L, (w) = 0, proceeds by computing iterates wy, ws, ... according to

Wit = Wi + Awi, Awi = AU)(X, w,-).

The following theorem states a well-known affinely invariant condition for convergence of
Newton-type methods that is due to Bock [5].

Theorem 2.5 (Local Convergence of Newton-Type Optimization [5, 16]). Assume that
J(w) is invertible for all w € D, where D C R". Furthermore, assume

(1) there exist constants k < 1, w < 0o such that for all w', w € D, Aw = w’ — w, and
allt € [0, 1]

|7~ (J(w +1Aw) — Vi L(w + 1Aw)) Aw| < k[|Aw],  (2.152)
[JH™ (J(w +tAw) — J(w) Aw|| < wt|Aw]?, (2.15b)

(ii) the first step Awy is sufficiently small such that
1)
do =k + EIIAwOH <1, (2.15¢)

(iii) the ball By := {w e R lw — wy| < %} is completely contained in D.
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Then the Newton-type iterates wy, w1, . . . are well defined, stay in the ball By, and converge
towards a point w* € By satisfying V,, L, (w*) = 0. In addition, the iterates satisfy the
contraction property

w
lAw;y |l < (K + §||Awi||)||Awi|| < SollAw;||

and A
N

=T

lw; —w*

Remark 2.6. Equations (2.15a) and (2.15b) are well-known affine invariant assumptions for
the convergence of Newton-type methods [5, 11]. Equation (2.15a) is an assumption on the
quality of J as an approximation of the second derivative V2 £ (and is satisfied with x = 0
for an exact Newton’s method), while (2.15b) is an assumption on the Lipschitz continuity
of J and is satisfied for any twice differentiable J on a compact set. It is in general difficult
to determine « and w a priori for a given problem, but a posteriori estimates can be obtained
while the Newton-type iterations are carried out.

Remark 2.7. It is interesting to note that the assumptions of the above theorem imply that

not only J(w) but also the exact KKT matrix Viﬁ(w) is nonsingular, as can be shown by

contradiction. Let us for this aim assume that there was, at a point w’ in the interior of D, a
singular direction Aw # 0 such that V2 £(w") Aw = 0. Without loss of generality, assume
that Aw is small enough suchthat w = w'—Aw € D. By settingz = 1in (2.15a), we obtain
the contradiction [|Awl| = |J(w)~" (J(w') — V2L(w")) Aw| < kllAw] < [Aw].

2.4.1 Local Convergence of Newton-Type Methods for NMPC

We tailor the above results to the NMPC problem. For this purpose we define two sets
D¢ C Dy which are defined in terms of a fixed C > 0:

Dc:={weR"|[IxeX,, [w—-w®l|=<C}, (2.16)
Dyc:={weR"|Ax € X,, [w—w'K)|=<2C}, (2.17)

where w*(x) is the primal-dual solution of problem P (x), and where X,, is the maximum
level set of V in X as introduced in (2.7). Given these sets we can now state the technical
assumptions necessary for the following corollary.

Assumption 2.8.

(1) Foreachx € X, the solution w*(x) is unique in D¢, i.e., it is the only point w € D,¢
satisfying Vi, L (w) = 0.

(i1) For each w € D¢ the matrix J(w) is invertible.

(iii) There exist constants w < 00, k < 1 such that for all W', w € Dyc, Aw = w' — w,
and all t € [0, 1]

|7 @)™ (J(w +tAw) — Vo L(w + tAw)) Aw| < k[Aw], (2.182)
[T (J(w + tAw) — J(w)) Aw]|| < wt|Aw[*.  (2.18b)
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The following two scalars d and § are used throughout the chapter.

Definition 2.9. Given a fixed C > 0 such that Assumption 2.8 holds, we define the positive

scalars

c -
a:=U9 g si— e+ Za (2.19)
1+9C 2

Note that § = ﬂ—?g
2
conditions for the convergence of Newton-type methods for NMPC.

< 1. Now we can state the following corollary that provides

Corollary 2.10 (Local Convergence of Newton-Type Methods for NMPC). Suppose
Assumption 2.8 holds. If, for some x € X, and some wy € Dc, it holds that || Aw (x, wy)|| <
d, then the Newton-type iterates w; for the solution of V,,L,(w) = 0, initialized with the
initial guess wy, converge towards the solution w*(x). Furthermore, the iterates remain in
Dc, and satisfy || Aw;1]| < 8|| Aw; || as well as |wiz1 — w* ()| < 25| Awll.

Proof. We start by noting that C = 1de The ball By defined in Theorem 2.5 is contained in
the ball {w’ € R"| |w" — wy|| < C}, which itself is contained in the set D¢, as wy € Dc.
Therefore, there is a solution w* € Dj¢ satisfying V,, L, (w*) = 0, which must be equal to
w*(x) due to uniqueness. Furthermore, the distance of iterate w; from w*(x) is bounded by

x [Awoll d
lw = w' @l = Tt < 75 =G, (2.20)

i.e., w; € D¢. The remaining two properties immediately follow from Theorem 2.5. O

In the remainder of the chapter we consider fixed values for « and C and assume that
Assumption 2.8 is satisfied. Furthermore, we often refer to the set E, which is defined as
follows.

Definition 2.11 (Set E). The set E is defined in the following by
E:={(x,w) eR" xR"|x € X, w € Dc, |Aw(x,w)| <d}. (2.21)

This set E contains all pairs (x, w) for which Corollary 2.10 ensures numerical solv-
ability. Note that E is nonempty, as it contains at least the points (x, w*(x)), forall x € X,
and their neighborhoods.

2.5 Contractivity of the Real-Time Iterations

Before being able to prove stability of the real-time iteration scheme in Section 2.6 we need
to establish contraction properties of the Newton-type iterations in the real-time iteration
scheme. To investigate the stability of the combined system-optimizer dynamics (2.14) we
establish in this section a bound on the size of the steps Aw* := Aw(x¥, w*). For this aim
assume the following.
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Assumption 2.12. There exist constants 6 > 0, n > 0, such that for all w € D¢ and all

x, uwith lu —u(x)| < 2%

o [5]

(1=8)*
B

<max{lﬁ(l—(5+0))d lw} (2.23)
= 2V S 2 /BRMrmn '

Remark 2.13. From this assumption it follows that for all (x, w) € E, w’ = w+ Aw(x, w)

£(s0:90) =50
J (w/)—l 0

(with o = 556), since sy = x and [|g) — u(x)|| < v’ — w* @) < ZNAw, w)]. It
also follows that § + o < 1. We will use this and inequality (2.24) in the following.

< nlxll +ollu—u)]. (2.22)

, and for n > 0 it holds with o := 15—56 that

The constant & satisfies 6 <

< nlxll +ollAwx, w)l (2.24)

Remark 2.14. In particular the fact that  might be required to be quite small deserves some
discussion. For this aim we first observe that under suitable differentiability assumptions
on f and u and because f (0, 0) = 0 and u(0) = 0 we firsthave f(x, u(x)) —x = O(||x|)).
We also remark that if f(x, u) is the transition function over time AT of a continuous
time system, cf. Section 2.7, then f(x,u) = x + O(AT), and we could conclude that
f(x,u(x)) —x = O(AT|x]|). These considerations can be seen as a cautious motivation
for feasibility of Assumption 2.12.

Lemma 2.15 (Stepsize Contraction for Real-Time Iterations). Suppose Assumptions 2.8
and 2.12 are satisfied. Furthermore, assume that x*, wk) € B and x*1 = f(xk, qg +

Ago(x*, w*)) € X,. Then, using Aw* = Aw(x*, wk) and w**' = w*+Awk, the following
holds:

lAw !, w | < 8 + o) | Aw! || + nllx]l. (2.25)
In particular, | Aw(x ', w*t| < d, ie, (*!, wk!) € E.

Proof. First note that for any w = (Ao, o, 4o, - ..) € R" and any x;, x, € R™

Vwﬁxl(w)sz£X2(w)+|: 0 }

Furthermore, note that x**!' = f(x*, g& + Agk) = f(s{T', git"). Therefore, we can
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deduce

[AwGH w | = [Aw(f(sgt, gfth, wh]|
[ J (wk+H=t. Vwﬁf(s(k)ﬂ,qgﬂ)(wwrl)”

f(sg+l’q(/;+|)7s§+|
J(wk-H)—l . Vwﬁxk(wk+]) + |: 0 :|>

1 @D~V La @D+ nllef] + o lawk]
s lAawt + ol 4ol awt|
(6 + o) Il Awk|| +nllx*|,

1A TA

where we have made use of Assumption 2.12 in the fourth transformation and of Assump-
tion 2.8 and Corollary 2.10 in the fifth one. From m|x|?> < V(x) < « it follows for all
x € X, that |x|| < /<, and from ||Aw*| < d and from the first upper bound of 7 in
inequality (2.23), we can finally deduce that || Aw(x*, w**)| < 8 +0)d +n /% <

G+o0)d+1/Z1—@E+0o)d/E<d. O

The lemma allows us to conclude the following contraction property for the real-time
iterations (x*, w¥) as defined in (2.14), which we use in the following section.

Corollary 2.16 (Shrinking Stepsize for Real-Time Iterations). Let us, in addition to As-
sumptions 2.3, 2.8, and 2.12, assume that the real-time iterations start with an initialization
x°, w° € &, and that for a given oy < o and for some ky > 0 we have for all k < kg that
xk € Xy, Then (x*, w*) € E for all k < ko and

2n

Awt| < (+0) | Awd]+2 Yk <ko, with p = . (2.26
IAW*|| < (§+0)"| w||+2Ja_o <ko, with p ﬁ(l—(8+a))( )

Proof. Inductively applying Lemma 2.15 to the iterates (x**!, w**!), we immediately obtain
that (x*, w*) € Efork = 1,2, ..., k. Similarly, from the contraction inequality (2.25),
from [[Aw* || < (8 + o) | Aw* || + n]lx*||, and from the fact that [|x*|| < /% one obtains

inductively that

k-1 n\/%
Awk| < (8 klaw® LU NP f<( lawl|| + ———.
AW ]| < (8 4 o) w||+n,/m;( +o) = @+ Aw’l + s

We may furthermore ask how many iterations we need to reduce the stepsize such
that it becomes smaller than a given level. However, considering Corollary 2.16 we must
expect that they will not become smaller than the constant % o in (2.26). But how many
iterations do we need, for example, to push the stepsize under twice that level?

Corollary 2.17. Let us, in addition to Assumptions 2.3, 2.8, and 2.12, assume that the
real-time iterations start with an initialization (x°, w®) € B, and that fora given ay < «

and for some
P+/Q0
ko >1 —_— 2.27
0= P8 <2||Aw°||) 227
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we have for all k < ko that x* Xy, Then

AW || < p/ag. (2.28)

The proof of this corollary trivially follows from (2.27), since (8 4+ o)X [|Aw®| <
g‘/(xo. This together with (2.26) yields (2.28).

2.6 Stability of the Real-Time Iteration Scheme

In this section we will finally give a proof of asymptotic stability of the combined system-
optimizer dynamics (2.14) of the real-time iteration scheme without shift. The line of proof
is very similar to the one used in [16] for the real-time iteration scheme with shift.

So far we have already examined the properties of the optimizer iterates w* but under
the crucial assumption that the system states x* remain in a certain level set X,,. In this
section we will show how this can be assured, such that we will finally be able to prove
convergence of the combined iterates (x*, wk) towards the origin.

For ideal NMPC, the optimal value function can only decrease due to (2.8), and
positive invariance of a level set X,, would easily follow. In the real-time iteration scheme,
however, instead of applying the ideal NMPC control u(x) := ¢ (x) to the plant, we employ
a feedback approximation i (x, w) := qo + Ago(x, w) that depends not only on the system
state x but also on the current optimizer parameter vector w = (Ag, So, 4o, - - .). This may
result in an increase of the value function.

2.6.1 Bounding the Error of Feedback Approximations

Fortunately, under the assumptions of Theorem 2.4 the ideal NMPC feedback inherits under
some additional conditions robustness properties as already outlined in Section 2.2. We do
not go into details here and instead refer the reader to [16, 37]. We assume the following.

Assumption 2.18. There exists a constant [i such that for all x € X, and all u with
[ —u(x)| < 1575‘1 the following holds:

V(f(x,u) < V) = Lx, u) + il —u(o)].

Remark: The assumption can be motivated by the following informal considerations. For
the optimal value function V the following equality holds:

V(x) = min (L(x, W)+ V(f(x, u))) ,

where V is the optimal value function for a shrunk optimization problem similar to (2.5)
but with only N — 1 time steps in the horizon. The minimizer is given by the ideal NMPC
law u(x). Assuming suitable differentiability of L, V, and V, and using optimality of u(x)
we therefore have for u close to u(x)

Lx,u) + V(f(x,u) = V(x)+ O(lu — u@)|?.
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Moreover, from the assumptions of Theorem 2.4 one could conclude that V (x) < V (x) for
all x € X, so that we obtain

L(x,u) + V(f(x, ) < Lx,u) + V(£ (x, ) = V() + O(llu — u(x)|?),

which is a statement of the form of Assumption 2.18.

The following theorem states that the error with respect to the ideal NMPC descent
property (2.8) is small if the Newton-type stepsize || Aw(x, w)|| is small. It trivially follows
from Assumption 2.18 by observing that for each (x, w) € Eitholds that ||go+ Ago(x, w) —
u@)| < ZllAwlx, w.

Theorem 2.19 (Error Bound for Approximate Feedback). Suppose Assumptions 2.3, 2.8,
and 2.18 hold. Then for each (x, w) € B

V(f(x, 90+ Ago(x, w))) < V(x) = L(x, g0 + Ago(x, w)) + p[ Aw(x, w)]|?

; . 2~
with @ := T -

2.6.2 Combining Error Bound and Contractivity

Equipped with the error bound from Section 2.6.1 and the contractivity of the real-time
iterations from Section 2.5 we can finally prove nominal stability of the real-time iteration
closed-loop scheme. However, since the error in the decrease in the value function depends
on the real-time iteration stepsize | Aw* ||, we have to investigate two competing effects: on
the one hand, the feedback errors may allow an increase in V (x%), instead of the desired
decrease that was needed to prove nominal stability for ideal NMPC in Theorem 2.4. On the
other hand, we know that the stepsizes || Aw*|| shrink during the iterations, and thus we also
expect the errors to become smaller. Since an increase in the value function might imply
that we leave the level set X,, we will not be able to stabilize with the real-time iteration
scheme the whole set X, (at least not if Aw? is too large). Thus, we have to provide a safety
margin to allow an increase in the value function without leaving X, until Aw* is small
enough to guarantee a decrease of the value function. For this reason we will distinguish
two phases:

« In the first phase we may have an increase in the value function V (x¥); therefore we
must allow for a safety back-off. However, the stepsizes || Aw| can be shown to
shrink.

* In the second phase, finally, the numerical errors are small enough to guarantee a
decrease of both V (x*) and ||[Aw*|, and we can prove convergence of the iterates
(x¥, wk) towards the origin (0, 0).

2.6.3 Phase 1: Increase in Objective but Decrease in Stepsize

Exploiting Corollary 2.17, define the number k,, of iterations that are at maximum needed
for reduction of the stepsize under the value p.+/« if all iterates stay in the level set X,,.
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Definition 2.20 (k, and E 5y,.). We define k, to be the smallest integer such that

Py
ko >1 — ). 2.29
8 0g8+cr ( Zd > ( )
Furthermore, we define our safety back-off set as the set
Eawr = {(x, w) € E[V(¥) < & —kopud®}. (2.30)

Lemma 2.21 (Increase in Objective, Decrease in Stepsize). Assume that Assumptions 2.1,
2.3, 2.8, 2.12, and 2.18 hold and that (x°, w°) € By Then fork =0, ..., ky it holds that
(x*, w*) € . Furthermore, | Aw*|| < p /o .

Proof. We make use of Corollaries 2.16 and 2.17. To apply them, we first observe that
(x% w® e E. It remains to be shown that x°, ..., x* e X,. We do this inductively, and
show that if for some k < k it holds that (x*, w*) € B and V (x*) < a + (k — ko) ud?, then
also (xM1 w*t!ly € B and V(x*!) < o + (k + 1 — ky)ud?. To show this we first note
that || Aw¥|| < d as an immediate consequence of Corollary 2.16. Now from Theorem 2.19
we know that
Vi < veb) = L(x*, ub) + pd?
from which we conclude
VY < v +pud? <a+ (k—kpd? + pd> =a+ (k+ 1 —ky)pud*>. 0O

Remark: The restriction of the initial system state x° to the level set {x € X |V (x) <
o — kyud?} is unnecessarily restrictive. On the one hand, we neglected the decrease
—L(x*, u*) in each step; and on the other hand, an initial stepsize lAw(x°, w)| con-
siderably smaller than d would allow the errors in the decrease condition to be considerably
smaller than pud?. Note in particular that an initial iterate (x°, w®) where the optimizer
is initialized so well that |Aw(x?, w®)|| < p+/a directly qualifies for Phase 2, if only
V (x°) < a, without requiring any safety back-off at all. However, to keep the discussion as
simple as possible, we chose to stick to our above definition of the set E,, of states attracted
by the origin.

2.6.4 Phase 2: Convergence towards the Origin

We now show that the real-time iterations—once the errors have become small enough—not
only remain in their level sets but, moreover, are attracted by even smaller level sets. For
convenient formulation of the results of this subsection we first define two constant integers.

Definition 2.22 (ky and k). Define the constants ki and k, to be the smallest integers that
satisfy
- 6(M + m)

m

1
ky and ko, > 10g5+g (Z)

Lemma 2.23 (Objective and Stepsize Reduction). Let us, in addition to Assumptions 2.1,
2.3, 2.8, 2.12, and 2.18 assume that for an oy < o and a ky > 0 it holds that

V) <ap and | AWR| < pJaq.
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Then all iterates k > ko are well defined and also satisfy V (x*) < ag and | Aw*|| < p./oo.
Moreover, for k > ko + ki + ks

o | k 1
V(x") < 7% and |[Aw"| < p 7%

Proof. We prove the lemma in three steps: invariance of level sets, attractivity of a small
level set for x*, and reduction of the Newton steps || AwX||.

Step 1: Well-definedness of all iterates and invariance of the level sets.

The proof is by induction. We assume that for some k > ky it holds that V (x*) <
and ||Aw*| < p/ag. We will show that then the next real-time iterate is well defined and
remains in the level sets, i.e., V(x**!) < g and |Aw*H!|| < p./ap.

First note that by the definition of p in (2.26), by oy < «, and by the first upper bound
of n in inequality (2.23)

K 21 2521 - (3 +0))d
A= =G Y~ 6 o)

ie., (x*, w*) € E and the real-time iterate is well defined. Now, due to Assumption 2.3,
| x*]| < /%. By Lemma 2.15 we know that if x**! € X,, then

| Vo =d;

o
AW < (8 + o) [Aw* || + nllx*]| < (8 +0)pv/ao +1 /ZO

and therefore, substituting the last term by use of the definition of p in (2.26),

||Awk+'||<p¢_(<a+o>+ (1—(8+o)))—p¢_1+8+05p¢a_o.

It remains to be shown that x**! e X4, C Xo. To show this we first observe that due to the
second upper bound of 1 in inequality (2.23) in Assumption 2.12 we have

V8(M +m)u

ko||2

and therefore

ullAw =: €. (2.31)

- 8(M+m)

By Theorem 2.19 we obtain V (x**1) < V(x¥) 4+ €y — m||x;||>. We now easily verify that
V(M) < ap (e, xF1 € X,,), by distinguishing the following two cases:

(@) m|x*)? > 2¢p: we have V(x**1) < V(x*) —ey <ap —€p;  /

(b) m||x*||? < 2ep: because V (x¥) < M||x*|?> we have that V (x¥) < 2%60 and therefore
V(xkt) <28 e + €9 = Loy by the definition of € in (2.31).  /
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This completes the first step of the proof.

Step 2: Attraction of the states x* for k > ko + ky by the level set X%an.

We already showed that all iterates are well defined and satisfy V(") < ap and
lAwX| < P4/, and furthermore that wllAw|? < €.

To prove the stronger result that the states x* with k > ko + k; are in the reduced level
set X%ao ={xeX|Vkx) < iao}, we first show that for any k' > k if Vi < %ao, then

also V (x¥+1) < }‘Ol(). We do this again by checking the two cases:
(@) m|x¥||> = 2¢p: we have V(x¥ 1) < V(x¥) — e < V(x¥) < Tay; V4
(b) m|lx¥||? < 2€: as before, we have V (x* 1) < lag. v

So let us see how many state iterates x* can at maximum remain outside X Lo First note that

if V(x*) > Jao, we also have M |[x*||? > Jag = 28ey > 28 ey je, m|x*|? > 2¢.

Therefore, for every iterate that remains outside X 1y, Case (a) holds, and V (x*t1) <
V (x¥) — €y. We deduce that for any iterate k > ko holds V (x*) < ay — (k — ko)€o, and
therefore for k > ko + W that V (x*) < ag — @eo = ‘l‘Ol().

Step 3: Reduction of the steps | AwX|| for k > ko + ki + k under the level p %ozo.

We already know that all iterates k > ko + k; satisfy Vixh < 411050 and |Awf|| <

0+/2o. We can now use Corollary 2.17 with || Aw?|| replaced by p /o, oo replaced by }1050,
and kg replaced by k — (ko + k), which yields the proposition:

Y %Olo ' 1
If k— (ko+ ki) >logs,, W , then [Aw™|| <p 7%
0

By definition of k; this implies || Awk|| < p 411050 forallk > kg + ki +k,. O

2.6.5 Nominal Stability of Real-Time Iterations without Shift

Lemma 2.23 allows us to conclude that at each k; + k; iterations, the level of the objective
is reduced by a factor of }1. This allows us to state the main result of this chapter, nominal
stability of the real-time iteration scheme without shift.

Theorem 2.24 (Nominal Stability of the Real-Time Iteration Scheme without Shift).
Suppose Assumptions 2.1, 2.3, 2.8, 2.12, and 2.18 and assume that x%, w® € By Thenall
system-optimizer states generated by the combination (2.14) of the nominal system dynamics
and the real-time iteration scheme without shift are well defined, i.e., satisfy (x*, w*) € E,
and for all integers p > 0 and k > ko + p(k; + k») it holds that V (x*) < a2 and

4p
| Awk|| < py/ags. Therefore, (x*, wk) — (0, 0).

Proof. The theorem is an immediate consequence of Lemma 2.21 followed by an in-
ductive application of Lemma 2.23. In Phase 1, Lemma 2.21 ensures that the first &,
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system-optimizer iterates remain in E, and that the optimizer stepsize shrinks under the
level |Aw*«|| < p./a. This allows us to apply, at the start of Phase 2, Lemma 2.23 with
the constants o and kg set to g := « and kg := k,. The lemma ensures that after (k; + k)
iterates more, both the objective and the optimizer step are reduced to levels under le“ and

0 }Ta, respectively. This allows us to apply the same lemma (Lemma 2.23) again, with the

constants chosen to be « := %a and kg := k, + (k1 + k). The result is a further decrease
of the objective to i of its previous value and the corresponding decrease in the optimizer
stepsize. Repeating this procedure inductively yields the desired bounds V (x*) < a4lp and
[Awk|| < p/ass forall k > ko + p(ki + ky). Convergence of x* towards the origin

follows from m|x*||> < V(x*) <a;. O

Remark: From a practical point of view, the derived result can be interpreted as follows:
whenever the system state is subject to a disturbance, but such that after the disturbance the
combined system-optimizer state is in the region E,,, the subsequent closed-loop response
will lead the system towards the origin with a linear convergence rate. The proof should not
be seen as a construction rule for designing suitable real-time iteration schemes. Instead it
gives a theoretical underpinning of the real-time iteration scheme.

Similar convergence results as for the real-time iteration scheme would also hold
true for numerical schemes where more than one Newton-type iteration is performed per
sampling time, sacrificing, however, the instantaneous feedback of the real-time iteration
scheme. In the limit of infinitely many iterations per optimization problem, the set E
would approach the set E and the whole region of attraction of the ideal NMPC controller
would be recovered; cf. Theorem 2.4.

2.7 Numerical Experiments: Distillation Control

In order to illustrate the investigated method, tests with a nontrivial process control example,
namely a high-purity distillation column differential algebraic equation (DAE) model , with
82 differential and 122 algebraic states are performed. For details of the distillation model
and the control problem we refer the reader to [12, 18], where also experimental tests of
the real-time iteration scheme at a pilot plant distillation column in Stuttgart are presented.
The column has two inputs u = (L, O)7, reflux Lo and heating Q, and shall track two
tray temperatures, 714 and T,g, at the values 88 °C and 70 °C (that are part of the algebraic
states).

Though the DAE model is in continuous time, itis straightforward to apply the discrete-
time setting investigated in the previous sections. For this purpose the time axis is divided
into intervals [#;, f;+1] of length AT (in the experiments AT is set to the different values 60,
120, 300, 600, and 1200 seconds). On these intervals [#, #x+1] we leave the control inputs

u* constant, and compute the trajectories x; (¢) and z; (¢) of differential and algebraic states
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as the solution of an initial value problem:

K (1) = faae (i (1), 21 (1), ub), (2.32a)
0 = gaae (i (1), 2k (1), u"), (2.32b)
X () = x*. (2.32¢)

Note that the trajectory x(¢) on the interval [#, #;,.] depends only on the initial value x*
and the control input u*, so that we can refer to it as x4 (¢; x*, u*). The discrete-time system
function from (2.1) is then simply defined by

FOR ub) = xp (e x5, ub). (2.33)

The distillation column is open loop stable, but takes very long to reach the steady state
(more than 10 000 seconds), which corresponds to controls ug = (4.18, 2.49)7T.

2.7.1 Optimal Control Problem Formulation

The control horizon is chosen to 7, = 1200 seconds. By dividing it by the interval length,
we obtain the number of control intervals in the optimal control problem (2.5) as N = %.

The terminal penalty term E (sy) appearing in (2.5) is obtained by a prediction interval
[T, T, ] on which the controls are fixed to the setpoint values us. The objective contribution
of the prediction interval provides an upper bound of the neglected future costs that are due
after the end of the control horizon, if T}, is chosen sufficiently long. For the numerical
experiments we use a length of 7, — 7. = 36 000 seconds that we consider long enough
for approximating the infinite horizon. Thus, we practically satisfy assumptions (b) and (c)
of Theorem 2.4, with the local control law k(x) being just the constant setpoint controls u .
The resulting open-loop NMPC optimal control problem to solve at each sampling instant

1 is given by

Ty 2
min/ {H[g;g;;gg]u +0.01 ||u—us||§} dr (2.34)
u(),x() Jo 2
subject to the DAE model
X)) = fae(x(1), 2(1), u(r))

0 = gdacx(7), 2(7), u(r)) for z € [0, Tp].

The initial value is given by x(0) = x*. We furthermore require that
u(t) =q; vVt e[iAT,(i+ 1)AT], i=0,...,N—1,

and on the long prediction interval the steady state control ug is applied, i.e., u(r) =
ug for v € [T, T, ]. This implicitly defines the stage costs L(s;, g;) and the final penalty
term E(sy) in (2.5). Itis easy to argue that Assumption 2.1, L(s;, g;) > m||s; ||2, is satisfied
even though we penalize only two of the states in the least-squares integrals (2.34). We
only have to assume that the continuous-time system dynamics with constant controls will
during one sampling time only be able to keep both penalized temperatures at their setpoint
values if all components of the initial state s; are already at the desired setpoint. This is a
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reasonable assumption that is strongly related to observability of the system with respect to
the two temperatures.

In contrast to the simplified problem (2.5), we also formulate state and control in-
equality constraints by

h(x(@(AT), z(GAT), u(iAT)) >0, i=0,...,N,

D(x,z,u)—Drin
h(x’ Z, u) = B(x,z,u)—Bpin

where

U—Umin
Umax —U

define the lower bounds for the fluxes D(x, z, u) and B(x, z, u) that are determined ac-
cording to the model assumptions, which should always maintain small positive values, and
lower and upper bounds for the controls. Note that while inequality constraints have not
been considered in the theoretical investigations of this chapter, their influence on NMPC
stability is well understood and does not require major changes of the principal assumptions.
Overall, we claim that the assumptions of Theorem 2.4 are practically satisfied in this
NMPC setup, such that nominal stability of the ideal NMPC scheme would be ensured.

Direct Multiple Shooting for DAE

The practical implementation of the real-time iteration scheme is based on the direct multiple
shooting method [8] for DAE models (see [28]), which is very briefly—and in a simplified
form—reviewed here. The main idea is as follows: to transform the continuous time
problem into an NLP of the form (2.5), we introduce the node values s; at times i AT,
i =0,...,N — 1, and compute on each subinterval t € [iAT, (i + 1)AT], and also
for © € [T, T,], the trajectories x(t) and z(t) as the solution of an initial value problem,
according to (2.32).

The integral part of the cost function is then evaluated on each interval independently:

(I+DAT Ta(c)—88 2 5
LiGsi,qi) = fAT H [ T;(;HO] H2 +0.01 llg; — us|? dt (2.35)
1

as well as
& Tia)—s8 7%
Ew) = | H[Tzs<r>—70]H2 dr (2.36)

because u(t) = ug for v € [T, T,]. In Figure 2.2 we show the content of the optimizer for
an arbitrary sample iteration.

For more details on direct multiple shooting and the practical implementation of the
real-time iteration scheme, we refer the reader to [7, 8, 12, 15, 17, 28].

2.7.2 Simulation Results and Discussion

Several closed-loop simulations with different sampling times AT over 3000 seconds are
performed. In all scenarios, the initial value x° is largely disturbed from steady state (to the
value that results after applying a control vector of u = (2.18, 2.49) with reduced reflux
for 1500 seconds). The real-time iterations are initialized with variables w® corresponding
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Figure 2.2. Snapshot of the optimizer content w* during a simulation scenario
for a sampling time of AT = 120 seconds. The number of multiple shooting nodes is
N = % = 10. The prediction interval at the end of 36 000 seconds length is only partly
shown.

to the constant steady state solution. The result of the simulations are given in Figure 2.3
for AT = 60, 120, 300, 600, and 1200 (=T,) seconds sampling time. One can see that
convergence of the closed-loop system occurs in every scenario but that the closed-loop
performance deteriorates considerably with increasing interval length. This is partly due
to the fact that larger intervals mean less freedom for optimization, and partly due to the
fact that the nonlinear optimization procedure is more strongly disturbed by larger changes
in the initial values; cf. Assumption 2.12. It is important to note that Assumption 2.12
might be violated if the state perturbation ||x|| is large and at the same time the sampling
time is too long. We claim, however, that for a sufficiently short choice of sampling time
AT, Assumption 2.12 can be satisfied even for large variations. This is because the crucial
disturbance term in Assumption 2.12, f(x, u(x)) — x, is of O(AT||x]|); cf. the second
remark after Assumption 2.12. In the limiting case of infinitesimal sampling times, we
would recover the ideal NMPC feedback, as the time needed to converge towards the exact
NMPC solutions would become infinitely short.

The necessary CPU time for the preparation phase of each real-time iteration was in
all scenarios below 60 seconds on an Intel Pentium 4 processor; cf. Table 2.1. The CPU
time is decreasing with the number N of multiple shooting intervals on the control horizon
T.. The feedback phase was always more than two orders of magnitude shorter, with at
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Figure 2.3. Comparison of simulation runs with sampling times of AT = 60 (—),
120 (---), 300 (——), 600 (— - —), and 1200 (-) seconds for application of the real-time
iteration scheme to a distillation column model. The optimizer was initialized with the
steady state solution.

maximum 200 milliseconds CPU time (for AT = 60s).

2.8 Summary and Conclusions

We have presented a Newton-type method for optimization in NMPC—the real-time it-
eration scheme without shift—and have proven nominal stability of the resulting system-
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Table 2.1. CPU times for the preparation phase in each real-time iteration. The
feedback phase was always more than a factor of 100 shorter.

AT [s] 60 120 300 600 1200
N 20 10 4 2 1
CPU[s] || 20—45 | 14—-27 | 11—-18 | 7—14 | 8—12

optimizer dynamics. This scheme is characterized by a dovetailing of the dynamics of the
system with those of the optimizer, resulting in an efficient online optimization algorithm
which, however, shows intricate dynamics that do not allow us to apply readily available
standard stability results from NMPC.

The proof of nominal stability makes use of results from both classical stability theory
for NMPC and convergence theory for Newton-type optimization methods.

The derived result gives a theoretical underpinning of the real-time iteration scheme,
which has already successfully been applied to several example systems, among them a
real pilot-plant distillation column [18, 20]. Our numerical results illustrate the practical
experience that the real-time iteration scheme is able to bring the system-optimizer dynamics
back into the region of attraction even after rather large disturbances, which even holds in
the case of strongly unstable systems (cf. [13, 14, 19]).
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Chapter 3

Numerical Feedback
Controller Design for PDE
Systems Using Model
Reduction: Techniques and
Case Studies

Friedemann Leibfritz* and Stefan Volkwein'

3.1 Introduction

Recently, the application of reduced-order models to optimal control problems for partial
differential equations (PDEs) has received an increasing amount of attention. The reduced-
order approach is based on projecting the dynamical system onto subspaces consisting of
basis elements that contain characteristics of the expected solution. This is in contrast to,
e.g., finite element techniques, where the elements of the subspaces are uncorrelated to
the physical properties of the system that they approximate. One reduced-basis method is
proper orthogonal decomposition (POD). It has been successfully used in a variety of fields;
see, for instance, [9, 22] for detailed reference lists.

Output feedback controller synthesis for linear control systems that meet desired
performance and/or robustness specifications is an attractive model-based control design
tool and has been an active research area of the control community for several decades (see,
e.g., [7, 30]). It is not always possible to have full access to the state of the control system,
and a controller based on the measurements has to be used. Output feedback synthesis
without additional complexity constraints yields in general a controller order equal to n,,
the dimension of the dynamical system. The computation of the controller action becomes
more expensive with increasing controller dimension. This is one reason why full-order
synthesis control has not been widely used in industry. Recently, linear matrix inequalities
(LMIs) have attained much attention in control engineering [4], since many control problems
can be formulated in terms of LMIs and thus solved via convex programming approaches.

*University of Trier, FB-IV Department of Mathematics, D-54286 Trier, Germany.
TInstitute of Mathematics and Scientific Computing, University of Graz, A-8010 Graz, Austria.
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However, the resulting controllers are state feedback or of order n, equal to the plant. For
example, difficulties arise if we want to design a static output feedback (SOF) control law.

In this case, the control problems consist of finding a SOF controller which minimizes a
performance measure subject to stability and/or robustness constraints. It is known that they
can be rewritten to nonconvex matrix optimization problems (see [10, 12, 18]). Notice that
in [17] the first author extends these matrix optimization problems to nonlinear semidefinite
programs (NSDPs) by including explicitly the stability condition (modeled by two matrix
inequalities) into the problem formulation. Finding a numerical solution to the nonconvex
NSDP is a difficult task, particularly, if the dimension of the NSDP is large. Usually this
will be the case if the control system dynamics are given by a PDE. Then, the dimension
of the discretized counterpart can be very large and the computation of an output feedback
controller may be impossible. In particular, the SOF case requires the solution of a large-
scale NSDP with several million variables, which is usually not solvable. This is one of our
main motivations for considering the SOF problem for PDE-constrained control problems
in combination with the POD method for deriving a low-dimensional control system and the
interior point trust-region (IPCTR) algorithm for solving the corresponding low-dimensional
NSDP. The SOF control law can be constructed from the solution of the low-dimensional
NSDP. In our numerical examples, we will demonstrate that this SOF can be used for
controlling the large-dimensional PDE system. In particular, we illustrate that the choice
of the POD norms as well as the POD snapshots can improve the stability properties of the
computed SOF gain.

The chapter is organized in the following manner. In Section 3.2 we review the POD
method and recall some prerequisites needed for the numerical experiments. The discussion
of SOF control design problems for finite-dimensional systems and a sketch of IPCTR is
contained briefly in Section 3.3. Numerical tests are carried out in Section 3.4, and in the
last section we draw some conclusions.

Notation. Throughout this chapter, S” denotes the linear space of real symmetric
n x n matrices. In the space of real m x n matrices we define the inner product by (M, Z) =
Tr(MT Z) for M, Z € R™ ", where Tr(-) is the trace operator, and || - | denotes the Frobenius
norm given by || M| = (M, M)'/2, while other norms and inner products will be specified.
For a matrix M € &" we use the notation M > 0 or M > 0 if it is positive definite or
positive semidefinite, respectively. For a twice differentiable mapping G : U/ — W (U, W
Banach spaces) we denote by Gy, Gyy the first and second partial derivatives of G with
respect to U. Moreover, Gy (-)H is used when a linear operator Gy (-) is applied to an
element H € Y. Furthermore, Gj,(-) denotes the adjoint of Gy (-) and LU, V) refers to
the space of linear, bounded operators endowed with the common norm.

3.2 Proper Orthogonal Decomposition

Proper orthogonal decomposition (POD) is a method to derive reduced-order models for
dynamical systems. In this section we introduce the POD method for nonlinear dynami-
cal systems and propose the numerical realization of POD. Let us consider the following
semilinear initial value problem:

X))+ Ax(@t) = f(t,x(@)) fort e (0,7),

3.1
x(0) = x,, ©-1)
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where —A is the infinitesimal generator of a Cy-semigroup S(¢), t > 0, on a Hilbert space
E,x, € E,and f : [0, T] x E — E is continuous in # and uniformly Lipschitz-continuous
on E forevery ¢t. Problem (3.1) has a unique mild solution x € C ([0, T']; E) given implicitly
by the integral representation

x(t) = S(t)x, +/ St —s)f(s,x(s))ds fort € (0,7); (3.2)
0

see, for instance, [24, p. 184]. If, in addition, f is continuously differentiable, then the
mild solution (3.2) with x, € D(A) = {¢ € E : Ap € E} is also a classical solution; i.e.,
x € C'([0, T1; ) holds and x satisfies (3.1) for all t € [0, T]; see, e.g., [24, p. 187].

Let U/ and WV be real separable Hilbert spaces and suppose that ¢/ is dense in WV with
compact embedding. Throughout we assume that E denotes either the space U/ or VW and
that x denotes the unique solution to (3.1) withx € C 1[0, T1; E). For given n € N let

O<ti<th<---<t,<T
denote a grid in the interval [0, 7] and define

x(t)) forj=1,...,n,
X(tji—p) forj=n+1,...,2n.

w; =

(3.3)

Setting n; = n and n, = 2n we introduce two different linear spaces by
Vi =span {wy, ..., w,} and V, =span {wy,..., wy,}.

We refer to V) as the ensemble consisting of the so-called snapshots {x (tj)};le, cf. [25],
whereas V, 2 V) also includes the time derivatives x(f) att = t; for 1 < j <n. By (3.1)
and (3.3), we have
u),,+j=)'c(tj)=g(t,xj), j=1,...,n,

with G(¢, x) = —Ax + f(¢, x) for (z, x) € [0, T] x E. Since we are interested in building
up a reduced-order model for (3.1), we want to utilize snapshots that are best suited for
reconstruction of the nonlinear dynamics G (¢, x). Therefore, the set V, contains, in addition
to the set )V}, information about the spatial derivatives and nonlinearities in the dynamical
system; cf., e.g., [1, 15]. It follows that V; C E by construction, k = 1 or 2.

Let {y; ;‘szl denote an orthonormal basis for V, with dy = dim YV, for k = 1 or 2.
Then each member of the ensemble can be expressed as

dy

wj=2<w.,-,1pi)31//i forj=1,...,n;. (3.4)

k=1

For k = 1 or 2 the method of POD consists in choosing an orthonormal basis such that for
every £ € {1, ..., d;} the mean square error between the elements w;, 1 < j < ny, and the
corresponding £th partial sum of (3.4) is minimized on average:

min %é ‘w_,- - im-"’ wi}EwiH;

i=1
subject to (Y, ¥;)g =6;; forl <i <, 1<j<i.

(3.5)
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A solution {1; }le to (3.5) is called POD basis of rank £. The subspace spanned by the first
£ POD basis functions is denoted by Ve ie.,

V¢ = span {y, ..., V). (3.6)

Utilizing a Lagrangian framework the solution of (3.5) is characterized by the nec-
essary optimality condition, which can be written as an eigenvalue problem (see, e.g., [11,
pp- 88-91] and [27, Section 2]). For that purpose we introduce the positive semidefinite
and symmetric matrix /Cp € R™ ™k = 1 or 2, with elements

1

(Ki) = 5 g i)
The matrix K; is often called a correlation matrix. Let Ay > Xy > -+ > A4, > 0
and vy, ...,v4 € R™ denote the dy positive eigenvalues of K and the corresponding
eigenvectors, respectively; i.e., we have
Kkvi =)L,'U,', i = 1,...,dk. (37)
Then the POD basis functions are given by
v = ! Xn:v.jur fori=1,...,¢ 3.8)
1 nk\/)\‘—l j=1 i J ’ L]

where vij stands for the jth component of the eigenvector v;.

Remark 3.1. POD is closely related to the singular value decomposition. This fact is
very useful for implementation issues, in particular, for the computation of the POD basis
functions y; as well as of the corresponding eigenvalues A;, 1 < i < {. The finite-
dimensional case was studied in [14], whereas the infinite-dimensional case was analyzed
in [22, 28].

If the POD basis {y; }le is determined, e.g., by solving (3.7) and using (3.8), we
obtain the following value for the cost functional in (3.5):

1 Ny 2 dk
- E = E Ais
L =

see [27, Section 2], for instance. Thus, if the decay of the eigenvalues A; is very rapid,
the term Z‘ng A; is small, even for a small value of £. In this case only a few POD basis
functions represent the ensemble V| or V; in a sufficient manner. One heuristic to choose
the number £ of POD basis functions is

¢
‘wj - Z (wj, ¥i)g¥i

i=1

¢
Coh
&) = Z;TI -100% ~ 99%, k € {1,2}.
i=1%
Obviously, we have & (dy) = 100%.
In Section 3.4 we compare the performance of POD model reduction by utilizing
either V| or V; and by taking either £ = U/ or E = WV with the choices W = L?*(Q) and
U=H(Q).
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3.3 Numerical Design of SOF Control Laws

We present a numerical strategy for the computation of a linear SOF control law for dis-
cretized PDE control systems. In example, a finite difference or finite element discretization
of a PDE control problem yields a finite-dimensional control system of the following general
form:

Ex(t) (A+8A)x(t) + G(x(t)) + Byw(t) + Bu(t), x(0) = x.,
z(t) Cix(?) + Diu(r),  y(1) = Cx(1),

where x € R"~ is the approximation of the state, # € R" is the control input, y € R"™
denotes the measurements, w € R" is a disturbance input, z € R" is the regulated output,
E e R™*"« is a regular diagonal matrix, and A € R™>*" B € R™>*™ B € R"*",
C e R™*", Cy = 0.5¢1 [In, Onsn ]’ Dt = V0.5 [0 xn, In,]" With 1, d) € Rare
given positive scalars. If §A = 0, the system matrix A is not affected by a perturbation,
and, if G(x(t)) = 0, the system is linear. Depending on the corresponding PDE model, we
get linear or nonlinear control systems which we want to control by a linear SOF control
law of the form

(3.9)

u() = Fy(), FeRw™. (3.10)

If we neglect the nonlinear term G (x(¢)) in (3.9) and substitute this linear SOF control into
the state space plant (3.9), then we obtain the following linear closed-loop system:

X(@)=AWF)x(@)+ B(F)w(), z(t)=C(F)x(1), (3.11)

where A(F) := E"'(A +8A 4+ BFC), B(F) := E"'By, C(F) := C, + D, FC are the
closed-loop operators, respectively.

SOF Design and NSDP Formulation

One of the most basic static output feedback design problems is the SOF-H, problem
(see [17, 26]): Find a SOF gain F such that the closed-loop matrix A(F) is Hurwitz and
the Hy-norm of (3.11) is minimal. It is well known that this problem can be rewritten as the
following H,-NSDP; see, e.g., [19, 21, 22]:

min Tr(LB;B!) subjectto A(F)'V+VAF)+1=0, V>0,
A(F)TL + LA(F)+ C(F)TC(F) =0,

where L,V € §"+. Note that (3.12) is bilinear in L, V, F and quadratic in F, and hence
nonconvex in the free variables. Therefore different local minima might occur, and any
suitable NSDP solver usually determines a local solution of the matrix optimization prob-
lem. A more attractive and realistic model-based control design tool is the mixed H,/H oo
synthesis. It allows incorporation of model uncertainties in the control design. The SOF-
'H»/Hso problem can be formally stated in the following term; see, e.g., [3, 13, 18]: For a
given scalar y > 0 find a SOF matrix F such that A(F) is Hurwitz, the Hoo-norm of (3.11)
is less than y, and the Hy-norm of (3.11) is minimal. For computing the SOF-H;/H gain
F, we consider the following known H,/H.,-NSDP version; see, e.g., [19, 22]:

min Tr(LB;B) subjectto A(F)'L+ LA(F)+ C(F)TC(F)+ #LBlBlTL =0,
(A(F) + #BIB{L)TV + V(A(F) + #BlBlTL) +1=0, V=0.

(3.12)

(3.13)
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Due to the bilinearity of the free matrix variables it is a nonconvex NSDP, too.

The NSDP Algorithm—Sketch of IPCTR

Our goal is to solve the NSDPs defined in the previous paragraph by IPCTR originally
developed in [20] and augmented in [22] for solving NSDPs of the form

min J(X) subjectto H(X)=0, G(X)=0, Y(X)=>=0, (3.14)

where X := (F,L,V) € X := R"* x §" x §"™. We assume that J : X — R,
H,G,Y : X — 8" are twice continuously (Frechét-) differentiable matrix functions and
the mapping H (-) is only a function in the variables (F, L), i.e., Hy(X) = 0. Moreover,
for given X € F; we suppose that the linear operators Hy (X) and Gy (X) are invertible,
where F; := {X € X | Y(X) > 0}. Obviously, the NSPDs (3.12) and (3.13) are in the form
of (3.14). IPCTR is based on the approximate solution of a sequence of matrix equality
constraint barrier problems

min ®*(X) = J(X) — nlogdet(Y (X)) subjectto H(X)=0, G(X)=0,
(3.15)
where © > 0 and Y (X) is (implicitly) assumed to be positive definite. The Lagrangian
function associated with (3.15) is defined by

(X, K) = PH(X) + (Kn, H(X)) + (K,, G(X))

where K 1= (K,, K) € §" x &" are Lagrange multipliers for the equality constraints. The
basic IPCTR algorithm combines ideas of (primal) interior point and trust-region methods
with a modified conjugate gradient (CG) procedure. Note that a primal-dual method can
be used instead of a pure primal method. The primal approach has the advantage that
we do not need to compute the dual matrix variables for the nonlinear matrix inequality
constraints. In the primal-dual case, the computational complexity of a Newton-type method
increases rapidly with the number of the dual matrix variables. In particular, if n, is large,
e.g., ny = 4000, then the dual matrix variable for Y(X) < 0, Y(X) € S&™ has several
million unknown entries, e.g., % “ny - (ny + 1) = 8.002 - 10°.

Algorithm 3.2 (IPCTR, see, e.g., [20, 22]). Let Xo = (Fy, Lo, Vp) with Y (Xy) > 0 and
o, €0 > 0 be given. For j =0, 1, ... do:

Find a solution X ;11 = (Fj41, Lj41, Vj41) € F, of (3.15) satisfying
VLY (X1, KDl + HHX 4D+ 1G(X )| < €5,

where the multipliers K, := (K;, K;);+1 are the solutions of the adjoint (multi-
plier) equations VZ’;(X, Ky, Kg) = O,Vﬂ’;(X, Ky, K,) =0;e.g.,

Ko = —(G,'()*VOL (), Ky=—(H'()"(VOI () — GL()Ky).

Choose pj41 < pnjand €41 < €;.
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In an implementation of IPCTR, we have chosen the parameters (. ; and €; as stated in [22].

In particular, if the actual barrier parameter j1; < 1, we set p 41 = Q(ujm/ (2m+1)), m € N.

This is equivalent to 4 > u;‘,m/ @m+D " where for related positive quantities o and 8

we write « = (O(p) if there is a constant ¥k > 0 such that @ > «f for all g8 sufficiently
small and @« = Q(B) if B = O(a). Otherwise, we choose w11 = auj, a € (0,1).
Using this rule, the rate at which the barrier parameter approaches zero can be made as
close to quadratic as one desires. The updating rule for the inexact termination criterion is
given by €, = O(uj/ﬁ). In our practical implementation, we choose m € {2, 3, 4, 5}.
Making standard assumptions on problem (3.14), it can be proven that any cluster point
of the sequence {X};>o generated by IPCTR is a KKT point of (3.14). For the proof
we refer the reader to [20, Theorem 3.1]. The tool used in IPCTR for finding a solution
of (3.15) is a tangent space trust-region method (see, e.g., [5, 6, 8, 20, 23]). For given
X, in this variant the step AX = (AF, AL, AV) = T(X)AF + N(X) is decomposed
into the tangential step 7 (X)AF and the normal step N (X), respectively. Here we define
TG = T, 1), T() € LAR™", X)), where T : R™*" — R™*% is the identity
mapping and T}, T, are given by

Ti() == —H'OHF(), Ta():=—=Gy' () (Gr() — GL(OH; '(VHF ().

Moreover, N(-) = (0, —H; '(VH(-), =Gy' ()(G() — GL(VH; '(VH("))) € X, where 0
is the zero matrix. Using [22, Lemma 4.1] the normal step N(:) can be determined as
follows: First, compute (AL", AV") by solving the matrix equations

H (X)AL"+ HX) =0, Gy(X)AV"+GL(X)AL"+G(X) =0,

and second, control the size of (AL", AV") such that they stay inside the current trust
region. In this example, we compute the scalar 8 € (0, 1] by 8 = L if |[|[(AL", AV")|| <
wé, else B = (wd)/||(AL", AV™")|| and set (AL", AV") = B(AL", AV"), where w €
(0, 1) is a given scalar and § > 0 denotes the current trust-region radius. The tangential
component depends on AF and, thus, if AF is known, we can compute (AL', AV?") =
(Ty(\)AF, T, (-)AF) as solutions of two linear matrix equations:
H (X)AL'+ Hp(X)AF =0, Gy(X)AV' + G (X)AL'+ Gr(X)AF =0. (3.16)
For computing A F we search a solution of the tangential trust-region subproblem
min W(AF) = (AF, T*V®y + T*VZEQXN) + %(AF, T*V%’;XTAF), 3.1
A7)
IAF|| <48, Y(X+TX)AF+AX") = (1 —0)Y(X),

where VO = (VOL(X), VO, (X), VO, (X)) € X, £* = ¢"(X,K,, Kp), T and N
are the tangential and the normal operator, respectively, o € (0, 1) is given, AX" =
O, AL", AV"),and X+ TAF+AX" = (F+AF, L+ TT\AF+AL", V+T,AF+AV").
We apply the modified CG algorithm as described in [20, Algorithm 2.1] for finding an
approximate solution A F of (3.17). This CG approach has the following properties:

(i) It solves a reduced Newton-like equation in AF; i.e., on exit, the solution AF of
(3.17) satisfies approximately the equation W = 0, e.g.,

T*(X)VHh (DT (X)AF = —T*(X) (Vi (X) + V25  (ON(X)).



60 Chapter 3. Numerical Feedback Controller Design for PDE Systems

(ii) During each CG iteration, we compute a maximal scalar t > 0 such that the matrix
inequality constraint in (3.17) is fulfilled. On exit, it is guaranteed that AF stays
inside the trust region and X 4+ T(X)AF + AX" satisfies the NSDP constraint in
(3.17).

(iii) In every CG iteration the operator 7 has to be applied. In particular, for a given
conjugate direction § F,,, we solve the first linear matrix equation in (3.16) for AL’
(e.g., AL" = T\ (-)8 F.,). Then we substitute this solution into the second equation of
(3.16) and solve it for AV’ (e.g., AV = Th(:)8 F,,).

(iv) There are different ways in which the CG method can terminate. (a) A direction of
negative curvature is encountered in the CG iteration. In this case, we follow this
direction until reaching the boundary of the intersection of the trust region and the
NSDP constraints. Then the resulting step is returned as an approximate solution of
(3.17). (b) The CG iterate has stepped outside of the intersection of the trust region
and the NSDP constraints. In this case, we backtrack to this region and return the
resulting step as a solution of (3.17). (c) The algorithm terminates with a prespecified
inexact termination criterion.

The advantages of this strategy are the following: The CG loop works only in the space
of the F variable, which is in general much smaller as the abstract state space S x S", where
the variables (L, V') live. There is no need for evaluating the Hessian of the Lagrangian
explicitly. We need only to evaluate it applied to a direction. On exit, it is guaranteed that
the matrix inequality is strictly satisfied. For given AF, the L- and V-part of the tangential
component AX' can be obtained by solving the linear (matrix) equations in (3.16). Note
that the trust-region method in IPCTR uses a nonorthogonal decomposition of the step and
the normal step is actually a so-called quasi-normal step. If the operators H; and Gy are
ill-conditioned, such steps can lead to poor performance of the method. In this case, the
trust-region variant discussed in [8, Section 5.22] can be used alternatively. To keep the
quasi-normal step within the trust region, the size factor g is introduced. If the operators are
ill-conditioned, this may lead to a poor descent step compared to Byrd—Omojukun steps,
too. Here a simple dogleg modification in the space of L and V could be used to overcome
this problem. Finally, as shown in Wichter and Biegler [29], barrier methods using the step
to the boundary rule (which is included in (3.17)) in combination with linearized equality
constraints can fail by “crashing into bounds.” Therefore, it seems that a breakdown may
occur in IPCTR for some “degenerated” NSDPs. But, we have tested [IPCTR extensively
on the COMPLib benchmark library [19] which contains actually 171 test examples. For all
test runs we never observed a failure of IPCTR. In particular, for almost all COMPLib test
examples, IPCTR performs pretty well and very quickly. Even if the operators Hy, and Gy
are ill-conditioned, the performance of IPCTR was quite satisfactory. Moreover, we never
observed the Wichter and Biegler “crashing into bounds” phenomenon during our test runs
of IPCTR on COMPLib . A whole convergence analysis of IPCTR is far beyond the scope
of this chapter. For more algorithmic details and some convergence results, we refer the
interested reader to [8, 20, 22].
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3.4 Numerical Experiments

We conducted numerical experiments in computing linear SOF control laws for several
discretized parabolic PDE control systems. To clarify our approach let us summarize the
algorithmic steps:

1. solve the discrete dynamical system (3.9) of dimension n, for a chosen/nominal
control u, e.g., for u = 0 (uncontrolled dynamics) to get x(¢;), j = 1,...,n fora
time grid in [0, T'];

2. define w;, j = 1,...,2n, according to (3.3) and choose V; or 1, as well as E = U
or E = W for (3.5);

3. compute the first £ POD basis functions by solving the eigenvalue problem (3.7) and
using (3.8);

4. apply a Galerkin ansatz for the PDE utilizing the computed ¢ POD basis functions
to derive a discrete dynamical system of the type (3.9) but with dimension ¢ < n,
(low-dimensional model);

5. neglect the nonlinear part G (x(¢)) in (3.9), and solve SOF-H, problem (3.12) to get
a linear SOF control law of the form (3.10); see Section 3.3;

6. fit this SOF control into the high-dimensional discrete dynamical system (3.9) to
obtain the closed-loop system

Ex(t) = (A+BFC+35A)x(t)+Gx(@)) + Biw(t), x(0)=x,,
z2(t) = (Ci+DFC)x@).

In step 5 we neglect the nonlinear part in (3.9) and compute the SOF control law for the
linear model. Alternatively, we linearize the nonlinear part instead of neglecting G (x(¢)).
In some cases, this could lead to a poor performance of the SOF controller, e.g., if G(x(¢))
is highly nonlinear. For moderate nonlinear terms, the linear SOF control law is a good
feedback control for the nonlinear system, too. For highly nonlinear models, it is likely that
such a simple linear SOF controller cannot stabilize the unstable nonlinear system. In these
cases, a nonlinear feedback should be used.

The computational performance of this method is pretty fast. The main work is the
computation of the POD approximation of the large (nonlinear) system. Typically, we
reduce the size from several thousand variables to 5-10 variables in the POD model. In this
case, the corresponding NSDP (3.12) is a matrix optimization problem with approximately
25-100 unknowns and, typically, IPCTR computes a (local) solution of the small-sized
NSDPs within some seconds on a Dell notebook.

3.4.1 Example (Linear Convection-Diffusion Model)

The first example is a two-dimensional model of a linear parabolic equation with n, dis-
tributed control input functions in the domain 2 = [0, a] x [0, b], where a = 1,b = 1.
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Table 3.1. Parameters for Example 3.4.1.

Ny n, ny £ K c1 di &1 &

3600 2 2 7006119 | 10 100 | 0.29555 2.9555

The infinite-dimensional control problem of the convection-diffusion model is given by

ny

v = KAU—81(US+U,])—|—821)+Zui(t)bi inQ,r >0,
i=1 (3.18)
vé,n0) = 0 on dQ,t > 0,
v(é, 17,00 = wvo(§,n) in 2,

for the unknown function v := v(&, n; t), (§, ) € Q, t > 0, where A denotes the Laplace
operator, 1, &, > 0 are given constants, 2 denotes the boundary of 2, x > 0 is the
diffusion coefficient, b;,i = 1,...,n,, are given shape functions for the control inputs
ui, ..., U, and vo(-) is the initial state in 2 at + = 0. After a spatial finite difference
discretization of (3.18) we end up with a linear control system of the form (3.9) with E = I,
3A =0, G(x(r)) =0, and n, = 3600 states. We choose n, =2 and b; = xqi,i = 1,2,
where xq: denotes the characteristic function on the control input domain QY C € of u;
and
Q] =1[0.1,0.4] x [0.1,0.4], €5 =10.6,0.9] x [0.7,0.9].

Moreover, we setn, = 2 and measure the state on the observation domains Qly c,i=1,2
of y(1) = (y1 (1), y2(t))", where

Q] =10.1,0.4] x [0.5,0.7], €3 =1[0.6,0.9] x [0.1, 0.4].

Hence, the data matrices B € R™*"_ C e R™*" contain only zeros and ones with ones at
grid points within the control input and observation domains, respectively.

Table 3.1 lists the parameters that we have used in our numerical experiments. Note
that due to the choice of &, (see Table 3.1), the uncontrolled system is unstable. In this
example, the real part of the largest eigenvalue of A is positive. Figure 3.1 shows the state
of the linear convection-diffusion model (3.18) if we use SOF control law computed by
IPCTR in combination with POD. We have computed the first £ = 7 POD basis functions
utilizing the (discrete) L>-norm (left) as well as the discrete H'-norm (right). This figure
illustrates that the simple SOF controller stabilizes the unstable control system very well.
The corresponding controller functions can be found in Figure 3.2. The plots in Figure
3.3 show the dynamical behavior of the controlled model for the choice of a different
snapshot ensemble. In particular, for the computation of the POD basis function we use
only every 10th snapshot and include the difference quotients in the snapshot ensemble. The
corresponding control input functions are illustrated in Figure 3.4. On the other hand, Figure
3.5 visualizes the instability of this model. Moreover, Figure 3.6 illustrates the location of
the two sensor (red) and control (green) domains in . It turns out that in case of & = L?(2)
and V), the SOF control has the best stability characteristics. For & = H!(2) we observe
that there is no big difference whether the time derivatives are included in the snapshots or
not.
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Figure 3.1. Example 3.4.1 with SOF att =
(left), V1, E = H'(Q) (right).
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Figure 3.2. SOF control (3.10) for Example 3.4.1: POD with V|, E = L*(Q)
(left), Vi, E = H(Q) (right).
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Figure 3.3. Example 3.4.1 with SOF att = 0.8, 2,4, 8: PODwithV,, E = L*(Q)
(left), Vo, B = HY(Q) (right).
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Figure 3.4. SOF control (3.10) for Example 3.4.1: POD with V,, B = L*(RQ)

(left), V>, B = H'(RQ) (right).
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Figure 3.6. Example 3.4.1: Sensor and control domains.



3.4. Numerical Experiments 65

Figure 3.7. Example 3.4.2: Sensor and control domains.

3.4.2 Example (Nonlinear Unstable Heat Equation)

Our next example deals with a two-dimensional distributed control input model of a non-
linear unstable heat equation. In the domain 2 = [0, 1] x [0, 1] we consider an initial
boundary value problem of this nonlinear reaction-diffusion model for the unknown func-
tionv(&,n;t), (§,n) € L, t > 0:

ny

v, = KAU+SQU—81U3+ZM[(I)Z)[ inQ,t >0,
i=1 (3.19)
v, mt) = 0 ondQ,t > 0,
v(é. 1,00 = v, n) in Q,

where g1, &, > 0 are positive constants and the other quantities are defined as in the previous
example. For ¢; = 0 and &, = 0, the open-loop system of (3.19) is the heat equation, which
is asymptotically stable. However, it is unstable if ¢, > 0 is large enough even if ¢y = 0.
We use a backstepping method for the finite difference semidiscretized approximation of
(3.19) (with uniform mesh size 7 = 0.01639 to ensure at least a small error in the spatial
approximation) which results in a nonlinear control system of the form (3.9) with £ = I,
8A =0, G(x(t)) = —e&;x(¢)>, and n, = 3600 state variables. Moreover, we assume that
we have two fixed sensor (n, = 2) and two fixed control (n, = 2) domains located in
Q. In particular, Figure 3.7 visualizes the location of the two control (green) and sensor
(red) domains in €2, respectively. The instability of the linear (e.g., &, = 0) uncontrolled
model is illustrated in Figure 3.8. In our numerical experiments for this nonlinear model
we have used the parameters in Table 3.2. For the computation of the low-dimensional
POD approximation of the nonlinear model, we use snapshots of the linearized unstable and
uncontrolled system as shown in Figure 3.8. In this case study we have computed the first
£ = 5 POD basis functions utilizing the (discrete) L?-norm as well as the discrete H'-norm.
Figure 3.9 shows the results of our experiments. Therein, we have plotted the temperature
distribution of the nonlinear model (3.19) if we use the SOF controller computed by IPCTR
in combination with POD. At ¢ = 6, Figure 3.9 illustrates that the controlled dynamics
are closer to zero with respect to the L2-norm than the H'-norm POD approximation. The
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Figure 3.8. Example 3.4.2 with no control att = 0.8, 2, 4, 8.

corresponding optimal output feedback control functions acting on the control domains in €2
can be found in Figure 3.10. The plots in Figure 3.11 contain the temperature distributions of
the controlled nonlinear model for the choice of a different snapshot ensemble. In particular,
for the computation of the POD basis function we use only every 10th snapshot and include
the difference quotients in the snapshot ensemble. In this case, the temperature of the
controlled system tends faster to the stable equilibrium state at zero with respect to the
H'-norm and included difference quotient than for all the other POD approximations. In
this case, the output feedback control functions are given in Figure 3.12.

Table 3.2. Parameters for Example 3.4.2.

Ny ny ny ¢ K cl d) &1 &

3600 2 2 5] 006119 | 100 10 | 1.0 25

3.4.3 [Example (Modified Burgers’ Equation)

Now we turn to our third example, where we consider the viscous modified Burgers equation

vy — Vvge +vve —ev =0 inQ=(0,T) xQ,
w'(£,0) =0 vVt e (0,7),
(r,0) 0, 7) (3.20)
w'(t,2n) =u vVt €(0,T),
v(0,8) =sin(E) V& e Q2= (0,2n),

where v = 0.5 denotes a viscosity parameter, T = 2 > 0 is the end time, u € L?(0, T) is
the control input, and & = 0.125. In the context of feedback control for Burgers’ equation
with POD we refer the reader to [2, 16], for instance.
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Figure 3.9. Example 3.4.2 withSOF att = 0.8, 2, 4, 8: POD with V), E = L*(Q)
(left), Vi, B = HY(Q) (right).
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Figure 3.10. SOF control (3.10) for Example 3.4.2: POD with V|, E = L*(Q)
(left), Vi, E = H'(Q) (right).
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Figure 3.11. Example 3.4.2 with SOF att = 0.8,2,4,8: POD with V,, & =
L2(Q) (left), Vo, E = HY(Q) (right).



68 Chapter 3. Numerical Feedback Controller Design for PDE Systems

ul)

Time t

Figure 3.12. SOF control (3.10) for Example 3.4.2: POD with V,, 8 = L*(RQ)
(left), Vo, B = H'(Q) (right).

Solution for linear finite elements

t-axis

Figure 3.13. Example 3.4.3 with no control.

There is only one control input acting on the right end of the interval 2. The only
measured information available to this control is the state at time r € (0, T) at& = 27, i.e.,

y(@) =v, 2x) Vte@,T). (3.21)

As in the two previous examples, we can express (3.20)—(3.21) by a dynamical system in
an appropriate (infinite-dimensional) state space.

The goal of our optimal control problem is to compute a SOF control law to track the
system to zero, i.e., to minimize the cost

1 g 2 2 IB r 2
J(v,u)=5f0 f9|v<r,s>| T ot ©) dsdt+5/0 ()P dr,

where B = 107° is a fixed regularization parameter. Notice that for every ¢ € (0, T') there
is only one observation and one control point. Thus, the control influence is not too big and
the SOF control law F is a real number.

For the finite element discretization we utilize the software Femlab, Version 2.2,
where we took linear Lagrange elements with 1258 degrees of freedom. The uncontrolled
dynamics are presented in Figure 3.13.

Utilizing £ = 3 POD basis function we compute the SOF control law (3.10) and
solve the closed-loop dynamics. Including more information into the snapshot set, e.g.,
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Figure 3.14. Decay rates: t — |v(t, 27)|.

Table 3.3. Parameters for Example 3.4.2.

H £3) ‘ F ‘ J (v, u) ‘ I T, 270)] dr
E=L%V || 99.95% | —2060.07 | 69.08 0.0006
E=H"V, || 9237% | —7536.10 | 69.12 0.0000
=12V || 99.38% | —2017.68 | 69.09 0.0006
E=H'.V, || 7939% | —5657.58 | 69.06 0.0002
u=0 — — 7334 3.0109

difference quotient or gradient norms, the value of £(€) decreases. In particular, for the
choices & = H'(2) and V, we have £(3) < 80%. However, the damping of 1 > v(t, 27)
is better than for the choice V|, independent of E; cf. Figure 3.14. Also the values of the SOF
control law are quite different. The values for V), i.e., without including the discrete-time
derivatives, are of the same magnitude, whereas F is much greater if we take the ensemble
V,. Due to the soft control input the cost is only reduced by about 6%. Results for different
choices of E are summarized in Table 3.3.

3.5 Conclusions

In this chapter we consider the SOF problem for PDE-constrained control problems in
combination with the POD reduction method for deriving a low-dimensional control system
and the interior point trust-region algorithm for solving the corresponding low-dimensional
NSDP. The SOF control law can be constructed from the solution of the low-dimensional
NSDP. In our numerical examples, we observe that this SOF can be used for controlling
the large-dimensional PDE system. In particular, it turns out that including the difference
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quotients into the POD snapshot ensemble leads to better stability properties of the computed
SOF control laws.
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Chapter 4

A Least-Squares Finite
Element Method for
Optimization and Control
Problems

Pavel B. Bochev* and Max D. Gunzburger'

4.1 Introduction

Optimization and control problems for systems governed by PDEs arise in many appli-
cations. Experimental studies of such problems go back 100 years [20]. Computational
approaches have been applied since the advent of the computer age. Most of the efforts in the
latter direction have employed elementary optimization strategies, but, more recently, there
has been considerable practical and theoretical interest in the application of sophisticated
local and global optimization strategies, e.g., Lagrange multiplier methods, sensitivity or
adjoint-based gradient methods, quasi-Newton methods, evolutionary algorithms, etc.
The optimal control or optimization problems we consider consist of

* state variables, i.e., variables that describe the system being modeled;

* control variables or design parameters, i.e., variables at our disposal that can be used
to affect the state variables;

* a state system, i.e., PDEs relating the state and control variables; and

* afunctional of the state and control variables whose minimization is the goal.

*Computational Mathematics and Algorithms Department, Sandia National Laboratories, Albuquerque, NM
87185-1110.

School of Computational Science and Information Technology, Florida State University, Tallahassee, FL
32306-4120.
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Then, the problems we consider consist of finding state and control variables that minimize
the given functional subject to the state system being satisfied. Here we restrict our attention
to linear, elliptic state systems and to quadratic functionals.

The Lagrange multiplier rule is a standard approach for solving finite-dimensional
optimization problems. It is not surprising then that several popular approaches to solving
optimization and control problems constrained by PDEs are based on solving optimality
systems deduced from the application of the Lagrange multiplier rule. In [8], least-squares
finite element methods were used to develop methods for the approximate solution of the
optimality systems; see also [18].

Penalty methods, other popular methods for solving optimization problems, have
also been applied, albeit to a lesser extent, to problems such as those considered here. In
particular, these algorithms enforce the PDEs constraints by using well-posed least-squares
functionals as penalty terms that are added to the original cost functional. This type of
penalty methods offers certain efficiency-related advantages compared to methods based on
the solution of the Lagrange multiplier optimality system either by Galerkin or least-squares
finite element methods. Such least-squares/penalty methods have been used for an optimal
shape design problem [1], for controlling Stokes equations [7], for the Dirichlet control of
the Navier—Stokes equations [2, 4], and for optimal control problems constrained by model
first-order elliptic systems [19]. An extensive discussion of least-squares/penalty methods
is given in [9].

In this chapter we discuss a new approach in which the cost functional is constrained by
the least-squares functional. This approach is more effective than are least-squares/penalty
methods. For the latter, one has methods that either require the satisfaction of discrete stabil-
ity conditions or are prone to locking; see, e.g., [10]. Using the new approach, one can define
a method that avoids both of these undesirable features. A more detailed discussion com-
paring these two approaches to incorporating least-square principles into PDE-constrained
optimization problems as well as the approach of [8] is given in [9].

The chapter is organized as follows. In Section 4.2, we define an abstract quadratic
optimization and control problem constrained by linear, elliptic PDEs. Then, in Section 4.3,
we review results about least-squares finite element methods for the approximate solution
of the constraint equations. In Section 4.4, we present and analyze the new approach
that involves constraining the cost functional by the least-squares functional. Finally, in
Section 4.5, we provide a concrete example of the abstract theory.

4.2 Quadratic Optimization and Control Problems in
Hilbert Spaces with Linear Constraints

We begin with four given Hilbert spaces ©, P, 6, and @ along with their dual spaces

denoted by (-)*. We assume that ® € & C ® with continu/(\)us Embeddings and that ® acts

as the pivot space for both the pair {®*, ¢} and the pair {®*, ®} so that we not only have
that ® C & € & C d* C d* but also

(V0o =W 0l5.5= (V. ¢)z VP ed SO and VopedcSd, (41
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where (-, -)§ denotes the inner product on o. Next, we define the functional
1 . 1
J((p,9)=Eal(¢—¢,¢—@+§az(9,9) Voe®,0c0, 4.2)

where a; L-, -) and a, (-, -) are symmetric bilinear forms on ® x ®and © x O, respectively,
and ¢ € ® is a given function. In the language of control theory, @ is called the state space,
¢ the state variable, ® the control space, and 6 the control variable. In many applications,
the control space is finite dimensional in which case 6 is often referred to as the vector of
design variables. We note that often ® is chosen to be a bounded set in a Hilbert space
but, for our purposes, we can consider the less general situation of ® itself being a Hilbert
space. The second term in the functional (4.2) can be interpreted as a penalty term* which
limits the size of the control 6.
We make the following assumptions about the bilinear forms a; (-, -) and a, (-, -):

al@. ) < Cillelslinls  Yo.pe o,
a0,v) < Clfllelvie  V6,ve®,
a(p,9) =0 Yoe o,
ax(0.0) = K> [1013 Vo e®,

(4.3)

where C;, C», and K, are all positive constants.
Given another Hilbert space A, the additional bilinear forms b (-, -) on ® x A and
by(-,-) on ® x A, and the function g € A*, we define the constraint equation

bi(g, ¥) +b2(0,¥) = (g, ¥)an VY EA. (4.4)
We make the following assumptions about the bilinear forms b; (-, -) and b, (-, -):
bi(p, ¥) < cillelloll¥lla Voed, YeA,
ba(0,¥) < c2llfllell ¥ lla VO €O, ¥ eA,
bi(p,
POD) S kilgle Vo e o, (4.5)
yeryzo 1¥la
bi(p,
bile. ¥) -0 Vi eA,
pcdpz0  @lle

where ¢y, ¢;, and k; are all positive constants.
We consider the optimal control problem

” gggwj(fﬂ,@) subjectto  bi(@, ¥) +b2(0, V) = (g, ¥)ara VY €A, (46)

The following result is proved in, e.g., [8].

Theorem 4.1. Let assumptions (4.3) and (4.5) hold. Then, the optimal control problem
(4.6) has a unique solution (¢, 0) € ® x O.

“The usage of the terminology “penalty term” in conjunction with the second term in (4.2) should not be confused
with the usage of that terminology in Section 4.1. In particular, the second term in (4.2) has no connection with
the terminology “least-squares/penalty” previously used.



76 Chapter 4. Least-Squares Methods for Optimization

It is instructive to rewrite the functional (4.2), the constraint (4.4), and the optimal
control problem (4.6) in operator notation. To this end, we note that the bilinear forms serve
to define operators

A1:5—>$*, Ay i O > OF, B :® — A*,
By : A — ®*, B, : ® - A*, B} : A — OF
through the following relations:
ai(e, u) = (A9, W) 3 Vo, ued,
a(0,v) = (A20,v)e 0 Vo,ve0,

.7
bl(% W) = (B]QD, w>A*,A = <BT¢’ (p>d>*,<l> V§0 € (D, 1/’ € A»

by(Yr, 0) = (B20, Y)a-n = (ByY, O)ex0 VoeO, yeA.
Then, the functional (4.2) and the constraint (4.4), respectively, take the forms

1 . 1
T(@.0) = (A9 =9). (0 = D). 5+ 7(A0.0)000  Vpe® 0O (48)
and
Bip+BO0=g in A* 4.9)
and the optimal control problem (4.6) takes the form
min  J (¢, 0) subject to Bip+ B0 =g in A*. (4.10)
(9,0)edxO

Assumptions (4.3) and (4.5) imply that A, A, By, By, Bf, and Bj are bounded with

A8 < C, lAzlle—er < Ca, | Billo—sax < c1,
1B llasa+ < ci, | B2llo—ax < c2, I1B5llasor <2
and that the operator B is invertible with ||Bf1 la*—e < 1/k;. See [8] for details. Note

that, given 6 € ® and g € A*, the assumptions in (4.5) about the bilinear form b, (-, -) imply
that the constraint equation (4.9) may be solved for ¢ € ® to yield ¢ = B~ (g — By0).

4.3 Least-Squares Formulation of the Constraint
Equations
The constraint equations are given in variational form in (4.4) and in equivalent operator

form in (4.9). They may also be defined through a least-squares minimization problem. Let
D : A — A*be aself-adjoint, strongly coercive operator;’ i.e., there exist constants c¢; > 0

5In what follows, we will also use the induced bilinear form
d, ) = (DA, ¥)asn YA, ¥ €A 4.11)

The following results are immediate.

Proposition 4.2. Assume that the operator D is symmetric and that (4.13) holds. Then, the bilinear form d(-, -)
is symmetric and

dOu ) < calMlall¥lla ¥Ya, v e A and d(,2) = kallMl} YieA. (4.12)
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and k; > O such that
(DA, ¥hasa < callMlall¥lla and (DA, A)aen = kallAlIR Vi, v eA. (413)

Note that then ky < ||[D]jamas < cgand 1/cg < |D7 || aemn < 1/kg4. Let®

K(p; 0, 8)
=(Big+ B0 —g, D' (Big + B0 —g)),.,, Ype® 0O, ge A"
(4.14)
Given 8 € ® and g € A*, consider the problem
min C(p; 6, g) . 4.15)
ped

Clearly, this problem is equivalent to (4.4) and (4.9); i.e., solutions of (4.15) are solutions
of (4.4) or (4.9) and conversely. The Euler-Lagrange equation corresponding to problem
(4.15) is given, in variational form, by

bi(p, ) = (31, Moo —ba (O, n) Yued, (4.16)

where
bi(p.w) = (Biw, D™'Big),. , = (BiD"'Big. i)y, Y. e® (417

by, w) = (Bin, D7'Bo0),. , = (BiD7'Bo6, )., VOEO, pued, (418

and
5 =BiD 'ge o, (4.19)

The following proposition shows that the bilinear forms El (-, -) and 52(-, -) are continuous
and the former is strongly coercive.

Proposition 4.3. Assume that (4.5) and (4.13) hold. Then, the bilinear form 171(-, ) is
symmetric and there exist positive constants C1, C», and ki such that

bi(p, ) <Cillellellnle VYe,ne®,
b6, ) < Slllloliblle Voe®, ned, (4.20)

bi(p, @) > killel3 Vped.

C

Moreover, ||g1 o+ < ﬁ llglla+ and the problem (4.16), or equivalently (4.15), has a unique
solution.

fLet R : A — A* denote the Reisz operator; i.e., we have that if v = RA and x = Ry for A, ¥ € A and
v, x € A", then [|A]la = [lullax, ¥ lla = lIx]la*, and
(W Ma = (RY, Masa = (X, R0has 4 = (U, ) as.

Then, if one chooses D = R, the functional (4.14) reduces to C(¢; 0, g) = (Bi¢p+ B20 — g, Bigp+ B0 — g)p+
|Bio + B20 — gH%\*. Note that, in general, (4.14) can also be written as an inner product, i.e., K(g; 0, g)
(B19 + B26 — g, RD™'(Bip + B2 — ) a+.



78 Chapter 4. Least-Squares Methods for Optimization

Proof. The symmetry of the bilinear form by (-, -) follows immediately from the symmetry
of the operator D. Since b (¢, ¥) < ci|l¢llol|¥|la forall ¢ € ® and ¥ € A, we have that

(B1o, ¥)asn = b1(@, ¥) < cillglloll¥lla Yo e ®, ¥ €A,

from which it easily follows that || Big|/a+ < ci|l¢|le for all ¢ € . We then have that
N 1 1 ¢
bi(p. 1) = (Bi. D' Big),. , <D lamsas | Bigllas | Biella- < k—||<P||<1>||M||<1>-
’ d
In a similar way, one shows that || B0 s+ < ¢;]|0]|e for all & € ® and

~ _ €102
by(0, ) = (Biw, D™'Byf),, , < k—||9||(-)||M||¢-
’ d

Also in a similar way, the bound for || g} || ¢+ can be obtained.
Next, since supy, ¢ y20(b1(9, ¥)/I1¥11a) = kill@lle for all ¢ € @, we have that

(B1, ¥) A+ A bi(p, V)
IBigllas = sup ————— = —_—

= > killello Voped.
VAP £0 (RN veny=0 Wlla

We then have that, with A = D! B¢ so that || B1¢|la+ < IDllasa-lIAllas

bi(p,¢) = (Big, D™ Big),. , = (D1, ). , = kallAlI}

2

ktky
> IBigl- = “551elA.
IDI3 . Mg T

kq

Thus, (4.20) holds with ¢ = ¢}/ky, ¢ = c1c2/ ka, and k = kikq/c3.
The unique solvability of (4.16) then follows from the Lax—Milgram lemma. 0O

As an immediate consequence of Proposition 4.3, we have that the least-squares
functional (4.14) is norm equivalent in the following sense.

Corollary 4.4. Assume that (4.13) and the conditions on the bilinear form by (-, -) in (4.5)
hold. Then,

killgly < K(g:0.0) =bi(g. ¢) = (Bip. D' Big),. , <Tillglly; Yo ed. (421)

For all 4 € ®, we can rewrite (4.16) as (B, D™ (B1g + B0 — g))A* A =0or

(B;‘D‘I(Bnp + B0 — g), M)q)* o = 0 so that, in operator form, we have that (4.16) is
equivalent to - -
Bip + B0 =g, in ®F, 4.22)

where
Bi=BD'B:®—>® and B,=B'D'B,:0—> & (4.23)

Note that (4.21) implies that the operator El = By D! B;in(4.22) is symmetric and coercive
even when the operator B; in (4.9) is indefinite and/or nonsymmetric; these observations,
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of course, follow from the fact that the bilinear form b, (-, -) is weakly coercive (see (4.5))
while the bilinear form b (-, -) is strongly coercive (see (4.20)). It is also easy to see that
(4.22) has the same solutions as (4.9).

Discretization of (4.16), or equivalently of (4.22), is accomplished in the standard
manner. One chooses a subspace ®" C ® and then, given § € ® and g € ®*, one solves
the problem ~ _

bip" 1"y = (1. 1er o — b2 (0. u") V' e @ (4.24)

Then, (4.21) and the Lax—Milgram and Cea lemmas immediately imply the following results.

Proposition 4.5. Assume that (4.5) and (4.13) hold. Then, problem (4.24) has a unique
solution and, if ¢ denotes the solution of problem (4.16), or equivalently, of (4.22), there
exists a constant C > 0 whose value is independent of h, ¢, and ¢" such that

lp = ¢"llo < C inf llp — " llo.
Qted

If {¢ j},J'=1 denotes a basis for ®", then problem (4.24) is equivalent to the matrix
problem N _
B¢ =g, (4.25)

where @ is the vector of coefficients for ¢, (@1)1-]- = 51 (¢i, 0j) = (El(pi, ¢j) oo, and

(go),- = (g1, §0i><l>*,d>_52(9a @) = (81 — B20, ¢i)or.o = (Bf D 'g—BiD'By0, ¢i)o+.0.
The following result follows easily from Proposition 4.3 and Corollary 4.4.

Corollary 4.6. Assume that (4.13) and the conditions on the bilinear form by (-, -) in (4.5)
hold. Then, the matrix B, is symmetric positive definite and spectrally equivalent to the
Gramm matrix G, (G); j = (¢i, 9j) .

The main advantages of using a least-squares finite element method to solve the
constraint equation (4.9) are that the matrix B; in (4.25) is symmetric and positive definite
even when the operator B; in (4.9) is indefinite and/or nonsymmetric, and that the conforming
finite element subspace ®" C & is not subject to any additional discrete stability conditions.”
In incorporating the least-squares formalism into the optimization setting of Section 4.2, we
want to preserve these advantages.

In what follows, we will also use the bilinear form

c®,v) = (B, D*lee)A*,A =(B;D'By0,v) VO, ve® 4.27)

[OANC]

and the function
$=B;D 'gec®" (4.28)

7A direct, conforming Galerkin finite element discretization of (4.9) requires that the discrete stability conditions
b v"

yheA, yh£0 ”Wh”A
bip", y")

hedh gh£0 ”(/)h”@

=k le"le Vo' e
(4.26)
vyl e A"

be satisfied.
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The following results are immediate.

Proposition 4.7. Assume that the operator D is symmetric and that (4.13) and the condition
on the bilinear form by (-, -) in (4.5) hold. Then, the bilinear form c(-, -) is symmetric and,
for some constant C, > 0,

c@,v) < Cellfllollvle VO,veE® and c(6,0)>0 VOe®. (4.29)

Moreover; ||g2llor < 2 ligllax

Associated with the bilinear form c¢(-, -) we have the operator C = B} D7'B,: 0 —
®% ie.,c(@,v) = (CO,v)e-p forall 0, v € O.

4.4 Methods Based on Constraining by the Least-Squares
Functional

A means for incorporating least-squares notions into a solution method for the constrained
optimization problem of Section 4.2 is to solve, instead of (4.6) or its equivalent form (4.10),
the bilevel minimization problem

i ject i ; . 4.
(ngelgx(a T (9, 0) subject to I(;lelg K(p;0,8) (4.30)

From (4.22), one sees that this is equivalent to the problem

min  J(p,0)  subjectto  Big+ B0 =% in®*. 4.31)
(9.0)edxO

Using a Lagrange multiplier u € ® to enforce the constraint in (4.31) we obtain the Euler—
Lagrange equations

Agp + Bijp = Ag  ind*
A 4+ Biu = 0 in ©*, (4.32)
E](p + Ez@ = §1 in &*

for the saddle point {(¢, 6), u}.

Problem (4.31) should be contrasted with problem (4.10). Both (4.10) and (4.31)
involve the same functional J (-, -) but are constrained differently. As a result, the former
leads to the optimality system (see [8])

A](p + BIH« = Al/(ﬁ in qyk,
A¥ + Byju =0 in ©F, (4.33)
B¢ + B0 = g in A%,

while the latter leads to the optimality system (4.32). Although both optimality systems are
of saddle point type, their internal structures are significantly different. For example, the
operator Bj that plays a central role in (4.33) may be nonsymmetric and indefinite; on the
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other hand, the operator B, = B} D~! B that plays the analogous role in (4.32) is always
symmetric and positive definite whenever the assumptions (4.5) and (4.13) hold.
Pgnalization can be used to facilitate the solution of the system (4.32). To this end,
welet D @ @ — & be a self-adjoint, strongly coercive operator; i.e., there exist constants
¢4 > 0and k; > 0 such that
(D, @)oo < Callullollpllo  and (D, pw)oro = kallllg (4.34)

forall ¢, u € ®. Corresponding to the operator D, we have the symmetric, coercive bilinear
form

d((p’ /JL) = (D,U,, (P>d>*.cl> V@,,u ed.
We then consider the penalized functional

~ 1~ ~ o~ o~ ~ N
Te(.0) = T(p,0) + z(Blgo + B0 =21, D7 (Big + B20 — £1)) 4
and the unconstrained optimization problem

min  J.(¢,0). (4.35)

ped, c®

The Euler-Lagrange equations corresponding to this problem are given by

I~ ~ o~ I~~~ DO - S PO
(Al + —BlDlBl> ¢+ —-BD'Byf, = Ajg+ -B,D'g, in ®*,
€ € €

L L . (4.36)
<A2+—B;D—132) 0.+ -B;D 'Big. = -B;D'g) in ©*
€ € €
or
1 ~
<A1 + —BTDIBIDIBTD131> Pe
€
1 ~ 1 ~ ,
+-BfD'BiD'B{D'B:0. = Aig+ -BfD'B;D'B{D"'g in ®*,
€ € (4.37)

1 ~
(A2 + -B;D—131D—13f0—132> O
€

1 o 1 ~
+-B;D'B,D'B;D"'Bip. = -B;D'B,D"'B{D"'g in ©*.
€ €

Letting pe = 5_1(51% + B2f — g1), it is easy to see that (4.36) is equivalent to the
following regular perturbation of (4.32):

Aje + Bipe = A9 in®*,
A¥e + Blu. =0 in ©*, (4.38)
Bige + B:b. — eDu. = & in ®*.

The systems (4.36) and (4.38) are equivalent, but their discretizations are not, even
if we use the same subspaces ®" C @ and ®" C @ to discretize both systems. However,
unlike the situation that occurs when one directly penalizes the cost functional with a least-
squares functional (see [9]), the discretization of either (4.36) or (4.38) will result in matrix
systems (after elimination in the second case) that are uniformly (with respect to /) positive
definite without regard to (4.26).
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4.4.1 Discretize-Then-Eliminate

Let {9;}7_; and {6}, where J = dim(®") and K = dim(©"), denote the chosen basis
sets for ®” and ®", respectively. In addition to the matrix B; defined previously in (4.25),
we define the matrices

ADij = ai(ei, ¢)) fori,j=1,...,J,
(A2)re = ax(6k, 6p) fork,¢=1,...,K,
(]Ez)_jk = by (6. 9;) = (Baby, D‘lBle)A*’A fork=1,....K,j=1,...,J,
(ﬁ)ij = d (g, @j) = <5¢iv§0j><1>*,cl> fori,j=1,...,J
and the vectors
®), = a@.¢) forj=1,....J,

@i = (€1, ¢i)oro = (Bigi, D7 'g),.,  fork=1,... K.

Then, discretizing the equivalent weak formulation corresponding to (4.38) results in the
matrix problem®

A 0 B, ?. f
0 Ay Bl b. |=1| o (4.40)
I’Bg] I’Egz —E]ﬁ) ﬁe gl

The system (4.40) is symmetric and indefinite, butitis uniformly (with respect to /) invertible
without regard to (4.26). Indeed, we have that the matrices B, and A, are symmetric and
positive definite whenever (4.3), (4.5), and (4.13) hold.

The vector of coefficients g, may be eliminated from (4.40) to yield

1~~~ \ . 1o~ (~ > - 1~~~
(Al + —Blm—'13%1> o.+-B D 'Bf. =f+-B,D'g,

€ € €
{ { { 4.41)
(Az + -@§®—1ﬁ2> 6.+ \BIB'E,5, = LBID g, .

€ € €

Theorem 4.8. Let (4.3), (4.5), and (4.13) hold. Then, (4.40) has a unique solution (pf e o
9:’ € O®" and ,ué’ e ®". Moreover, ifp e ®,0 €O, and u € O denotes the unique solution
of (4.30), or equivalently, of the optimization problem (4.6), then there exists a constant
C > 0 whose value is independent of € and h such that

le — e+ 160 — 0o + It — 1 lle < Ce (lIgllax + 12135)

~ 4.42
+C(inf llge ="Ml + int 16~ F"llo +_inf e — "l ). 4
8Discretization of the unperturbed system (4.32) yields the related discrete system
A 0 B ) f
Ay B ( ] ) =] o (4.39)
i

0
B, B, 0

uQl
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It is usually the case that the approximation-theoretic terms on the right-hand side of
(4.42) satisfy inequalities of the type

inf Jlge — ¢"lle < Ch®*, inf |l — i"|le < Ch®,
(ﬂheqyz /LhECI)h
and

_inf || — 6"[le < ChP,
QhE@/x

where & > 0 and 8 > 0 depend on the degree of the polynomials used for the spaces ®"
and ©” and the regularity of the solution ¢, 6., and . of (4.30). Combining with (4.42)
we have that

g — @lllo + 10 — 62llo + I — ulllo < Cle +h* + hP) (4.43)
so that if 8 > o and one chooses € = h“, one obtains the optimal error estimate
lp — ¢ llo+ 116 —62le + It — ulllo < Ce = Ch®. (4.44)

Itis again important to note that the result (4.42) does not require that (4.26) is satisfied
and that locking cannot occur.

4.4.2 Eliminate-Then-Discretize

Alternately, one could discretize (4.36) to obtain

1 1 . 1s
A+ -K -K; @, f+ -g,
1 € € | = 1 € . (4.45)
-K!' A+ -C 0. -8,
€ € €

The matrices A; and A, and the vector f are defined as before; we also have, in terms of the
basis vectors for ®" and ©”, that

(K1)ij = (Bigi, D"'B1¢;)or.0 = (BfD™'Big;, D"'BfD™'B1¢;) o+ 0
(K2) jk = (B2bk, D' Bigj) o0 = (BfD™'Bob, D7'Bf D' B1¢;) o+ 0,
©)ke = (B2bi, D' By o0 = (B D' Baby, D' B D™ Bab) o 0

and -
Yoo = (BfD™'Bip;, D”'B{D7'g) ¢ .

(8); = (Bip;, D~
D'%))¢r0 = (B D "By, D' B D' g) e 0.

12
(gz)k = (Babi, D7'2,

Theorem 4.9. Let (4.3), (4.5), and (4.13) hold. Then, for 0 < € < 1, (4.45) has a unique
solution ¢ € ®" and 0" € ©". Moreover, if p € ® and § € © denotes the unique
solution of the optimization problem (4.6), then there exists a constant C > 0 whose value
is independent of € and h such that

lp — @2l + 116 — 62 lo < Ce (lgla- + 1 P1l5)

N, y . ~ (4.46)
+C(1+=)(_inf, loc ="l + inf 16 —"lo)-
€/ \gheot gheeh
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Clearly, (4.41) and (4.45) are not the same. However, the coefficient matrices of both
systems are symmetric and uniformly (with respect to /) positive definite without regards
to (4.26).

4.5 Example: Optimization Problems for the Stokes
System

We use the same concrete examples as in [8]. Consider the velocity-vorticity-pressure
formulation of the Stokes system:’

Vxw+Vp+0 = g
V-u =0 in 2, u=0 onTl, /de:O 4.47)
Q
Vxu—w =0
and the functionals
1 )
Case I: Ji(w,0) = —/ |w|2d9+—f 101 ds2, (4.48)
2 Ja 2 Ja
Iy 1 —~2 s 2
Case II: T, 0;u)== [ la—ul"dQ+= [ |0]°d2, (4.49)
2 Jg 2 Jg

where 2 denotes an open, bounded domain in R, s = 2 or 3, with boundary I, u, @, and
p denoting the velocity, vorticity, and pressure fields, respectively, # denotes a distributed
control, and g and W are given functions. The optimization problems we study are to find
(u, w, p, 0) that minimizes either the functional in (4.48) or (4.49), subject to the Stokes
system in the form (4.47) being satisfied.

4.5.1 Precise Statement of Optimization Problems

We recall the space L?(2) of all square integrable functions with norm || - ||o and inner
product (-, -), the space L(Z)(Q) ={q € L3(Q) : fQ pdS2 = 0}, the space H'(Q) ={v e
L*(Q) : Vv € [L*(R)]'}, and the space H()'(Q) ={ve H(Q) :v=0o0onT}). A

norm for functions v € H'(Q) is given by [[v]l; = (|Vv|> + [[v]3)"/?. The dual space
of Hy () is denoted by H~'(2). The inner product in H~'() is denoted by (-, -)_;.
Note that we may define (-, )1 = (-, (—A)'O))p1@m@ = ¢, (—A)7'()), where

A HO1 () - H~'(Q) denotes the Laplace operator with respect to €2 with zero Dirichlet
boundary conditions along I'.

The corresponding spaces of vector-valued functions are denoted in boldface; e.g.,
H!'(Q) = [H'(Q)] is the space of vector-valued functions each of whose components
belongs to H'(L2). We note the following equivalence of norms [15]:

CiHIVIP < IV xVI2+ IV -vI2 < ColIvI? Vv eH)RQ) (4.50)

9The reasons for using the velocity-vorticity-pressure formulation of the Stokes equations instead of, say, the
standard primitive variable formulation, are discussed in [8].
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for some constants 51 > (0 and 52 > 0.

Let ® = A = H)(Q) x L*(Q) x L§(RQ) and ® = L*(Q) so that ®* = A* =
H1(Q) x L2(2) x L3(R) and ©* = LA(Q). Let = & = L}(Q) x L3(Q) x L3(<).
Then, ® C ® = & = &* C ®*. For ¢ = {u, w, p} € O, we define the norm

1/2
lelle = (lullf + lelg -+ lIpII)

and likewise for the other product spaces.
We make the associations of

trial functions: ¢ ={u, 0, p}ed, 0 ={0} €O, A={v.0.q} €A,
test functions: w={u,o,p}ed, v={0} €O, y={F.0o.rjcA,
. 0 ~ for Case I
. _ * _
data: g =1{8,0,0} € A%, ¢_{<ﬁ)’0’0}€® for Case II.

‘We next define the bilinear forms

(@, w) for Casel

@ forCasenl "P=lw@pled pu={E06pjed,

a1(<p,u)={
@wO,v)=580,0) VO=1{0cO®, v=1{0lecO,

bl(govw):(w’vxv)_(p’vV)+(qu_wva:)_(vus;‘)
Vo={uw, pled, ={V0o,7 A,

b8, %) =(0,V) Vo={0e®, v ={V,0,7}€A.
For g € H™! (), we also define the linear functional
(g ¥)asa = (& VIn1@.Hi@ Vy ={V,5,7 € A.

The operators associated with the bilinear forms are then

0 0 O I 0 O
Al = 0 7 O for Case I, Al = 0 0 O for Case II,
0 0 O 0 0 O
4.51)
0 Vx V I
A2 = 81, 31 = V x —1 0 , and Bz = 0
-V 0 0 0

Note that Bf = Bj.

It is now easily seen that the functionals J; (-, -) and J>(-, -; -) defined in (4.48) and
(4.49), respectively, can be written in the form (4.2). Likewise, the Stokes system (4.47) can
be written in the form (4.4). Thus, the two optimization problems for the Stokes system can
both be written in the form (4.6), with J (-, -) being either 7, (-, -) or J>(-, -) as appropriate.
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Additional Notation Relevant to Example Problems

In Sections 4.3 and 4.4, additional bilinear forms, linear functionals, operators, and functions
are introduced. In the context of the optimization problems considered in this section, the
bilinear forms (4.17), (4.18), (4.27), (4.11), and (4.34) are, respectively, given by

bi({u. o, p}. W, . p}) = (v X0+Vp, Vx&+ vﬁ)_l
+(Vxu-—0, Vxi-a)+(v-u, Vi)
— (v X@+Vp, (A (V x &+ vﬁ))
+H(Vxu—0, Vxi-a)+ (v u, Vi),
ba(16. (0.5 7)) = (8, Vx &+ v;.ﬁ)_1 = (0. )V x5+ Vp)),
c(16), (0)) = (0.8)_, = (5, (—A)—lo),
d({u, ®, p}, {§,®, §}) = @, W)_; + (@, ®) + (p, P)
= ((-A), u) + (@, ®) + (p. P).
d(fu, @, p), (1,3, p}) = d({u, ®, p}, (@, &, p}).
We also have the linear functionals
(81, (0.3, 7))y o = (g, V x &+ Vi’)fl

_ (v x (—A)g, 5) - (v S(—A)'g, 17)

= (g, (—A) UV x &+ v;i))

@ O)o o= (9)_, = (2. ~2)719) = (-2)"'2.9)

and the operators and functions

VxVx—-VV. —Vx 0
B, = _Vx [+Vx(—A)"'Vx Vx(=A)~v |,
0 —V.-(=A)"'Vx  —V.(=A)lV
0
N ~ —~A 0 0
B=| Vx(=A |, D=D= 0o I 0|,
0 0 I
—V (A
0
Zi=| vxing |, and L=(-A0)""¢g
—V-(-A)'g
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With these definitions, all of the methods discussed in the preceding sections can be defined
for the optimization problems considered in this section.

Verification of Hypotheses

In [8], the following results are proved.

Proposition 4.10. Let the spaces ®, 6, ®, and A and the bilinear forms a, (-, -), ax (-, -),
bi(-, ), and by (-, -) be defined as above. Then, the assumptions (4.3) and (4.5) are satisfied
withCl =1, CQZ(S, KQZ(S, Cl =3, ) = 1, and

. I~
k, =m1n{1,C1}/ (2 max{a—,C2}>.
1

We also easily have the following result.

Proposition4.11. Let the spaces ® and A and the bilinear forms d(-, -) and d (-, -) be defined
as above. Then, (4.13) and (4.34) are satisfied withcy = ¢; = landky = kg = % min{l, o},
where o denotes the smallest eigenvalue of —A with respect to Q with zero Dirichlet
boundary conditions along T'.

Having verified the assumptions (4.3), (4.5), (4.13), and (4.34) in the context of the two
optimization problems for the Stokes system, we have that all the results of Sections 4.2-4.4
will apply to those systems.

4.5.2 Least-Squares Formulation of the Constraint Equations

Using the associations of spaces and variables defined in Section 4.5.1 as well as the operators
defined there, it is easy to see that the least-squares functional (4.14) is given by, for the
example problems we are considering,

K({w, ®, p};0.8) =IVxo+Vp+0—gl?, + |V xu—o|f+I[V-ulj
=(Vxo+Vp+0—g (-A) ' (Vxe+Vp+0—g) (4.52)
+||V xu— wll% + ||V~u||(2).

The Euler-Lagrange equation corresponding to the minimization of the least-squares
functional (4.52) is given by (4.16), which now takes the following form: for given § €
L2(Q) and g € H (Q), find {u, », p} € H(')(Q) x L2(Q) x L%(Q) such that

bi(fu, . p}, (1.3, p}) = (&1 (0. ®. )y, , — b2({6. (1. 3. p})

VU, @ p) € H(Q) x LA(Q) x LA(Q).

(4.53)

We then have the following result; see [5, 6].
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Proposition 4.12. Let the spaces ®, 6 ®, and A and the bilinear forms a, (-, -), ax (-, -),
bi(-, ), and by (-, -) be defined as in Section 4.5.1. Let K(-, -, ; -, -) be defined by (4.52).
Then, we have the norm equivalence result

y(lul? + e} + 1pl3) < K@, o, p;0,0) < y(llull + wld + Ipl3)  (4.54)

for some constants yy, v, > 0. Moreover, the bilinear form 51({~, 5L e, o)) defined
in Section 4.5.1 is symmetric, continuous, and coercive and problem (4.53) has a unique
solution; that solution is the unique minimizer of the least-squares functional (4.52).

Proof. The results follow immediately from Corollary 4.4 and Propositions 4.3 and
4.10. O

To define least-squares finite element approximations of the constraint equations,
we first choose conforming finite element subspaces V" C H(l)(SZ), W' ¢ L*(Q), and
Sh ¢ L(Z)(Q). We then minimize the functional in (4.52) over the subspaces, or equivalently,
solve the following problem: for given # € L?(Q2) and g € H™'(Q), find {u", ", p"} €
V" x W" x §" such that

bi(fut, o, p"}, (W, 3", ")
= (&, . &", p"),. , — ba2(16. (0", &", p"}) (4.55)
V", &", p) e Vi x Wh x §".
We then have the following result.

Proposition 4.13. Ler V' C H\(Q), W" C LZ(Q) and S" C L3(S2). Then, the discrete
problem (4.55) has a unique solutlon (u", »", p"} € V' x Wh x 8" Let {u,w, p} €
H&(Q) x L2(Q) x L2 0(82) denote the unique solunon of (4.53). Then,

lu ="l + llo — @"llo + | p — p"llo

» ] (4.56)
< c(inf u =0+ inf o~ @"lo-+ inf, Ip—5"lo).

EW”

Proof. The results follow in a straightforward manner from Proposition 4.12. 0O

4.5.3 Discrete Systems for the Stokes Control Problem

One can also, in a straightforward manner, use the notation introduced in Section 4.5.1 to
define the concrete discrete systems that correspond to the methods introduced in Section 4.4.
Here, we consider, in the context of the Stokes equations, the discrete system defined by
(4.41).

Let {uj}jj.‘zl, {wj}jJ?:l, {p]}jj3 1» and {0k},f |» respectively, denote basis sets for the
finite element spaces V" c H)(Q), W' ¢ L2(Q), S" c L3(Q), and ©®" c L*(), where
®” is the finite element space introduced to approximate the control #. Then, using the
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definitions given in Section 4.5.1 for the associated bilinear forms and linear functionals,
the matrices and vectors appearing in (4.41) are given by

Aip 0 0 By B 0 0
A = 0 Apn 0], B, = @IT,IZ @1,22 IE1,23 , B, = @2.21 )
0 0 0 0 IE%{B Bi 3 B3
HN)),U 00 El 0
D= I o], f=| 0o |. and gi=1 2. |,
0 0 I 0 g3
where
(A1,11)-J- _ { 0 (Case I) o
i (u;, w) (Case II) fori,j=1,...,J,
(AI,ZZ)U = { (()wj’ a),-) (%;:elﬁ) fori,j=1,...,.J,

(A2),, = 5(60. 0,)

Bru),; = (Vxu;, Vxw)+(V-u;, Vo)
=—(0j, Vxu)

(Br2),; = (Vxo;, Vxo)_ + (0, o)
(EI,B)U = (Vp;, V x o)
Bin), = (Vos. Vo)
(Ba21) = (6. V x )

(Ban), = (00 Vp)

(]D)’ll)[j = (Vuj’ Vu,-)

=1 o u)

(812); = (8. Vx @),

(Case )
(Case 1)

(813), = (8. Vpi)_,

fork,£=1,...,K,

fori, j=1,...,J,

fori=1,....J1,j=1,..., /s,
fori,j=1,...,J,
fori=1,...,h,j=1,...,J3,
fori,j=1,..., /s,
forj=1,...,h,k=1,...,K,
forj=1,...,/5,k=1,...,K,

fori,j=1,...,Jp,

fori =1,...,J,
fori=1,..., /s,
fori=1,..., Js.

In this way, the matrix system (4.41) is completely defined.
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Theorem 4.8 implies that if one uses continuous finite element spaces of degree r for
all variables and if one chooses € = A", then

lu — [y + llo — @0+ lp — plllo + 10 — 6"l = O ")

provided that the solution of the optimization problems we are considering in this section
are sufficiently smooth. One could use finite element spaces of one degree lower for the
approximations of the vorticity w, the pressure p, and the control @ than that used for
the velocity u and still obtain the same error estimate. However, one of the strengths of
using least-squares finite element methods is that one can use any conforming finite element
spaces and, in particular, one can use the same degree finite element spaces for all variables;
we see that the methods introduced here inherit this strength, since they do not require the
satisfaction of the discrete stability conditions in (4.26).

4.5.4 Some Practical Issues Arising in Implementations

One difficulty that arises in the implementation discussed in Section 4.5.3 is caused by
the appearance of the H~!'(2)-norm in the least-squares functional (4.52). For example,
this leads to the appearance of the H~!(£2) inner product in the definition of the matrices
and vectors that form the discrete system; see Section 4.5.3. The equivalence relation
(.1 = (-, (=A)~") is not of much help, since, in general, one cannot exactly invert
the Laplace operator, even in the case of zero Dirichlet boundary conditions. Fortunately,
there are several approaches available for ameliorating this difficulty; these are discussed
in [8]; see also [3, 11, 12]. All the approaches discussed in [8] can be applied to the methods
introduced in this chapter, with similar comparative effectiveness; thus, here, we do not
consider this issue any further.

A second issue that needs to be discussed is the conditioning of the discrete systems.
Actually, there are two issues here, i.e., the conditioning with respect to either 27 as h — 0
or with respect to € as € — 0. First, let us discuss the 4 — 0 issue. Least-squares finite
element methods typically result in a “squaring” of operators, e.g., the normal equations in
the linear alggbra context. This is clearly indicated in (4.22) and (4.23) where one sees that
the operator B, that results from applying the least-squares principle (4.15) to the constraint
equations involves the product of the operators By and By . It is well known that “squaring”
operators can result in the squaring of the condition number of the corresponding matrices
one obtains after discretization. This is the principal reason for using first-order formulations
of the constraint equations, as was done for the Stokes equations in Section 4.5.1. The idea
here is that after “squaring” first-order operators, one obtains a second-order operator so
that the #-condition number of the resulting squared system is hopefully similar to that for
Galerkin formulations of second-order equations. However, penalty formulations of optimal
control problems can result in a second “squaring” of operators. For example, look at (4.37);
we see there operators such as Bf D! B; D~' Bf D~! B; which involves four copies of the
operator B;. However, that is not the whole story; that operator also involves two copies
of the operator D~! and also the operator D~!. Given the nature of all these operators, it
is not at all clear that the h-condition number of the discrete systems of Sections 4.4 and
4.5.3 are similar to those that result from a naive double “squaring” of first-order operators;
indeed, norm equivalence relations such as (4.21) and (4.54) can sometimes be used to
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show that /-condition numbers for least-squares-based methods are no worse than those for
Galerkin-based methods.

The situation regarding the conditioning of the discrete systems as € — 0 is prob-
lematic for all penalty methods, even for those for which locking does not occur. Note that
to obtain a result such as (4.44), one chooses € = h*; with such a choice, € is likely to be
small. This situation can be greatly ameliorated by introducing an iterated penalty method;
see, e.g., [14] and also [13, 16, 17]. To this end, let {@,, 0., ji.} denote the solution of (4.40)

> - =20 = > >
and set ¢(0) = ¢, 0( ) =0, and u(o) = ft.. Then, for n > 1, we solve the sequence of
problems

Ay 0 B ¢ 0
0 A, B " | = 0 . (4.57)
B B b )\ gw Do
Then, for any N > 0, we let
N N N
Gen=38". By=>06" ad F=) A" (4.58)
n=0 n=0 n=0

and we let gof. N € oh, Q:f N € ®", and /,L/; N € ®" be the finite element functions corre-
sponding to the coefficients collected in the respective vectors in (4.58). Then, instead of
the estimate (4.43), one obtains the estimate (see, e.g., [14] and also [13, 16])

lo — @l yllo+ 160 =0 yllo+ Il — plyllo < CEeN +h* + hP)
so that if 8 > « and one chooses € = h%/¥+!, one obtains the optimal error estimate
lg — @l yllo + 160 =62yl + Il — ul ylo < CeNt' = Ch®

instead of (4.44). These estimates tell us that we make the error due to penalization as small
as we want in two ways: we can choose either € sufficiently small or N sufficiently large.
Making the former choice, e.g., choosing N = 0 and € = h®, can lead to conditioning
problems for the discrete systems, since € < 1. Making the latter choice allows us to obtain
the same effect but with a much larger value for €.

Note that i may be eliminated from (4.57) to yield a reduced system with fewer

. . . - = (n) .
unknowns. Thus, the iteration to compute the pairs {(p("), 0" }forn = 0,1,..., using

> > -0 - > 2
reduced systems proceeds as follows. Let (p(o) = ¢, and 0( ' 0., where ¢, and 0. denote
the solution of (4.41), and then set

- ~ o ~ =(0) >
89 =B, +B,0  —g,.
Then, forn =1, 2, ..., solve the systems

I~ ~ |~ - Il ~ (~ =@ 1~ ~ N
(Al + _BI]D)_IIB1> (P(n) + —Blm_lﬂgzo( ) = —BlD_lg(n_l),
€ € €

1"’ =~ g - 1"" ~ ~ =(n 1~ ~ N
<A2 + -B§D—1B2> " + —B2T]D)‘IIB%10( ' -BID- gD,
€ € €
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In order to define the next iterate, we set

é(n) — g(nfl) + @1(}(") + @zé(n).

4.6 Conclusions

In this chapter, a new least-squares method for optimization and control problems was for-
mulated and analyzed. Instead of the more direct approach of penalizing the cost functional
by least-squares terms, they are used to reformulate the constraint. This leads to a bilevel
minimization problem with a number of attractive computational properties.

Most notably, the new method preserves the desirable features of least-squares meth-
ods such as being able to use discretization spaces for the state variables that are not subject
to inf-sup stability conditions. The optimality system of the bilevel optimization problem
can be solved by penalty methods without locking; this opens up possibilities for the design
of more efficient solution methods for optimization and control problems constrained by
PDEs.
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Chapter 5

Space-Time Multigrid
Methods for Solving
Unsteady Optimal Control
Problems

Alfio Borzi*

5.1 Introduction

In this chapter, recent developments [3, 4, 5, 6, 7, 9] on multigrid methods for time-dependent
optimal control problems [18, 19, 21] and further results towards real-time optimal control of
reaction-diffusion systems are presented. Real-time control means that the algorithm must
guarantee a control response to an external event within a given time. To reach this objec-
tive, it seems mandatory to ask for optimal control algorithms with optimal computational
complexity, such as the multigrid methods discussed here.

Control of reaction-diffusion systems has many applications in biology [5, 13], chem-
istry [6, 17], and physiology [1, 22]. To solve the related optimal control problems, the
solution of the corresponding optimality systems which are governed by reaction-diffusion
equations with opposite time orientation is considered. Of particular importance in applica-
tions and for benchmark purposes are singular optimal control problems [19] characterized
by state equations with possible blowup at finite time. Especially in these cases, the coupling
between state variables and controls must be realized in a robust way in order to guarantee
convergence of the algorithms. Robust coupling is also necessary for designing algorithms
that permit efficient solution to optimization problems with a computational performance
that is independent of the value of the optimization parameters. The results presented in this
chapter and in the references mentioned above show that the space-time multigrid methods
considered here do meet these requirements. These objectives are achieved by using ap-
propriate smoothing techniques and by solving optimality systems for distributed control

*Institut fiir Mathematik und Wissenschaftliches Rechnen, Karl-Franzens-Universitit Graz, Heinrichstr. 36,
A-8010 Graz, Austria.
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or boundary control in one shot in the whole space-time cylinder.

Our approach represents an extension of space-time multigrid schemes for parabolic
problems [12, 14, 24] to the case of reaction-diffusion systems with opposite time orien-
tation. For this particular structure, two different smoothing schemes in combination with
semicoarsening in space are considered. Other coarsening strategies are possible; see [3, 4].
In the case of tracking along trajectories a pointwise relaxation is presented which can be
successfully applied [3, 7, 9] to solve singular parabolic optimal control problems. In the
case of terminal observation, block relaxation is the most robust choice. Block smoothing
is also advantageous in the case of reaction-diffusion problems with very small diffusion as
it occurs in the chemical turbulence modeling; see [5, 6] and the references given there.

The resulting multigrid schemes show fast mesh independent convergence and ro-
bustness with respect to the weights of the cost functional. These features are confirmed by
results of local Fourier analysis presented here and in a different form in [4, 5].

A disadvantage of any space-time approach is the requirement of storing the dependent
variables for all time steps. This is certainly a limitation that arises when open-loop optimal
control problems on a large time interval are considered. However, in the limiting case of
very long time intervals, we overcome this difficulty by combining space-time multigrid
schemes with receding horizon techniques [2, 15].

In the following section, reaction-diffusion optimal control problems and their ap-
proximation by finite differences and backward Euler schemes are introduced. To solve the
resulting discrete optimality systems, space-time multigrid schemes formulated in the full
approximation storage (FAS) framework [10] are defined in Section 5.3. This section is
mostly dedicated to the derivation of two space-time smoothers and is completed with the
formulation of a multigrid receding horizon algorithm. The smoothing property of the two
iterative schemes is analyzed in Section 5.4 by means of local Fourier analysis. Section
5.5 is dedicated to numerical experiments for validating the numerical performance of the
space-time multigrid algorithms. Typical multigrid convergence rates and robustness with
respect to a large choice of optimization parameters are obtained. In the last section, the
optimal control of cardiac arrhythmia is proposed. Also in this case, results of experiments
suggest that the multigrid receding horizon method is a promising approach towards the
development of real-time optimal control schemes.

5.2 Reaction-Diffusion Optimal Control Problems and
Their Approximation
Depending on the application, reaction-diffusion processes can be controlled through source

terms or through boundary terms. In the case of distributed control through source terms,
the following optimal control problem is formulated:

min J(y, u),
uel?(Q)
-0, y+G(y)+0cAy = u inQ, (5.1)
y = Yy mnQx{r=0}
y = 0 onX,

where Q = 2 x (0,T) and ¥ = 9 x (0, T). To be specific we take yy € H(}(Q). In
(5.1), the nonlinear term G (y) models the reaction kinetics for the state y and u represents
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the control function. o > 0 is the diffusion coefficient.
Alternatively, we consider the following optimal Neumann boundary control problem:

min J(y, u),
uel?(X)
—-y+G(y)+oAy = 0 inQ, (5.2)
y = yo inQx{t=0},
=y on X.

on

Control may be required to track a desired trajectory given by y,(x,t) € L?(Q) or
to reach a desired terminal state yr(x) € L?(S2). For this purpose, the following cost
functional is considered:

o B v
IO w = Zy = vallizg) + FIYC T = yrllia + 51l (5.3)

where X = Q or X = X corresponds to distributed control or boundary control, respectively.
Here v > 0 is the weight of the cost of the control and « > 0, 8 > 0 are optimization
parameters. For example, the case « = 1, 8 = 0 corresponds to tracking without terminal
observation.

Existence of solutions to the optimal control problems (5.1) and (5.2) can be
established under suitable conditions for various forms of the nonlinearity; see, e.g.,
[7, 11, 16, 19, 21].

The solution to (5.1) is characterized by the following first-order optimality system:

—0y+GQy)+oAy=u in Q,
ap+G()p+oAp+a(y—y) =0 in Q, (5.4)

vu—p=0 in Q,

y=0,p=0 on X.

In the case of boundary control (5.2), the optimal solution satisfies the following:

-0, y+GQy)+oAy =0 in Q,

Wp+G(Mp+olAp+aly—y)=0 in Q, (5.5)
vu—p=0 on X,
9 a
——y=u, ——p:O on X.
on an

In both cases we have the initial condition y(x, 0) = yo(x) for the state variable (evolving
forward in time). The terminal condition for the adjoint variable (evolving backward in
time) is given by

px,T)=B0x,T)— yrx)). (5.6)

5.2.1 Finite Difference Discretization

Consider the optimality systems (5.4) and (5.5) discretized by finite differences and the
backward Euler scheme. Assume €2 is a square and €2, is a uniform space mesh where 4 is
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the mesh size. €2, defines the set of interior mesh points, (x;, y;) = (@ — DA, (j — Dh),
2 < i, j < Nx. On this mesh — A denotes the negative Laplacian and is approximated by
the common five-point stencil. For grid functions v, and w;, defined on €2;, we have the
discrete L?(2) scalar product

2
W Wi 2,y = h° Y va(®) wi(X),
XEQ/,

1/2

12 Let 6t = T /N, be the time stepsize. Define
7 (S21)

with associated norm |v,|o = (vp, vy)
Onst ={(X, ty) 1 X € Qy, t,, =(m—1)5t, 1 <m <N, +1}.

On this grid, y;' and p}' denote grid functions at time level m. The action of the time
difference operator on these functions is as follows:
m—1 m+1l _ m

=y _ P p
afy,’l":—h 8th and 9, p)' = h 5 h

respectively; see [4] for details. For grid functions defined on Q; 5, we use the discrete

L2(Q) scalar product with norm ||vy 5/|l0 = (vp.s15 vh’a,);‘/}i Onan)’ Laterweuse y = (St/hz.

For simplicity, we assume sufficient regularity of the data, y,;, yr, such that these
functions are properly approximated by their values at grid points. With this setting, the
following discretization of (5.4) is obtained:

=3 i+ GO + o Anyy = uy,
3 Py + G Py +olwpy +a(y — i) =0, (5.7)

vuj' — pp' = 0.

The discretization of (5.5) is similar, requiring us, in addition, to specify the approx-
imation of the Neumann boundary conditions. This is done by considering the optimality
system on the boundary and discretizing the boundary derivative using second-order cen-
tered finite differences to eliminate the (ghost) variables outside of the domain.

While we do not discuss accuracy of solutions in this chapter, we refer the reader
to [20] regarding accuracy estimates for (5.4) and (5.5) in a finite element context. For
the present finite difference setting see [4] and the discussion in [8]. Thus, under suitable
conditions the following estimates are obtained:

llye — yllo < ch?,  |lpn — pllo < ch?,  and [|uy — ullp < ch?,

assuming there exist positive constants ¢; < ¢ such that c1h? < 8t < .

5.3 The FAS Multigrid Framework

The space-time multigrid algorithms discussed here are formulated based on the FAS multi-
grid framework [10]. The advantage of the FAS structure is its general applicability, since
the full nonlinear problem and the corresponding solution are represented on all grids. The
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latter is essential also for linear problems where constraints on the control are present;
see [3, 4].

To illustrate the FAS approach, consider L grid levels indexedby k = 1, ..., L, where
k = L refers to the finest grid. The mesh of level k is denoted by Qx = Oy, s, Where
hy = hy/2¥" and 8¢, = §t, and thus we have semicoarsening in space. Any operator and
variable defined on Qy is indexed by k.

The optimality system at level k with given initial, terminal, and boundary conditions
is represented by the following nonlinear equation:

Ar(wp) = fro  wr = Yk, Ug, Pi)- (5.8)

In general, an initial approximation to the solution of this problem will differ from
the exact solution because of errors involving high-frequency as well as low-frequency
components. In order to solve for all frequency components of the error, the multigrid
strategy combines two complementary schemes. The high-frequency components of the
error are reduced by a smoothing iteration, denoted by S; and defined in the following
subsection, while the low-frequency error components are effectively reduced by a coarse-
grid correction method as defined below.

The action of one FAS-cycle applied to (5.8) can be expressed in terms of a (nonlinear)
multigrid iteration operator By. Starting with an initial approximation w,io) the result of one

FAS-V (v1, vp)-cycle is then denoted by w; = Bk(w,io)) fr.
Algorithm 5.1 (Multigrid FAS-V (v, v5)-Cycle).

Set Bl(wﬁo)) ~ Afl (e.g., iterating with S| starting with wfo)). Fork =2, ..., L define By,
in terms of Bj_; as follows.

1. Set the starting approximation w,EO).

2. Presmoothing. Define w,(f) forl=1,...,v,by

w,(f) = Sk(w,(f_”, Ji).
3. Coarse-grid correction. Set w" ™" = w4+ I*  (wi_y — ¥ 'w™), where
w1 = B (IF'w™) [I;f_l(fk - Ak(WJEVI))) + A (B w™ ] .
4. Postsmoothing. Define w,(f) forl=vi+2,...,vi+v,+1,by
w = Sk(w,(f_”, Ji).

5. Set By(wy”) fi = w" Y,

In our implementation, we choose /, ,f‘*l to be the full-weighted restriction operator [23]
in space with no averaging in the time direction. The mirrored version of this operator applies
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also to the boundary points. The prolongation / ,f_l is defined by bilinear interpolation in
space. These two operators are given in stencil form by

L2 (21
'=—12 4 2 and If ,=-|2 4 2 (5.9)
1611 24 Y12

Typically, in order to transfer as much information as possible to the coarse grid, full-
weighting is chosen to restrict residual. On the other hand, one chooses I ,i‘ ~! to be straight
injection consistently with the requirement that, at convergence, solutions on different levels
be equal, wy_; — f,f*l w/ﬁw) = 0. Therefore a zero coarse-grid correction results; see step 3
of Algorithm 5.1.

No interpolation in time is needed. Indeed, other choices of prolongation and restric-
tion operators are possible; see [14].

5.3.1 Space-Time Smoothing Schemes

The key component in the development of multigrid solvers for optimal control problems is
the design of robust collective smoothing schemes. In this section, we present two smoothing
iterations and discuss their computational performance. The smoothing schemes discussed
in this section are appropriate for a sequential computing environment. However, some
comments are provided on possible extension to parallel computation.

For the formulation of these schemes, let us write (5.7) in expanded form. In case no
constraints on the distributed control are present, we can eliminate the control variable by
means of the optimality condition vu}' — p;" = 0. We have

- [] +40']/] Yijm —i—O')/ [yi+1jm + Yi—1jm + Yij+im + yijflm] + Yijm—1
ot
+8t G(ijm) — —pijm =0, 2=m =N +1, (5.10)
v

—[1+4oy]pijm+ oy [pisijm+ Pictjm + Pijsim + Pij—im]| + Pijm+1
+8t G' (Vi jm) Pijm + 8t (Vijm — Yaijm) =0, 1<m <N, (5.11)

In case of terminal observation, at t,, = T we have (5.6) in place of (5.11).

First, we define a pointwise smoothing scheme. Consider a collective Gauss—Seidel (—
Newton) step which is applied at each space-time grid point to update w; j,» = (i jm, Pi jm)-
For this purpose consider (5.10) and (5.11) for the two variables y; ;,, and p; ;, at the grid
point i j m. We can refer to the left-hand sides of (5.10) and (5.11) as the negative of the
residuals ry (w; j,,) and 7, (w; j ), respectively. A step of a collective smoothing iteration
at this point consists of a local (Newton) update given by

y M oy © —(1+4oy)+6tG’ —8t/v © -1 ry
( p )i_im N ( p >ijm+[ St(@+G" p) —(I+4oy) +61G' :Iijm ( Tp >ijm’
(5.12)
where 7, and r, denote the residuals at i j m prior to the update. While a sweep of this

smoothing iteration can be performed in any ordering of i, j, the problem of how to proceed
along the time direction arises.
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To solve this problem two choices are possible. On the one hand, we could apply
(5.12) in an iterative damped Jacobi fashion, requiring additional storage for the update
procedure. This approach may be convenient in a parallel computing environment. On
the other hand, in a sequential computing setting, a Gauss—Seidel-type update is the most
efficient choice provided that the opposite time orientation of the state equation and of the
adjoint equation is taken into account. For this purpose, to update the state variable we
use the first vector component of (5.12) marching in the forward direction and the adjoint
variable p is being updated using the second component of (5.12) marching backwards in
time. In this way a robust iteration is obtained given by the following algorithm [3, 4, 7].

Algorithm 5.2 (Time-Splitted Collective Gauss—Seidel Iteration (TS-CGS)).

1. Set the starting approximation.
2. Form=2,...,N;do

3. For ij in, e.g., lexicographic order do

y(l) _ y(()) [-(1 +4oy) +6tG'] ry(w) + %t rp(w) |(())

YT (4 doy) 4+ 681G + (a4 G p)

PO 0 [—(14+4oy) 4+ 8:tG'lr,(w) — §t(a + G"p) ry(w) o
ijN—m+ ijN—m+ [_(1 + 40‘)/) + (SIG/]Z + %(Ol + G//p) i jNi—m+

ijm?

4. end.

The TS-CGS scheme applies with few modifications to the case of boundary control
as follows. For i, j € €, the term §¢ p/v in (5.10) is no longer present. On the boundary
a similar term appears given by (20/h) §t p/v. To illustrate this fact consider (5.7) on a
grid point 7, j of the left-hand vertical side of Q. At this point, we use the approximation
—0y/0n ~ (yi+1; — Yi—1,)/2h and obtain

—[V+40y]yijm+0oy [2Yic1jm+ Yijrim + Yij-im] + Vi jm-i

20\ 6t
+3t G(yijm) — o —pijm=0, 2<m=<N;+1,
v

—[1+40y]pijm+ 0y [2Pis1jm+ Pijsim + Pij—im]| + Pijmsr
+8t G' (Vi jm) Pijm + 8t (Yijm — Yaijm) =0, 1<m <N,.

Therefore to formulate the TS-CGS step on the boundary, the term —‘1—’ in the Jacobian

in ((21)25) is replaced by — (27") ‘%’ Notice that at corners we have — (47") % instead of
o 1

“\w)

Later in this chapter, results of local Fourier analysis show that the TS-CGS scheme has
good smoothing properties, independently of the value of v. This is also confirmed by results
of numerical experiments. In the regime of small o (or y), however, the TS-CGS iteration
cannot provide robust smoothing as we expect from our experience of multigrid methods
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for anisotropic problems. It is well known [23] that in order for an iteration scheme to be
effective for smoothing, relaxation must be performed in the direction of strong coupling of
the stencil of the operator. Now, in case o is small the coupling in the space direction is weak,
and therefore pointwise relaxation in space is not effective in reducing the high-frequency
components of the error, as required. To overcome this problem, block relaxation of the
variables that are strongly connected should be performed. In our case this means solving
for the pairs of state and adjoint variables along the time direction for each space coordinate.
This type of smoothing belongs to the class of block Gauss—Seidel relaxation [23].

To describe this Gauss—Seidel procedure, consider the discrete optimality system
(5.7) at any i, j and for all time steps. For simplicity, we use the optimality condition
to eliminate the control variable. Thus for each spatial grid point i, j a block-tridiagonal
system is obtained, where each block is a 2 x 2 matrix corresponding to the pair (y, p).
This block-tridiagonal system has the following form:

A, Cp
B; A; Cj
By Ay Cy4

(5.13)
Cy,
Bn,41 AN+
Centered at 7,,, the entries B,,, A,,, C,, refer to the variables (y, p) at t,,_1, t,,, and t,, 11,

respectively. The block A,,, m =2, ..., N, is given by

—(1 +4oy) + 8tG’ &

Ap = , (5.14)
8t(a + G p) —(1 +4oy) +8tG’

where all functions within the brackets [ ] are evaluated at ¢,,. Correspondingly, the B,, and
C,, blocks are given by

1 0 00
Bm=|:0 0:| and Cm=|:0 l]' (5.15)

Clearly, for each time step, the variables neighboring the point ij are taken as constant and
contribute to the right-hand side of the system.

It remains to discuss the block Ay 4 for 8 # 0. Att, = T, we have the terminal
condition (5.6) which we rewrite as

By —=yr) —py =0, m=N+1.

Thus, the block Ay, +; is given by

—(1 +4doy) +8tG" %
Ayl = ( V) v (5.16)
B —1
For each i, j we have to solve a tridiagonal system Mw = r, where w =
2, Phy s y;lv’H, p{lv’H) and r = (ry(w?), rp(w?), ..., ry" ), r,(w"*). In par-

ticular we have r, (w™+') = pV ' — g (y ™ — yM*1). Block-tridiagonal systems can be
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solved efficiently with O(N,) effort. A block-tridiagonal solver is givenin [5]. Summarizing
our collective 7-line relaxation is given by the following algorithm [5, 6].

Algorithm 5.3 (Time-Line Collective Gauss—Seidel Iteration (TL-CGS)).

1. Set the starting approximation.

2. Forij in, e.g., lexicographic order do

M ) .
( y ) =< y ) +M_1 ( ) > ;
P Jij P Jij " Jij

3. end.

Also in this case r, and 7, denote the residuals at 7, j and for all m prior to the update.
Since the solution in time is exact, no time splitting is required. Notice that it is possible
to formulate parallel TL-CGS schemes applying parallel algorithms for block tridiagonal
systems.

5.3.2 Receding Horizon Approach

Results of numerical experiments and Fourier analysis estimates demonstrate the ability of
the multigrid schemes presented here to solve tracking and terminal observation optimal
control problems. This fact suggests combining these multigrid schemes with receding
horizon techniques [2, 15] to develop an efficient optimal control algorithm for tracking a
desired trajectory over very long time intervals. In the following, we sketch the implemen-
tation of the multigrid receding horizon scheme. For validation see the section on numerical
experiments.

Consider the optimal control problem of tracking y,; for ¢+ > 0. Define time windows
of size At. In each time window, an optimal control problem with tracking (¢« = 1) and
terminal observation (8 = 1) is solved. The resulting optimal state at n At defines the initial
condition for the next optimal control problem defined in (nAt, (n + 1)At) with desired
terminal state given by yr(x) = ys(X, (n 4+ 1) At). The following algorithm results.

Algorithm 5.4 (Multigrid Receding Horizon Scheme (MG-RH)).
1. Set y(x,0) = yo(x) and n = 0.
2. Set yr(x) = ya(x, (n + 1)Ar).
3. MG Solve (5.4) or (5.5) and (5.6) in (nAt, (n + 1) Ar).

4. Update n :=n + 1, set yp(x) = y(x, nAtr) and goto 2.
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5.4 Fourier Smoothing Analysis

In this section, we perform local Fourier analysis [10, 14, 23] of the iterative schemes pre-
sented above. The resulting estimates are in agreement with the observed computational
behavior of the multigrid algorithms discussed in this chapter, even when strong nonlinear-
ities are present.

For the analysis that follows, we consider linear problems, infinite grids, and one space
dimension. On the fine grid, consider the Fourier components ¢(j, 0) = etJ '0, where i is
the imaginary unit, j = (j,, j;) € Z X Z,0 = (6,,6,) € [—m, )2, and j -0 = j, 6, + j,6;.

In a semicoarsening setting, the frequency domain is spanned by the following two
sets of frequencies:

¢ low-frequency component <= 0, € [—% %) 0, € [—7, ),
¢ high-frequency component <— 6, € [—m, ) \[—%, %) , 0, el—mm).

Letw(j) = (3(j). p(J) =9 Wo ¢(j, 0) denote the errors on the space-time grid
and Wo = (170 130) be the corresponding Fourier coefficients. The action of one smoothing

step on w can be expressed by W“) 5(0) W(O) where $(8) is the Fourier symbol [23] of
the smoothing operator.

One way to measure the ability of the smoothing scheme to reduce the high-frequency
components of the error is given by the following definition of the smoothing factor. We
have

= sup { |K(3‘(0))| : 0 high frequency },

where k denotes the spectral radius. Determining p and assuming an ideal coarse-grid
correction, which annihilates the low-frequency error components and leaves the high-
frequency error components unchanged, one obtains the estimate p =~ "1+"2 of the multigrid
convergence factor. An improved estimate can be obtained by the two-grid Fourier analysis
presented in [4].

Notice that by local Fourier analysis the problem of computing the smoothing factor
is reduced to that of determining the spectral radius of $(6), a2 x 2 matrix. This task may
be performed using any symbolic package (we use Mathematica).

Now consider applying the TS-CGS step for solving a distributed control problem
with tracking. Substituting w into (5.10)—(5.11) we obtain

. 5 (1
—(1420y)+oye i e {é)
adt —(1+20y)+oye® Pél)

. _(e—iO, +O')/€i9") 0 Y“vé())
- 0 _(eiﬁ, +O‘)/ei9-‘) [‘“,éO) .

8t

. —(1420y) +oye it . -
5O = ( adt -1 +20y)v+ oye it ) .17

—(e7% + oyei®) 0
x i6 if .
0 —("" +oye™)

Hence
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In Figure 5.1 (left) we depict the smoothing factor of the TS-CGS scheme as a function
of v and y. It appears that p is independent of the value of the weight v and of the
discretization parameter y, as long as y is sufficiently large. For y — 0 or, equivalently,
o — 0 and moderate values of v, worsening of the smoothing factor can be observed.
Similar results are obtained with different choices of the time-step size and in case o« = 0,

B #0.
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Figure 5.1. Smoothing factors of TS-CGS (left) and TL-CGS (right) schemes as
functions of vand y; §t = 1/64, « = 1, and o = 1.

Next consider the case of TL-CGS relaxation. The Fourier symbol of the smoothing
operator is given by the following 2 x 2 matrix:

S(0) = —(A+ Be % 4 Ce'% 4+ [ e %) (I &%),

00
:|, ande_|:O 1 ],
and [ = oy I, I isthe 2 x 2 identity matrix.
In Figure 5.1 (right), the smoothing factor of the TL-CGS scheme as a function of v
and y is shown. Notice that the smoothing factor of this scheme is independent of v and y.
For o = 0 no spatial coupling is present and the TL-CGS scheme becomes an exact solver;
i.e., u = O results.

where

O ==
o o

Sta -1 +l)20y)

5.5 Numerical Experiments

In this section, a numerical investigation of the computational performance of TS-CGS
and TL-CGS based space-time multigrid schemes is presented. The results reported here
demonstrate optimal computational complexity of the proposed algorithm. We show that
the convergence factors are independent of the discretization and optimization parameters,
and therefore the work is linear in the problem size. (The FORTRAN code of the multigrid
algorithm presented in this chapter is available at MGNet, http://www.mgnet.org/.)

We use two pre- and two postsmoothing steps (vi = v, = 2) and & = 1/4 is the
coarsest space mesh size. We take 2 = (0, 1) x (0, 1) and T = 1.
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Table 5.1. Results for tracking: « =1, 8 =0, and o = 1.

v =103 TS-CGS TL-CGS
Y p lly = yallo | CPUtime(s) | p [ly = vgllo | CPU time(s)
32 0.06 | 1.791072 0.6 0.06 | 1.7910~2 0.8
64 0.06 | 1.751072 5.7 0.06 | 1.791072 7.3
128 0.06 | 1.731072 53.8 0.06 | 1.731072 58.1
v=10"° TS-CGS TL-CGS
4 14 lly — yallo | CPU time(s) 0 lly — yallo | CPU time(s)
32 0.08 | 1.5110~* 0.8 0.08 | 1.5110~* 1.1
64 0.06 | 1.5910~* 6.4 0.06 | 1.5910~* 8.8
128 0.06 | 1.6110~* 53.5 0.06 | 1.6110~* 71.3

Table 5.2. Results for terminal observation with TL-CGS: « = 0 and B = 1.

v =107 v=10"°
oy P ly — yrlo | CPU time(s) P |y — yrlo | CPU time(s)
0.32 | 0.10 | 8.8010~* 1.1 0.10 | 8.8510~7 1.1
0.64 | 0.09 | 9.3110~* 8.9 0.09 | 9.4010~7 8.9
32 | 0.06 | 69710~ 0.8 0.06 | 7.281077 0.9
64 | 0.06 | 7.5610~* 7.4 0.06 | 7.941077 7.8

To describe the results of the experiments we report the multigrid convergence factor
p, defined as the asymptotic value of the ratio of the norm of the dynamic residuals given
by [|ryllo + |7 |lo/v resulting from two successive multigrid cycles. The stopping criterion
is [|ryllo + lrpllo/v < 1019, The tracking ability of the space-time multigrid algorithms
will be expressed in terms of the norms of the tracking error ||y — y4||o and of the terminal
observation error |y — yrlo.

Three different grids N, x N, x N, are considered: 32 x 32 x 32, 64 x 64 x 64,
and 128 x 128 x 128, which result in y = 32, y = 64, and y = 128, respectively. To
investigate the dependence of the convergence factor on o we report results with 0 = 1 and
with o = 0.01.

As nonlinearity we choose G(y) = e” which is used to model explosive combus-
tion phenomena; see [7, 9]. Depending on o the resulting uncontrolled reaction-diffusion
problem may have a stable solution or blowup at finite time. For example, with zero initial
condition and 0 < 0.1 we have blowup at ¢t < 1.

The desired target trajectory is given by

ya(x, 1) = (1 +1) (x; — x3) (x2 — x3) cos(4m 1).

This is an oscillating function whose amplitude increases linearly with time. We take
yr(X) = ya(x, T).

The results reported in Tables 5.1 and 5.2 in the case of distributed control illustrate
efficiency and robustness of the proposed multigrid solvers. In the case of tracking, results in
Table 5.1 demonstrate usual multigrid convergence speeds which appear to be independent
of the value of y and v. These results are in agreement with the discussion and results of
the previous section. Notice that the CPU times scale approximately as a factor of 23 = 8,
that is, linearly with the number of grid points.
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The choice of TL-CGS iteration results in a superior computational performance
when only terminal observation is considered. Results for this case are reported in Table 5.2.
Notice that because o = 0 the coupling between state and control variables is much weaker in
the space-time domain, resulting in a less efficient TS-CGS-based multigrid solver. Despite
this weaker coupling, the use of TL-CGS smoothing provides a multigrid algorithm that
performs equally well for tracking or terminal observation. In Table 5.2, typical multigrid
convergence factors are reported for the TL-CGS choice that show robustness with respect
to the values of y, v, and o.

Results reported in Tables 5.1 and 5.2 demonstrate the tracking ability of the optimal
control formulation. As the value of v decreases, smaller values of ||y — y4||o and of
|y — yrlo are obtained as desired. Further numerical experiments demonstrate that the
multigrid convergence behavior appears to be insensitive to the particular choice of the
desired tracking function, which may not be attainable.

A similar series of numerical experiments has been performed for the case of boundary
control. For o = 1, convergence factors that are approximately twice those of the distributed
control case are obtained, while the dependence of p on v and y remains qualitatively the
same. For o = 1072, no satisfactory control performance is obtained. This occurrence can
be expected, since in case of small diffusivity, control on the boundary can hardly influence
the behavior of the solution in the interior of the domain. For this reason boundary control
seems less effective to control chemical turbulence [6].

To validate the multigrid receding horizon approach, consider the problem of tracking
vq given above in (0, T') with T = 6 using 20 time windows of size Ar = 0.3. In each time
window the optimal control problem is solved by 4 FAS-V (2, 2)-cycles on a 64 x 64 x 16
grid. Results of tracking are depicted in Figure 5.2 for the choice v = 107% and 0 = 1.
Further numerical experiments show that the quality of the tracking remains equally good
even when choosing smaller At and correspondingly smaller N, (e.g., N, = 3). As shown
in Figure 5.2, a smooth optimal control is obtained. These results correspond to the choice
a = 1 and B = 1. Choosing 8 = 0, an optimal control is obtained which is zero at the
interfaces between time windows.

Notice that the purpose of the multigrid receding horizon approach is to determine a
(sub-) optimal control in the case of very long or open-end time intervals. For the present
case, T = 6, we can actually compare the receding horizon computation with the full
horizon results. For a meaningful comparison we require similar accuracy and therefore
a common time-step size. This means choosing N, = 16 in the former setting with 20
time windows and N, = 320 in the latter setting, respectively. With the receding horizon
computation we obtain ||y — yslo = 5.53 10~* and CPU time(s) = 41.6, while with the full
horizon calculation we have ||y — yqllo = 5.7210~* and CPU time(s) = 47.2. In fact, the
two solutions are barely distinguishable.

In Figure 5.3 results of the multigrid receding horizon scheme with boundary control
are depicted. For the setting @ = 1 and 8 = 0 the obtained multigrid convergence per-
formance is similar to that obtained in the case of distributed control, as reported in Table
5.1. For the setting « = 0 and B = 1 the proposed multigrid approach is not robust with
respect to the choice of 8 and eventually diverges for sufficiently small v. For convergence
a small value of 8 must be chosen. For 8 = 102 convergence factors p A 0.2 are obtained
independently of v.
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Figure 5.2. Receding horizon solution for distributed control. Left: Time evolution
of the state y (solid line) and the desired trajectory y, (circles). Right: The optimal control
uat (x1,x) =(0.5,0.5);,a=1and g = 1.
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Figure 5.3. Receding horizon solution for boundary control. Left: Time evolution
of the state y (solid line) and the desired trajectory y, (circles). Right: Evolution of the
control u at (x1, x) = (0.5,0.5); « = 1 and B = 0.01.

5.6 An Application in Physiology

We complete this chapter formulating a challenging optimal control problem related to car-
diac arrhythmia. Arrhythmia is any deviation from normal heart rhythm due to disturbances
of the normal sequence of impulse propagation through the heart. The resulting ventricular
fibrillation appears as electrical turbulence showing spatial and temporal organization. An
accurate model of cardiac cell tissue is the Aliev—Panfilov model [1, 22]. It is given by

d

== —kn(1 @) = D=y 40 Ay +u. (5.18)
0 2

22 |:€0+ 12 ][—yz—kyl(yl —b-1)], (5.19)
ot w2 + y1

where y; represents transmembrane potential and y, the membrane conductance. The
parameters in this model can be adjusted to reproduce the characteristics of the given cardiac
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Figure 5.4. Results of the Aliev—Panfilov model at t = 1000 (left) and time
evolution of the L*-norm of the controlled solution (right).

tissue. Following [22] we take k = 8,a = 0.1, b = 0.1, ¢ = 0.01, u; = 0.07, up, = 0.3,
and o = 2.5 - 107>, With this choice, the model evolves from an initial planar (half) wave
as described in [1] to a turbulent electrical pattern as shown in Figure 5.4.

Our purpose is to determine a control response in the form of an electrical field, which
can be realized by an implanted defibrillator, able to drive the system from a turbulent pattern
to a uniform pattern as in the case of no stimulus. Notice that the control u appears only in
(5.18) and no diffusion affects the conductance (other configurations are possible).

We compute the optimal control as follows. As initial state, the turbulent pattern as
in Figure 5.4 is taken. We use the TL-CGS-based multigrid receding horizon scheme with
no tracking and zero terminal state, « = 0, 8 = 1. Ten time windows of size At = 0.1 are
considered. On each window, the optimal control problem of minimizing (5.3) with v = 0.1
under the constraint given by (5.18)—(5.19) is solved efficiently on a 128 x 128 x 10 grid
by 3 FAS-V (2, 2)-cycles. As a result, in Figure 5.4 (right) the desired fast decay of |y
and |y»|o in time can be observed.
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Chapter 6

A Time-Parallel Implicit
Methodology for the
Near-Real-Time Solution of
Systems of Linear
Oscillators

Julien Cortial* and Charbel Farhat'

6.1 Introduction

Systems of ordinary differential equations (ODESs) are frequently encountered in computa-
tional sciences and engineering. Their solution can be often organized around two loops:
(a) an inner loop which evaluates the solution and/or related quantities at a specific time
instance, and (b) an outer one which advances the solution from a given time instance to the
next one. The vocabulary used here assumes the derivative to be a temporal one. Similarly,
the computational cost associated with the solution of systems of ODEs can be divided
into two main components: (a) the CPU time incurred by the inner loop—that is, by the
evaluation of the solution and/or related quantities at a given time instance, and (b) that
incurred by the outer loop—that is, by advancing the computed solution in time. To a large
extent, parallel algorithms for the solution of systems of ODEs have mainly addressed the
reduction of the CPU time associated with the inner loop. When the focus system of ODEs
arises from the semidiscretization of a partial differential-evolution equation (PDE), such
parallel algorithms can be described as space-parallel algorithms.

By comparison, the parallelization of the outer loop of an ODE solver—or time
parallelism—has received little attention in the literature. This is because, in general, time
parallelism where the solution is computed simultaneously at different time instances is
harder to achieve than space parallelism, due to the inherently sequential nature of the time-
integration process. However, time parallelism can be of paramount importance to fast

*Ecole Nationale des Ponts et Chaussées, Champs-Sur-Marne, France. This work was performed while this
author was performing an internship at the Center for Aerospace Structures at the University of Colorado at Boulder.

TDepartment of Aerospace Engineering Sciences and Center for Aerospace Structures, University of Colorado
at Boulder, Boulder, CO 80309-0429.
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computations, for example, when space parallelism is unfeasible or cannot exploit all the
processors available on a given massively parallel system, or when computing the solution
of a system of ODEs in near-real time requires exploiting both space and time parallelisms.
Usually, space parallelism is unfeasible when the system of ODEs is too small to allow
amortization of the interprocessor communication overhead. Robotic and protein folding
applications exemplify this scenario as they typically involve only a few degrees of freedom
(dofs); yet, these applications can be CPU intensive when time integration is performed
over a relatively large time interval. Reduced-order models, which are often constructed to
enable near-real-time computations, exemplify the same scenario. Predicting in near-real-
time the time evolution of the variables governed by such models calls for time parallelism.
Finally, when considering computations on massively parallel computers with thousands
of processors such as the Department of Energy’s ASC machines, space parallelism alone
is not always the optimal strategy for accelerating the solution of reconstruction-evolution
problems. Indeed, for many such problems—turbulence being a notorious exception—the
mesh resolution dictated by accuracy considerations can be accommodated by a fraction
of the total number of available processors. It is well known that in such cases, because
of hardware-related issues such as memory bandwidth effects and interprocessor commu-
nication costs, the solution time typically increases when the number of processors N, is
increased beyond a certain critical value, N ;’, while the mesh size is maintained constant.
In this sense, the smaller is N compared to the maximum number of available processors,
N“%, the less optimal is the space-parallel implementation strategy, and the more appealing
becomes the approach that combines both space and time parallelisms in order to reduce as
much as possible the solution time by exploiting all N** processors [1].

Three approaches were proposed in the last decade for implementing time parallelism
in an ODE solver. The first one is based on waveform relaxation [2, 3] and was introduced in
[4,5, 6,7, 8]. In this approach and in the linear case, the matrix governing a system of linear
ODE:s expressed in first-order form is split into its lower, diagonal, and upper components,
and the problem of solving a system of coupled ODE:s is transformed into that of iteratively
solving a sequence of uncoupled scalar ones. For ODEs arising from the semidiscretization
of parabolic problems, multigrid methods were shown to accelerate the convergence rate of
the iterative process. As such, waveform relaxation introduces essentially an opportunity for
space parallelism, since each uncoupled scalar ODE can be solved concurrently with other
ones. However, as described in [6, 8], further algebraic manipulations can be introduced in
the waveform relaxation to enable a form of time parallelism. Unfortunately, it was shown
in [9] that waveform relaxation does not perform well for hyperbolic problems. Moreover,
even for parabolic problems, only the parallel efficiency of the time-parallel waveform
relaxation appears to have been studied in the literature. Little if any information appears to
be available regarding its intrinsic performance—that is, its serial performance compared
to the performance of the serial version of the underlying ODE solver. Since waveform
relaxation introduces time parallelism in an ODE solver at the expense of transforming it into
anecessarily iterative process, its advantage in terms of performance remains undocumented.

In[10, 11], a second approach was proposed for time-parallelizing ODE solvers. This
approach consists in transforming an initial value problem into a boundary value problem,
and therefore benefits from all methodologies developed for space parallelism. However,
a major drawback of this approach is that it results in a time-parallel ODE solver that is
radically different from the underlying serial ODE solver.
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The third approach proposed so far for introducing time parallelism in an ODE solver is
based on the classical principles of domain decomposition [12] applied to the time domain.
In this approach, the time domain of interest is first partitioned into time slices whose
boundary points are treated as a coarse time grid. First, the solution is approximated on this
coarse time grid to provide a seed—that is, an initial condition—to each time slice. Then,
the ODE solver is applied independently and therefore concurrently in each time slice to
advance the solution from the starting point of this time slice to its end point. Finally, an
iterative process is invoked to improve the seeds and eliminate the jumps of the solution
on the coarse time grid. Hence, like waveform relaxation, this approach is an iterative one.
To the authors’ best knowledge, this type of domain decomposition-based methodology for
implementing time parallelism was first proposed in [13], albeit in a form specialized to
quasi-Hamiltonian problems. It was then independently rediscovered in [14] in the less
restrictive form of the parareal (for parallel real-time) algorithm. This algorithm featured,
however, the concept of propagating the jumps of the solution on the coarse time grid in
order to improve the accuracy of the seeds and accelerate convergence. The original form of
the parareal algorithm [14] was not derived from any specific theory and assumed a single-
stage ODE solver. Like waveform relaxation, it was applied to ODEs arising from the
semidiscretization of parabolic problems. In [1], the parareal framework for time-parallel
computations was formally shown to result from the application of Newton’s method to
the correction of each local solution associated with a time slice. Using the theory of
distributions, this framework was then extended to the case of multistage ODE solvers and
applied to the design of a new family of time-parallel implicit ODE solvers named PITA
(for parallel implicit time integrator). Simultaneously, a different approach was followed
in [15] to revise the original parareal algorithm in order to make it applicable to virtually
any ODE solver. In this chapter, it will be shown that the PITA [1] and revised parareal [15]
algorithm are identical in the linear case but different in the nonlinear one.

In [1], the feasibility of the PITA and its intrinsic performance were evaluated for three
model problems that are representative of fluid, structure, and fluid-structure applications.
These studies identified both the physical and simulation parameters that can make or break
the objective of time-parallel ODE solvers. It was found that for parabolic and first-order
hyperbolic problems, the PITA introduces an effective time parallelism in ODE solvers and
offers a viable approach for reducing the total solution time of time-dependent PDE problems
to below what space parallelism alone can achieve. However, it was also found that for ODEs
resulting from the semidiscretization of second-order hyperbolic problems—such ODEs are
usually referred to as “oscillators”—the PITA framework for time-parallel computations
generates a parasitic beating phenomenon that severely restricts the stability time step and
limits the potential of this time-parallel methodology to shorter-term simulations. Similarly,
it was found in [16] then [17] that for linear oscillators, the original [14] and revised [15]
parareal algorithms exhibit poor stability properties. Hence, the objective of this chapter is
to address this specific issue and present a new framework for time-parallel computations
that retains the desired stability properties of a preferred ODE solver, even for systems
arising from the semidiscretization of second-order harmonic problems. Because of space
limitation, focus is set on the linear case. The extension of this work to nonlinear oscillators
will be published elsewhere.

To this effect, the remainder of this chapter is organized as follows. In Section 6.2,
the parareal and original PITA frameworks for time-parallel computations are reviewed and
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contrasted. In Section 6.3, the origin of the spurious beating phenomenon associated with the
solution by a parareal algorithm or a PITA of a system of linear oscillators is mathematically
identified. A new PITA framework that addresses this issue and its source is presented in
Section 6.4, and analyzed in Section 6.5. In particular, this new PITA framework is shown
to have an interesting subspace convergence property that makes it attractive for second-
order hyperbolic problems. In Section 6.6, the new PITA framework is applied to two
different systems of linear oscillators. Superior performance over the parareal [15] and
original PITA [1] frameworks and excellent potential for simple as well as complex linear
hyperbolic problems are demonstrated.

6.2 Two Frameworks for Time-Parallel Algorithms

6.2.1 Notation and Definitions

Throughout this chapter, the system of ODEs of interest is written in first-order form as
follows:

dy
i F(y) +b(),
d (6.1)
y(t) = Yo,

where y € RNeor | Ngor denotes the number of dofs or the size of problem (6.1), F(y) isa
linear function and therefore can be written as

F(y) = Ay, (6.2)

A € RNaor*Naoj and arises, for example, from the semidiscretization of a PDE, b € RNér
t denotes time, and yo € RM« denotes an initial condition for y. A preferred implicit
time integrator for solving (6.1) in the time domain €, = [t°, #/]—that is, a preferred
implicit ODE solver—is denoted by ITA . The emphasis on implicit schemes is explained
in Section 6.2.3. Given a constant time step At, €2, is partitioned into N, time slices
(" = [T, T"“]}f\ig1 of constant size AT, where

AT =JAt, JeN, J>1. (6.3)

T~ denotes the right boundary of the time slice S"~' = [7?~!, T'] and T'* denotes the
left boundary of the time slice §' = [T7, T'*+!].

The sampling of 2, by At is referred to as the fine time grid, and the sampling of this
time domain by AT is referred to as the coarse time grid. The correspondence between
these two time grids is given by

T'=¢'", 0<i<N,. (6.4)
Hence, At and AT will be referred to as the fine and coarse time steps, respectively.
The following additional notation is borrowed from [1].

® A quantity associated with a kth iteration is designated by the subscript k.
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® A quantity evaluated on the fine time grid at the time instance #' = i At is denoted by
a lower case and the superscript i.

e A quantity evaluated on the coarse time grid at the time instance 7% = t/! = JiAt =
i AT is denoted by an upper case and the superscript i.

o A function defined in the time slice S is denoted by a lower case, the superscript i,
and a pair of parentheses ().

® The result obtained by applying an ITA to the solution of problem (6.1) on the fine
time grid is designated by the subscript ITA.

e The exact solution of problem (6.1) is designated by the subscript ex.

For example, the initial approximation of ¥’ = y(7") is denoted by Y.

The amplification matrices of a given ITA associated with the coarse and fine time
grids are denoted by G,CT , and G¥,. ., respectively. Using these amplification matrices, the
numerical solutions of problem (6.1) on the coarse and fine time grids can be written as

Yl£+l = G?TAYli + B (6.5)
and
ylic(tji+j+l) — G;:TAyli(tji-H) + in-&-j7 (6.6)

respectively, where B € RN« and b’/ € RNas depend on b and the chosen ITA, and
B' = b’ = 0if b(r) = 0. Since t/* = T? and /D) = T+1 it follows that

J—1

V(TD) = (G ) yiTD + Y (Gl )7 b7
j=0
Ei
= (Gl yi(T) + B, 6.7)

where i identifies the time slice, B' € RNar depends on b and the chosen ITA, and B =0
if b(t) = 0.

A common objective of the parareal algorithm and PITA is to “process” concurrently
as many time slices S’ as there are processors that can be assigned to this task. A common
mechanism for achieving this objective is to generate as fast as possible an increasingly
accurate sequence of seeds {Y,f};vz’fl that can be used to initiate embarrassingly parallel
computations across the time slices. In the description of both algorithms, the symbol &
will be used to designate the time-sequential steps—and these will be performed on the
coarse time grid—and the symbol @ to designate the time-parallel steps—and these will be
performed on the decomposed fine time grid.

As stated in the introduction, the emphasis of this chapter is on linear oscillators, or
ODE:s that arise from the semidiscretization of second-order hyperbolic problems. In this

case, y can be written as
dgq
y=\| ) (6.8)
( q
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, Nao .
where ¢ € RVwr, N L ;= £, and A and b can be written as

-M7'D —-M'K M7
A=< J 0 ) b=< 0 > (6.9)

. . . L L oA
where I denotes the identity matrix, M € RNtwer*Naor | D € RNaor*Naor - and K € RNtor *Naor
are the usual symmetric mass, damping, and stiffness matrices, and f € R"er is a forcing
vector.

6.2.2 The Parareal Framework

The parareal framework for time-parallel algorithms considered here is the recent revision
proposed in [15] of the original version presented in [14]. Given a preferred ITA for the serial
solution of a linear system of ODEs written in the form given in (6.1), the corresponding
parareal algorithm can be summarized as follows.

e O Step 0: provide initial seeds Y;, 0 < i < N,; — 1, for example, by solving
problem (6.1) on the coarse time grid.

Fork =0, 1, ...
e @ Step 1: using the updated seeds as initial conditions, apply the ITA to the solution
of problem (6.1) on the decomposed fine time grid
T = Mo+b in s,
(T = Y, 0<i<N;,—1
® @ Step 2: evaluate the jumps
Ap=y "(TH =Y, 1<i<Ny—1, (6.10)

on the coarse time grid. Stop if all these jumps are sufficiently small.
® O Step 3: improve the seeds by propagating the jumps computed above on the coarse
time grid

k
Vi = (G Y+ B+ )Y Al 0<i<N,—1. (6.11)
=0

Remark: As written in (6.11), Step 3 of the parareal algorithm described above exploits
the linear assumption made in this chapter for problem (6.1). The reader is referred to [15]
for a general expression of this step that is valid for systems of nonlinear ODEs.

6.2.3 The PITA Framework

The PITA framework for time-parallel computations considered in this section is that de-
veloped in [1]. Given a preferred ITA for the serial solution of a linear system of ODEs
written in the form given in (6.1), this algorithm can be described as follows.
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® o Step 0: provide initial seeds Yi, 0<i < Ny —1, for example, by solving
problem (6.1) on the coarse time grid.

Fork =0, 1,...

® @ Step 1: using the updated seeds as initial conditions, apply the ITA to the solution
of problem (6.1) on the decomposed fine time grid

dy! i . i
fi—"t() = Ay,0O+b in ',
(T = v, 0<i<N—1
® @ Step 2: evaluate the jumps
AL =yITN Ty — Y], 1<i <N,—1, (6.12)

on the coarse time grid. Stop if all these jumps are sufficiently small.

o o Step 3: apply the ITA to the solution on the coarse time grid of the following

correction problem:
de
prie Fy(y)ex = Acy,
a(T%) =0,
(T =)+ AL, 1<i <Ny—1, (6.13)

in order to compute the correction coefficients C,i =c(T7), 1 <i <N, —1.
e @ Step 4: update the seeds

Y =2 TH+Ci=Y + A, +Ci, 0<i <N, — L. (6.14)

Remark: The emphasis on implicit schemes is due to Step 0 and Step 3 of the PITA
framework outlined above. In these two steps, the serial ODE solver is applied on a coarse
time grid and therefore with a relatively large time step. Because of their numerical stability
limitation, explicit schemes cannot operate on time grids that are sufficiently coarse to
maximize the parallel efficiency of a PITA, unless the spatial discretization is derefined to
keep the CFL number within the given stability limit. This can be quite cumbersome in
realistic applications. On the other hand, a carefully chosen implicit ODE solver can operate
on most coarse time grids dictated by the parallel efficiency of the PITA framework [1].

6.2.4 Equivalence for Linear Problems
From (6.10) and (6.7), it follows that

i i— —i—1 i
Ay =G )Y+ B ) -, (6.15)

and from (6.11) it follows that

k—1
Y{=G Y + BT YA (6.16)
=0
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Substituting (6.15) into (6.11) gives

k—1

Yl£+1 = G?TAYIé:ll + B+ Z Al + AL 6.17)
=0
k—1 -
=G5 Y + BT Y A+ GV + BT ., (6.18)
1=0

which in view of (6.16) leads to

1

Vi = Gira¥i + Gl YT + B = G v (6.19)
Hence, Step 3 of the parareal algorithm can be rewritten as
i i i i-1, il
Vi =GV =Y D+ G Y +B . (6.20)

Now, from (6.14), problem (6.13), and (6.7) it follows that Step 4 of the PITA frame-
work for time-parallel algorithms can be rewritten as

i i-1 , pi~1 i
Yio =G’ +B +C (6.21)
Since the solution of problem (6.13) satisfies
€l = Ga (€ + A7) = Gpp (VL - ¥, (622)
(6.21) can be rewritten as
i i-1_ pi~l i i
Vi =(Gir)' YT +B + G, - Y, (6.23)

which in view of (6.20) proves that for linear problems, the revised parareal framework
presented in [15] and the original PITA framework proposed in [1] generate identical time-
parallel algorithms. For nonlinear problems, the two frameworks differ by the manner in
which they propagate the jumps on the coarse time grid. The original PITA [1] adopts a
Newton method for this purpose—which explains the occurrence of the directional derivative
F, in problem (6.13)—whereas the parareal framework of [15] relies on the user for
providing a preferred coarse propagator.

6.3 Unstable Behavior for Linear Oscillators

The accuracy properties of the PITA methodology and some aspects of its numerical stability
were formally analyzed in [1]. Reference [1] also includes a report on the feasibility and
performance of several PITAs for the solution of linear and nonlinear, fluid, structure, and
fluid-structure interaction problems. It was found that for first-order hyperbolic problems
exemplified by gas dynamics applications, PITAs offer a significant potential for speeding up
solution time on massively parallel processors. However, it was also found that for second-
order linear or linearized hyperbolic problems exemplified by linear or linearized structural
dynamics applications, the PITA methodology generates a parasitic “beating” phenomenon



6.3. Unstable Behavior for Linear Oscillators 123

that severely restricts its stability time step. More specifically, it was numerically shown
in [1] that for a linear oscillator, the jumps (6.10) generated by a PITA—and for that matter,
by a parareal algorithm too—exhibit a harmonic behavior characterized by a frequency that
is very close to a natural frequency of the linear oscillator. Since these jumps drive the
coarse correction system (6.13), and this system has the same mathematical structure as the
original system (6.1), it follows that this system—and therefore Step 3 of a PITA—undergoes
a beating phenomenon and exhibits large-amplitude oscillations when the coupled system
of ODEs (6.1) represents a linear oscillator. Since the parareal algorithm and PITA are
identical for linear problems, it also follows that the parareal algorithm suffers in the same
manner from the consequences of this parasitic beating phenomenon. Indeed, it was shown
in [16] that for linear oscillators, parareal algorithms exhibit numerical instabilities at any
reasonably large time step. The same conclusion was reached in [17], where the author
advocated using artificial numerical dissipation for restoring numerical stability when a
parareal algorithm is applied to the solution of a second-order hyperbolic problem. However,
artificial dissipation is detrimental to accuracy and unpopular among structural dynamicists.
For this reason, the objective of this chapter is to present an alternative approach for restoring
numerical stability when the parareal algorithm and PITA are applied to linear oscillators.
But first, the parasitic beating phenomenon observed in [1] is proved next.

In the remainder of this section, it is assumed that G, and G%,, commute. This
assumption is not restrictive as it holds, for example, for the entire family of Newmark

methods. Furthermore, the case where b(¢) = 0, and therefore B =B = 0, is considered
for simplicity but without any loss of generality. In this case, (6.15) simplifies to

Ay = (GO Y - (6.24)

First, note that the initial seeds obtained by solving problem (6.1) on the coarse time
grid satisfy

Y5 = (Gira)' yo. (6.25)

Next, recall that it was proved in [1] that a PITA is characterized by the following
finite termination properties:

Ay =0, 0< i< k,
G =0 0< i< k+1, (6.26)
Yoo = A", 0< i< k+1
Finally, let
Grra = (Gira J(GfTA)ilv (6.27)

and consider the following convention:

Vi, k) e N2, n <k = (Z) —0. (6.28)
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Proposition 6.1. Given a problem of the form given in (6.1) with b(t) = 0 and a serial ITA
for which GS., and G, , commute, the corresponding PITA satisfies

ko,

. 1 ~ .

Y| = [Z (l>(G,TA — 1)1} Y, (6.29a)

1=0

. | — 1\ ~ .

Al = (’ ) )(G,TA — DY i >0, (6.29b)

ci=("1! (Gira— DY i >0 (6.29¢)
k k +1 ITA 0’ . .

Proof. The proof of the above proposition is given in Appendix A. [

From (6.29b), (6.25), (6.27), and the fact that G%, , and G%,, commute it follows
that

-1

(Grra — DG ) 0

bl

-1

(GITA) (GITA — I)k“(GC nE (k+1)Yk+1

=

-1 (GC )l (k+l)Ak+l (630)

1
S S
»

—1 Lo~
)( ) (Gira — D"y

=~

For a system of linear oscillators, the exact solution c,, (¢) of problem (6.13) with b(¢) = 0
can be expressed as the superposition of harmonic functions. Each one of these harmonic
functions is characterized by a natural frequency of the oscillating system and can be ap-
proximated by solving numerically a decoupled ODE obtained by diagonalizing problem
(6.13). For each decoupled ODE, the amplification matrix on the coarse time grid of the
chosen ITA can be written as G, = e/¢, where I is the imaginary number satisfying
I?> = —1, and ¢ is a constant that depends on the time step AT and the natural frequency
characterizing that ODE. It follows that for a given k, (G$, )/ ~*TD = /(=¢+D¢ anqg
therefore the jump A} can also be expressed as the superposition of harmonic approxima-
tions characterized by the natural frequencies of the same oscillating system, and these are
also natural frequencies of the correction problem (6.13). Hence, for a system of linear
oscillators, Step 3 of the parareal algorithm (see Section 6.2.2) and Step 3 of the original
PITA (see Section 6.2.3) encounter a resonance phenomenon which, because of numerical
approximation and round-off effects, can behave as a beating phenomenon. This resonance
or beating phenomenon was shown in [1] to severely restrict the stability time step of the
parareal algorithm and PITA and limit their potential to shorter-term simulations.
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6.4 A New Time-Parallel Framework for Second-Order
Hyperbolic Problems

6.4.1 Propagation of the Jumps on Both Time Grids

For linear problems, propagating the jumps A} on the fine time grid guarantees convergence
in a single iteration of a PITA to the solution computed by the underlying serial ITA. However,
such a strategy is unfeasible because it involves a serial computation of the same complexity
as the original problem to be solved. For this reason, both the parareal algorithm and the
original PITA improve the seeds ¥{ by propagating the jumps of the solution on the coarse
time grid, as highlighted in Step 3 of Section 6.2.2 and Step 3 of Section 6.2.3. In other
words, convergence—and therefore accuracy and numerical stability—suggests propagating
the jumps Af{ on the fine time grid, whereas computational efficiency suggests propagating
them on a coarse time grid. The idea introduced next attempts to extract the best of these
two suggestions without inheriting their respective disadvantages.

From Step 3 described by (6.13), it follows that the original PITA propagates the
jumps on the coarse time grid by computing there the sequence of corrections

Citt = GG, (CL 4+ AD) (6.31)
with C,? = 0. Here the main idea has two parts. Its first part consists of improving the

convergence of the original PITA by propagating A% on both the coarse and fine time grids.
For this reason, it is proposed to compute the correction terms C{‘ as follows:

Cc =0,

CiH' = (Gl ) P+ G pI — P)) (CL+ AY), 0<i<Ny—1, (632
where P is an orthogonal projector onto a subspace S. This implies that the information
to be propagated, namely, . ' ‘

U, =C,+ AL, (6.33)
is divided into two components. The first component,
Uit = pUL, (6.34)
belongs to S; and is propagated on the fine time grid. The second component,
Uit =Ul — U™ = (I - PUL, (6.35)

belongs to the complementary of S; in Rs and is propagated on the coarse time grid.

The second part of the main idea consists in recognizing that for the purpose of
computational efficiency, the subspace S, must be chosen so that for all s € S, (GF,)”s
can be evaluated without performing any additional computation on the fine time grid. The
construction of such a subspace Sy is presented next.

6.4.2 Construction of the Subspace S;
The Homogeneous Case (b(t) = 0)

In the homogeneous case, b(t) = 0, B =B = 0, 0 <i < N, — 1, and therefore
YTy = (G )7 Y{ (see (6.7) and the second of (6.12)).
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Let S; be the vector space defined by

Se=Vect(Y/; 0<l<k, 0<j<N,—1). (6.36)
Hence, ) o
Vs € S, 3(af) € RV*HD /5= Za; Y/ (6.37)
1j

Since at the (k + 1)th iteration the vectors (GfTA)JYlj = yf(TUH)), 0 <[ < k, have
already been computed on the fine time grid during the previous parallel steps, it follows
that for all vectors s belonging to Sy, the propagation

(Glr)'s =D di (Gl 'Y = ol y/ (D) (6.38)
Lj Lj

can be performed without any additional computation on the fine time grid. Hence, the
choice of S; specified in (6.36) meets the computational efficiency requirement outlined in
Section 6.4.1.

The Nonhomogeneous Case (b(¢) # 0)
If b(t) # 0, from (6.7) and the second of (6.12) it follows that y! (7@+1) can be written as
YTy = (GE )Y+ B (6.39)

Equation (6.39) above suggests that B;, which is independent of k, can be precomputed
in a time-parallel fashion by initializing the seeds to ¥’ = 0 and applying the ITA to the
solution of the time-decomposed problem (6.12). This gives

B =y (TTY), 0<i<N,—1, (6.40)

where the notation k = —1 is used to designate a precomputation. Then, if the subspace S
is chosen as in the homogeneous case—that is, as in (6.36)—from (6.37), (6.39), and (6.40)
it follows that for all vectors s belonging to S,

(Glr)'s =) (Gl 'Y = o] (5 (VD) =y (1)), (6.41)
Lj

Lj

This shows that if B' is precomputed as outlined in (6.40), at each iteration k 4 1 the
desired propagation (6.41) can be performed without any additional computation on the fine
time grid. It follows that the choice of S; specified in (6.36) meets also in this case the
computational efficiency requirement formulated in Section 6.4.1.

An Alternative Description of the Subspace S;

From (6.14) and definition (6.33) it follows that the choice made in (6.36) for the subspace
Sy can also be written as

Si=Vect(Y],U/; 0<l<k—1,0<j<N,—1), (6.42)

which highlights the definition of S; as the subspace generated by the initial values of the
seeds, and the solution jumps and corrections on the coarse time grid.
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6.4.3 Construction of the Projector Py

If S; denotes the matrix whose range spans the subspace Sy, an orthogonal projector onto
Sy can be written as

P = Si(Sfosy~'sto, (6.43)

where the superscript 7 denotes the transpose, and Q € RNewr*Naor represents the inner
product chosen for defining the orthogonality—or in other words, the metric. Different
choices for Q lead to different projectors P and therefore to different PITAs, albeit within
the same framework of time-parallel algorithms proposed in this chapter for addressing
second-order hyperbolic problems.

As recalled in Section 6.3, it was found in [1] that for a system of linear oscillators,
the jumps (6.10) generated by a parareal algorithm or the original PITA exhibit a harmonic
behavior that is characterized by a natural frequency of the system and consequently drive
the coarse correction problem (6.13) into a resonance or beating phenomenon that triggers
numerical instability. Therefore, in order to restore numerical stability, it is important that
whenever the U,i vectors (see (6.33)) contain natural or eigenmodes of the given system
of linear oscillators, the projector Py filters out these modes. Since the natural modes of
a system of linear oscillators are the eigenmodes of the symmetric pencil (K, M), where
K and M are the symmetric mass and stiffness matrices associated with this system (see
Section 6.2.1), these modes are M- and K-orthogonal. Hence, they can be filtered out of
U ,i if the orthogonal projector Py is based on the inner product implied by the choice

M 0
Q:(O K). (6.44)

When equipped with the choice of the Q-metric specified above, P, minimizes the energy

norm (potential and kinetic) of the U ,ij' information (see (6.35)) that is propagated on the
coarse time grid, which is also desirable.

Finally, it is noted that a few other choices for Q including Q = I were considered;
they failed either to restore numerical stability in the PITA methodology, or to perform as
well as the choice (6.44), for many but the simplest structural dynamics applications.

6.4.4 Computational Remarks

The propagation (6.32) of U,ﬁ (6.33) involves the computation of (GIFT A)J P.U ,i and
G,CT AW, ,i — P U ,i). As emphasized by (6.38) and (6.41), the first of these two computations
requires essentially the extraction of the coefficients alJ . From (6.37) and expression (6.43)
of the projector Py , it follows that these coefficients can be obtained in vector form by
performing only the first three subcomputations of the product P, U; as follows:

a=(sTes)™" (ST (QU)). (6.45)
. 1
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On the other hand, the computation of G$, (U, — P.U}) requires evaluating the entire
product

<Sk (sFos) ™" (s! (QU,;'))). (6.46)
—_—
2

3

4

The parallelization of all subcomputations highlighted in (6.45) and (6.46) is trivial, except
for the solution of the coarse problems of the form

(S{ QS = Wy, (6.47)

where V/ and W} are two vectors. The parallelization of the above subcomputation depends
on many factors including the chosen solution algorithm and the target number of processors.
For examples of parallel coarse problem solvers, the reader is referred to [18, 19, 20].

6.4.5 PITA for Systems of Linear Oscillators

The new PITA framework proposed in this chapter for time-parallelizing a preferred ITA
for the solution of a system of linear oscillators can be described as follows.

The Homogeneous Case (b(t) = 0)

® O Step 0: provide initial seeds Y;, 0 < i < Ny — 1, for example, by solving
problem (6.1) on the coarse time grid.

Fork =0, 1,...

o @ Step 1: using the updated seeds as initial conditions, apply the ITA to the solution
of problem (6.1) on the decomposed fine time grid.

@ Step 2: evaluate the jumps
A=y 'TH =Y, 1<i<N,—1, (6.48)

on the coarse time grid. Stop if all these jumps are sufficiently small.

@ Step 3: Construct the subspace Sy and the corresponding projector Py.

© Step 4 apply the ITA to the generation of the correction coefficients
C, = c(T), 1 <i < N,y — 1, as summarized in (6.32).
@ Step 5: update the seeds

Y=y ' (TH+Ci=Y + A, +Ci, 0<i=<N;—L (6.49)

The Nonhomogeneous Case (b(f) # 0)

® @ Step —1: set Yil =0, 0 <i < N, — 1, and apply the ITA to the solution of
problem (6.1) on the decomposed fine time grid. This step generates the quantities
B,0<i<N,—1L
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® o Step 0: provide initial seeds Yi, 0<i < Ny —1, for example, by solving
problem (6.1) on the coarse time grid.

Fork =0, 1,...

e @ Step 1: using the updated seeds as initial conditions, apply the ITA to the solution
on the decomposed fine time grid of problem (6.1).

@ Step 2: evaluate the jumps
A=y ' T =Y, 1<i<N,—1, (6.50)

on the coarse time grid. Stop if all these jumps are sufficiently small.

@ Step 3: Construct the subspace Sy and the corresponding projector Py.

© Step 4: apply the ITA to the generation of the correction coefficients
Ci =c(T™), 1 <i < Ny — 1, as summarized in (6.32).
@ Step 5: update the seeds

Vi =2 'TH+Ci=Y + A, +Cj, 0<i <N, — L. (6.51)

6.5 Mathematical Analysis

Here some of the mathematical properties of the new PITA framework are exposed. For
simplicity, but without any loss of generality, it is assumed that b(¢) = 0.

6.5.1 Preliminaries

The amplification matrix associated with computation (6.32) of the correction coefficients
CFis
GSrar = (Gl ) Pe+ GG (I — Py). (6.52)
From (6.49), (6.32), (6.52), and (6.33) it follows that
Yli—&-l = Y£71(Ti) + Cli = (GIIFTA)JYI:'71 + /G\?TA,kUIiil’ (6.53)
and from (6.49) and (6.33) it follows that

R e N S (6.54)

Substituting (6.53) into (6.24) written for k + 1, and (6.54) into the result, leads to the
following expression of the jumps on the coarse time grid:

Ay = ((Gipp) = /G\1CTA,1<)U1£71’ (6.55)
which in view of (6.52) can also be rewritten as

Ay = (Gl = G ) U — POU. (6.56)
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6.5.2 Error Analysis of the Hybrid Coarse/Fine Propagation

The new PITA framework for time-parallel computations distinguishes itself from the orig-
inal PITA framework [1], and from the parareal framework [15], by algorithm (6.32) for the
computation of the correction coefficients. This algorithm propagates selective information
on both the coarse and the fine time grids. It is characterized by the following result.

Proposition 6.2. Let | - | denote the Euclidian norm for RNes associated with the metric of
the projector Py, and let GS, denote the exact amplification matrix on the coarse time grid
of the solution of problem (6.1). Given a pth-order accurate ITA that is stable on both the
fine and coarse time grids, there exists a constant ©y such that

Vy € RN [(GSp, — GS)y| < ©4AT? y). 6.57)
In other words, algorithm (6.32) preserves the order of accuracy of the chosen ITA.

Proof. The exact amplification matrix on the coarse time grid can be defined by
Yex(T'™) = Gg, yer (T, 0 <i < Niy. (6.58)
From (6.52), it follows that
GSrax— GS = (Gl ) = GS) P+ (GG s — GEHU — PO). (6.59)

If the chosen ITA is pth-order accurate and stable on both the fine and coarse time grids,
there exist two constants 6, ; and 6, ; associated with its accuracy on the coarse and fine
time grids, respectively, and a third constant 65 ; associated with its stability on the fine time
grid such that

Vy € RN, [((G70)" — G&) Py < J02463k ALP | Pyl (6.60)
and
Vy e RYer |(Glpy — GoOU = Py < 04 AT? |1 = Pyl (6.61)

(For further details, see [1].) Since Py is an orthogonal projector with the same metric as
| - |, then
Vy e RYr, |Pey| < |yl, and |(I — Po)y| < |yl. (6.62)

From (6.59)—(6.62) it follows that

vy € RYor, ’(GICTA,I( —Ge)y| = [((Glr) = GE) Poy| + [(Glry = GEOU = POy
< JO 03k A7 |y| + 01k AT? |y
< TP 03k ATP |y + 01k AT? |y
< (J'7P6024635 + 01)AT? |y
< OAT? |yl (6.63)

where ®, = J 776,405 + 01k, which proves Proposition 6.2. O
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6.5.3 Convergence in a Subspace

Let {£},} denote the eigen subspaces of dimension equal to two that are associated with

a given system of linear oscillators and orthogonal with respect to the inner product

<<q1), (q2>> =4[ Mg +ql Kq. (6.64)
q1 q2 MK

In definition (6.64), a dot designates a time derivative, and M and K are the usual mass and
stiffness matrices associated with the second-order form

MG+ Dq+ Kq = f(1),
q(0) = go € RN, (6.65)
G(0) = go € RMNar

of a system of linear oscillators and were introduced in (6.9). These subspaces form a basis.
Therefore,

RNier = @& @ - ®Ey (6.66)

dof *

Let

E =]Jé&. (6.67)
=1

where the notation | J;_, does not necessarily imply an ordering for / but denotes only the
union of r subspaces. From (6.66), it follows that for any given initial condition yy € R¥ér
of problem (6.1) (or any pair of initial conditions g, € R dof and go € R wor of the equivalent
problem (6.65)) , there exists an integer r (o) such that yy € E,(,,). The new PITA framework
proposed in this chapter for time-parallelizing the solution of a system of linear ODEs
associated with a second-order hyperbolic problem is characterized by the following result.

Proposition 6.3. [f the amplification matrix Gt 4 of the chosen ITA satisfies

VYo € By Vi 20, (Gira)'yo € Epgyy), (6.68)
the new PITA framework converges as soon as Sy = E,(y,).
Proof. The proof of the above proposition is given in Appendix B. [

Note that assumption (6.68) is a weak one because it is satisfied by most implicit time
integrators including the popular midpoint rule (which for linear problems is identical to
the Newmark algorithm with 8 = 1/4 and y = 1/2). Also note that in practice, r(yy) is
small because, in most engineering applications, only a small fraction of the eigenmodes of
a system of linear oscillators are excited. Hence, the result presented in Proposition 6.3 is
significant as itimplies that the new PITA framework can be expected to converge much faster
for systems of linear oscillators than suggested by the finite termination properties (6.26).
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6.6 Examples

The new PITA framework proposed in this chapter for time-parallelizing the solution of
systems of ODEs arising from the semidiscretization of linear second-order hyperbolic
problems is illustrated here with two sample applications. The first one focuses on the
vibration of a simple three-dimensional space structure with 348 dofs only. Because of this
small value of Ny, this problem is representative of many candidate problems for near-
real-time processing. It has also the advantage of being sufficiently simple to reproduce by
the interested reader. The second application involves a detailed finite element structural
model of an F-16 fighter aircraft with 168,799 dofs. It was mainly chosen to highlight the
robustness of the new PITA framework for complex applications. Because of its size, it is
representative of those moderate-scale problems whose space-based parallelization alone
cannot exploit efficiently a large number of processors.

For both applications, the Newmark algorithm with 8 = 1/4 and y = 1/2 is chosen
as the ITA because of its second-order accuracy and unconditional stability. The fine time
step, At, is set to meet the accuracy requirement of each application. The coarse time step,
AT, is determined from the imposed ratio J = %. In [1], it was shown that the theoretical
parallel speedup of a PITA, S, increases with J, as long as all the N, target processors or
clusters of processors are active (this implies that N. > N,y). It was also shownin [1] that S,
decreases with the number of iterations for convergence, N, (or k*), and that this number
of iterations increases with J. Hence, J should be chosen sufficiently small to keep N,
low, and sufficiently large to enable a good theoretical speedup, S,. For many applications
including the two examples considered here , 10 < J < 20 is a reasonable choice.

As recalled in the introduction of this chapter, all attempts previously reported in
the literature for time-parallelizing the solution of ODEs failed for applications related to
second-order hyperbolic problems because of intrinsic performance issues, and not parallel
implementation issues. For this reason, the remainder of this section focuses on the intrin-
sic performance of the new PITA framework which, after At and J are set as discussed
above, is essentially governed by N;;.. Indeed, the lower is N;;,, the lower is the excess
of computational work performed by the PITA in comparison with the computational work
performed by the sequential ITA, and the lower is the computational overhead associated
with constructing and operating the projector P,. A complementary study of the paral-
lel implementation strategies of a PITA and their CPU performances on various parallel
processors will be published elsewhere.

6.6.1 Free Vibration of a Three-Dimensional Space Structure

The three-dimensional structure considered here is graphically depicted in Figure 6.1. It
has 32 members represented by an undamped (D = 0) finite element structural model with
128 two-noded beam elements, 116 nodes, and 672 dofs. It is clamped at one end (on the
left in Figure 6.1). This structure is excited by an initial displacement corresponding to a
linear combination of the first ten mode shapes of its finite element model. The fine time
step, At, is chosen such that the period of the highest excited frequency (tenth mode) is
sampled by 30 points. This approach for choosing At is typical for implicit time integrators.
The ratio of the coarse and fine time steps is set to J = 10, and the dynamic response of
the structure set in free vibrations (b(t) = O) is computed during N;; = 24 time slices.
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l

Figure 6.1. Three-dimensional space structure and its finite element semi-
discretization. Arrow designates the dof monitored in Figures 6.2 and 6.3.

Both the new PITA proposed in this chapter and the parareal algorithm described in [15]
are used for this purpose. Figure 6.2 reports the displacement and velocity results obtained
for the dof designated by an arrow in Figure 6.1 using the parareal algorithm. These results
highlight a numerical instability as well as a failure to converge to the sequential solution
after three iterations. On the other hand, Figure 6.3, which reports the displacement and
velocity time histories obtained for the same dof but using the new PITA framework, shows
that convergence to the sequential solution is achieved in only two iterations.

In summary, the simple problem considered here illustrates the inability of the parareal
[14, 15] and original PITA [1] frameworks to address second-order hyperbolic problems,
while highlighting the excellent potential of the new PITA framework described in this
chapter for time-parallelizing their solution.

6.6.2 Dynamic Responses of an F-16 Fighter Aircraft

Figure 6.4 displays an undamped (D = 0) finite element structural model of an F-16 fighter
aircraft featuring bar, beam, solid, plate, shell, metallic and composite elements, and a total
of 168,799 dofs. First, this model is set into free vibrations (b(t) = O) by specifying as
initial displacement condition a linear combination of its first 16 mode shapes. The fine
time step is set to At = 1.1 x 1073 s (1.1 millisecond). This time step is typical for implicit
nonlinear aeroelastic computations [21] and corresponds to sampling the period of the 16th
mode by 60 points. The ratio of the coarse and fine time steps is set to J = 20 in order
to consider a more difficult scenario than in the previous example. Figure 6.5 reports the
displacement and velocity time histories predicted by the (new) PITA for a dof located on
the aileron of the aircraft. After 2 iterations (k = 1), the results are accurate during the first
5to 6 cycles of the dynamic response of the aircraft. After 3 iterations (k = 2), the predicted
displacements are in excellent agreement with their sequential counterparts throughout all
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Figure 6.2. Velocity (left) and displacement (right) time histories of the dof desig-
nated by an arrow in Figure 6.1: sequential solution (solid line) and parareal solution [15]
(dashed line)—J = 10, N,y = 24. Horizontal axis displays time, vertical axis displays
displacement or velocity, and k denotes the iteration number.
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Figure 6.3. Velocity (left) and displacement (right) time histories of the dof desig-
nated by an arrow in Figure 6.1: sequential solution (solid line) and PITA solution (dashed
line)—J = 10, N,y = 24. Horizontal axis displays time, vertical axis displays displacement
or velocity, and k denotes the iteration number.
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Figure 6.4. Detailed finite element structural model of an F-16 fighter aircrafft.
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Figure 6.5. Velocity (left) and displacement (right) time histories of a dof located
on an aileron of the F-16 structural model set in free vibrations: sequential solution (solid
line) and PITA solution (dashed line)—J = 20, N, = 24. Horizontal axis displays time,
vertical axis displays displacement or velocity, and k denotes the iteration number.

simulated time slices.

Next, the F-16 structural model is excited by gravity. Hence, the initial condition is
set in this case to b(¢) = H(t), where H(¢) denotes a Heaviside function with an amplitude
that varies at each dof of the model. The fine time step is set such that the response of the
main eigenmode excited by this initial condition, which turns out to be mode 13, is well
resolved. More specifically, the fine time step is set to Ar = %, where 773 denotes the
period of mode 13. The ratio of the coarse and fine time steps is set to J = 10 and 24
time slices are simulated using the new PITA framework of computations. Samples of the
obtained displacement and velocity time histories are reported in Figures 6.6 and 6.7 for a
vertical and a horizontal dof located on an aileron of the F-16, respectively. They reveal that
the considered PITA demonstrates for this nonhomogeneous F-16 problem the same good
performance as for the homogeneous one considered above.

6.7 Summary and conclusions

An ODE solver usually contains two main loops: an inner one which addresses a semidis-
crete problem defined at a specific instance, and an outer one which advances the solution
from a given instance to the next one. To a large extent, the parallelization of an ODE
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Figure 6.6. Velocity (left) and displacement (right) time histories of a vertical dof
located on an aileron of the F-16 structural model excited by gravity: sequential solution
(solid line) and PITA solution (dashed line)—J = 10, N;; = 24. Horizontal axis displays
time, vertical axis displays displacement or velocity, and k denotes the iteration number.

solver has essentially addressed the inner loop. This loop is also known as the space loop
when the ODE (or system of ODEjs) arises from the semidiscretization (or discretization in
space) of a partial differential-evolution equation (PDE). By comparison, the parallelization
of the outer loop, which in this case can be referred to as the time loop, has received little
attention in the literature. This is because, in general, time parallelism, where the solution is
computed simultaneously at different time instances, is harder to achieve than space paral-
lelism, due to the inherently sequential nature of the time-integration process. Nevertheless,
time parallelism can be of paramount importance to fast computations, for example, when
space parallelism is unfeasible or cannot alone exploit all the processors available on a given
massively parallel system, or when computing the solution of a system of ODEs in near-
real time requires exploiting both space and time parallelisms. Two main approaches were
proposed in the last decade for implementing time parallelism in an ODE solver. The first
one is based on waveform relaxation [2, 3], and the second one on the classical principles
of domain decomposition applied to the time-domain [1, 14, 15]. These approaches have
met some success for systems of ODEs arising from the semidiscretization of parabolic
and first-order hyperbolic problems but have failed to address those related to second-order
hyperbolic problems (also known as oscillators). This chapter fills this gap as it proposes
a new framework for designing time-parallel implicit time-integration algorithms (PITAs)
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Figure 6.7. Velocity (left) and displacement (right) time histories of a horizontal
doflocated on an aileron of the F-16 structural model excited by gravity: sequential solution
(solid line) and PITA solution (dashed line)—J = 10, N;; = 24. Horizontal axis displays
time, vertical axis displays displacement or velocity, and k denotes the iteration number.

that can handle linear second-order hyperbolic problems. The proposed framework is based
on the PITA framework that was previously exposed in [1] and that is related to the parareal
framework developed in [14, 15]. However, the parareal and original PITA frameworks
for time-parallel computations fail to cope with systems of linear oscillators because they
generate in this case a spurious beating phenomenon that severely restricts their stability
time step. On the other hand, the new PITA framework proposed in this chapter incorpo-
rates a carefully designed projector that filters out the source of this spurious phenomenon
and restores numerical stability for linear systems of oscillators. Sample linear structural
dynamics applications discussed in this chapter, including the simulation of the transient
response of an F-16 fighter aircraft to an initial perturbation, illustrate the potential of the
new PITA framework for time-parallelizing the solution of systems of linear oscillators in
view of achieving near-real-time processing. They also demonstrate the superior intrinsic
performance of the proposed approach over the parareal and previously developed PITA
frameworks.
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Appendix A

Proposition 6.1. Given a problem of the form given in (6.1) with b(¢) = 0 and a serial ITA
for which G¢,, and G¥., commute, the corresponding PITA satisfies

k .
Yi = [Z @(5]” - 1)’} Y., (6.69a)
=0

. I — 1\ ~ .

Al = (’ ) )(G,TA — DY >0 (6.69b)
i i—1\ ~ k+lyi

Ci=(, ) Crma= DY i >0, (6.69¢)

Proof. The proof of the proposition is organized in two parts. First, it is shown that if the
relationship (6.69a) holds, then the relationships (6.69b) and (6.69c) also hold. Then, the
relationship (6.69a) is proved by induction.

Part 1. Assume that result (6.69a) holds. Consider first the case i < k. From the finite
termination properties (6.26) it follows that Al = 0 and C! = 0. From the convention (6.28)
one deduces that (i_l) = 0 and ( i ) = 0, which shows that the relationships (6.69b) and

k k+1
(6.69c¢) also hold. Next, consider the case i > k. From the assumed result (6.69a) and the

fact that G%, , and G%,, commute, it follows that (6.24) can be rewritten as

' k C\ ~ ‘ k N '
Ay = (Girp)’ [Z (’ ; )(Gm - 1>’} v - {Z (;)(G,m - 1)’} Y5
=0

=0
~ K [i—1) ~ N~ 4
= [Gm > ( l )(Gm -n'=y (l)mm - 1)’] Y;. (6.70)
=0 =0

Rewriting G ITA = (5 1ta — I) + I transforms the above expression into

' k C\ ~ k i — 1 i ~ .
Al = [Z (’ l )(Gm Byt Z((’ l ) = (;)><Gm = 1)’} Yy (6.71)
=0 =0

Performing the change of variable I’ = [ + 1 in the first part of the above expression, that
is, writing
k

i—1\ ~ s i—1) o~ p
Z( l )(Gm—n* =Z(l,_1><6m—1>, (6.72)

=0 I'=1

then noting that (’;1) = ((’)) = 1 and therefore

B(()- () -5((7)- (-

and finally, using the classical identity

()00
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(6.71) can be transformed into

. I—1\ ~ .
A}<=< k )(GITA_I)k-HY(;»

which proves the relationship (6.69b).

The relationship (6.69c¢) is proved by induction. First, it is noted that because of the
first of the finite termination properties (6.26), this result holds for i = & (recall conven-
tion (6.28)). Next, this result is assumed to hold fori > k and then proved fori 4 1. Indeed,
from (6.22), the identity (6.73), and the fact that G$;., and G¥., commute it follows that

G = Gira(Ci+ &)

i—1\ ~ . i—1\ ~ )
= G¢ Gira — DY Gira — DY
'TA[<k+ 1)( ra— 1Y, + L (Gira — DY,

i ~ .
= G,CTA[<k N 1>(G,TA - 1)"“}1/(;

i ~ i
= |:(k N 1>(G1TA - I)k+1i|Yo+l,

which completes the proof by induction of result (6.69c).
Part2. Foralli e N,

Z <§>(61TA -1 = <(l))[ =1,

0
=0

which shows that result (6.69a) holds for k = 0. Next, suppose that this result holds for
k. From Part 1 it follows that the relationships (6.69b) and (6.69c) also hold for k. Hence,
from this observation and (6.14) it follows that

Yl =Y+ +C)
k . .
1 ~ 1 ~ .
= |:ZZO: (l>(G1TA -+ (k N 1>(GITA - 1)k+1:| Y,
k+1 i ~ .
= [Z (l)(Ger - 1)1} Yg,

=0

which completes the proof by induction of result (6.69a), and also completes the proof of
Proposition 6.1. 0O

Appendix B

Proposition 6.3. If the amplification matrix G ;7 of the chosen ITA satisfies

Yyo € By Yi >0, (Grra)'yo € By, (6.74)
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the new PITA framework converges as soon as S = ().

Proof. To begin, it is proved by induction on k that for an ITA that satisfies property (6.74)
on both the coarse and fine time grids, the corresponding PITA generates updated seeds that
verify

Y{ €E iy, 0<i<Ny—1, k>0. (6.75)

Indeed, consider first the case k = 0. The initialization on the coarse time grid yields
Yy = (GICTA)iyO, 0 <i < N;s — 1. Hence, from property (6.68) it follows that result (6.75)
holds for k = 0. Now, suppose that this result holds for &, that is,

Y/ €Eriyyy 0<i<Ny—1,1<k. (6.76)

The objective becomes to prove that the above result also holds for I = k + 1. The proof
is constructed here by induction on i. However, before proceeding with the proof by
induction, two intermediate results are established. First, it is noted that definition (6.36)
and assumption (6.76) imply that

Sk CE,yy- (6.77)

Hence, for all u € K., Piu € E.q,), and (I — Pyu € E, (. Furthermore, exploit-

ing property (6.68) on both the coarse and fine time grids allows us to conclude that

(GE ) Pau € E,qy and G, (I — Pu € E,(,,). Therefore, from (6.52) one also
concludes R

Vu € By, GS7p it € By (6.78)

Second, it is also noted that substituting (6.54) written for i into (6.53) written for i 4 1
gives R

Y = (Grr) Y+ Gl (Y, — YD, 0<i. (6.79)

Now the proof by induction introduced above begins. Fori = 0, ¥, 'r1 = Yo and therefore
result (6.76) holds for/ = k+1 and i = 0. Suppose now thatfor 0 <i < Ny —2, Y, , €
E,(yy)- From this assumption, assumption (6.76), observation (6.78), property (6.74), and
(6.79) it follows that Y,ﬁ_ﬂ € E,(y,. This concludes the proof by induction on i that result
(6.76) holds for I = k + 1, which in turn concludes the proof by induction on k of result
(6.75).

Using the same reasoning as above, it is proved that

Ul €Eyy,, 0<i<Ny—1,0<k. (6.80)

Finally, suppose now that for k = k*, S¢» D E,(y,). From (6.77) which holds for any
k it follows that Sy« = E,(,,). Therefore, from this result and result (6.80), it follows that

PU.L=U., 0<i<N,—1. (6.81)
From (6.81) above and (6.56), it follows that
Afyy =0, 1=i<Ny—1, (6.82)

which implies the convergence of the PITA as soon as Sy = E,(y,, and completes the proof
of Proposition 6.3. 0O
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Chapter 7

Generalized SQP Methods
with “Parareal”
Time-Domain
Decomposition for
Time-Dependent
PDE-Constrained
Optimization

Stefan Ulbrich*

7.1 Introduction

We consider a time-dependent PDE-constrained optimization problem of the form

min  J(y,u) subjectto C(y,u)=0. (7.1)
yeYueU
Here u € U is the control living in a Banach space U, y € Y C C([0, T]; B) is a time-
dependent state with Banach spaces B and Y, where B C L2(2) with a domain  C R”".
The state equation C(y, u) = 0 is the appropriate formulation of a time-dependent PDE (or
a system of time-dependent PDEs)

Yt+A(t,x’y,u)=07 (I,X)E(O,T)XQ,

y(0,x) =y(x), x€Q, (71.2)

with initial data yy € B. For convenience we assume that boundary conditions are incorpo-
rated into the state space Y.

In many applications there are already robust and validated discretization schemes for
(7.2) available. Lions, Maday, and Turinici [14] have observed that the time discretization
can efficiently be parallelized by a time-domain decomposition technique, which the authors
call the parareal scheme. The parareal scheme combines a coarse-grid predictor and a
parallel fine-grid corrector. In this chapter we propose a generalized sequential quadratic
programming (SQP) algorithm that allows the fast parallel solution of (7.1) by using the

*Fachbereich Mathematik, AG10, Technische Universitit Darmstadt, Schlossgartenstr. 7, 64289 Darmstadt,
Germany.
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parareal technique for the state equation and the adjoint equation. The generalized SQP
algorithm is inspired by the nonmonotone SQP method of Ulbrich and Ulbrich [18] that
does—similar to filter methods [7, 8]—not use a penalty function as merit function. Our
aim is to achieve high efficiency of the optimization method on parallel computers while
requiring minimal changes of existing sequential state solvers by the user. Besides the
parallelism provided by the time-domain decomposition the proposed method admits the
application of highly efficient solvers inside the time domains, e.g., multigrid-based PDE
solvers. These features allow the efficient solution of very large optimal control problems
for time-dependent PDEs on parallel computers, while only minimal changes to existing
state and adjoint solvers are necessary. In addition, the proposed approach is not restricted
to special types of PDEs. It is only required that certain differentiability properties are
satisfied, see Assumption 7.7, and that the state and adjoint solvers are convergent.

Recently, several approaches have been proposed for the efficient and parallel solu-
tion of optimal control problems for time-dependent PDEs. Time-domain decomposition
techniques for the optimal control of the wave equation were considered by Lagnese and
Leugering [12, 13] and for distributed linear quadratic optimal control problems by Heinken-
schloss [9]. In these works the time-domain decomposition is carried out for the optimality
system, and in contrast to the parareal technique no coarse-grid propagator is used. By us-
ing the parareal idea Maday and Turinici propose in [15] a preconditioned steepest descent
method for the optimal control of time-dependent PDEs. Other recent approaches consider
space-time multigrid methods for the optimal control of PDEs. In particular, Borzi proposes
in [5] a space-time multigrid method for parabolic distributed optimal control problems. In
contrast to the present chapter the approach in [5] does not allow one to apply user-provided
solvers, since a specific multigrid algorithm is used.

This chapter is organized as follows. In Section 7.2 we recall the parareal time-
domain decomposition technique and state known convergence results. In Section 7.3 we
perform a time-domain decomposition of the optimal control problem (7.1) by applying
the parareal technique to the state equation. Moreover, we derive optimality conditions
for the decomposed problem and show that the parareal technique can also be applied to
the adjoint system. In Section 7.4 we propose a generalized SQP method that allows the
solution of (7.1) for arbitrary user-provided state solver and adjoint solver, where we use
parareal solvers in the present chapter. We prove global convergence of the method. In
Section 7.5 we use the generalized SQP method with the specific choice of parareal solvers
for state and adjoint equations. We demonstrate the efficiency of the approach by numerical
results for the optimal control of a semilinear parabolic equation in two dimensions.

7.2 Parareal Time-Domain Decomposition

The parareal algorithm was proposed by Lions, Maday, and Turinici [14] to speed up the
numerical solution of time-dependent PDEs by using parallel computers with a sufficiently
large number of processors.
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7.2.1 Description of the Parareal Method

We consider a time-dependent PDE (or a system) of the general form

i+ AW, x,y) =0, (,x)e©,7T)xQ,

y(0,x) =v(x), xe€Q, (7.3)

where y : [0, 7] — B maps time to a Banach space B C L%*(Q), vy € B are initial
data, and A(z, x, y) is a possibly time-dependent partial differential operator in the variable
x € Q. The parareal technique, which was originally proposed in [14] and slightly modified
in [2, 3], uses a decomposition

0=T0<T1 <-~-<TN=T
in time, which is uniform in the sense that

AT < T,y — T, < AT, where AT := OmaxN Tov1 — T,.
<n<
We assume that on each time domain [7;,, T,,+1], 0 < n < N, there exists a unique solution
propagator
g(Ty,): ve B g(T,,v) :=y(T+) € B,

where y is the solution of

v+ At x,y) =0, (t,x)e Ty, Th41) x 2,

y(T,, x) =v(x), x €. (7.4)

Moreover, we assume that we have a coarse-grid approximation ga (7, v) of the exact
propagator g(7,, v) at our disposal.

Example 7.1. We will later use a backward Euler step

gA(Tnv U) -V

ATn s A Tnv =0
b AT v ga (T )

as coarse propagator. As we will see the dissipativity of the backward Euler discretization
is useful to stabilize the parareal scheme.

The parareal technique is based on a multiple shooting reformulation of the initial
value problem (7.3). It combines parallel fine-grid propagators with a coarse propagator for
the iterative solution of the multiple shooting reformulation of (7.3).

More precisely, the parareal algorithm is defined as follows.

Algorithm 7.2 (“Parareal” Time Integration Method).
Compute approximations y; of y" = y(7,), 1 < n < N, for the solution y of (7.3) as
follows.

1. Initialize by coarse scheme: y? = o,

i =ga(T,, ¥)), 0<n<N.
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2. Fork=1,...,K —1: y,?H:vo

it = ga @ v ) + (8T, v — ga (T, ), 0<n<N. (1.5)

predictor corrector, computable
in parallel on time slabs

The sequential predictor step propagates the new approximation y;, , by the coarse
propagator. The error is corrected by using the approximation y;' of the previous iteration
and can thus be computed in parallel.

Remark 7.3.

* In practice g(T,,, y{) is replaced by an approximation gs(7},, y;) obtained by an ac-
curate fine-grid scheme.

* The exact solution y" = y(T},) satisfies the parareal scheme, since y”+1 = g(T,, y").
e After N iterations the exact solution is obtained.

* The parareal scheme can directly be applied to nonlinear equations and is then a non-
linear iteration. Thus, user-provided nonlinear fine-grid solvers can be used directly.
Besides the fact that nonlinear solvers can be more robust and efficient for some prob-
lems the nonlinear parareal algorithm has the advantage that the state in the time slabs
does not have to be stored in contrast to, e.g., a Newton iteration with inner parareal
solver for the linearized equation.

7.2.2 Convergence Properties of the Parareal Algorithm

In this subsection we collect recent convergence results for the parareal scheme. The first
result yields a convergence order km after k parareal iterations provided the solution is
smooth enough and the coarse propagator has order m and is Lipschitz.

Theorem 7.4 (Bal [2]). Let By C By_; C --- C By = B be a scale of Banach spaces.
Assume that

* (7.3) is stable in all spaces B;, 0 < j <k, i.e,

ly@ls, < Cllvolls, Yvoe By, 1 €0, T].

e The coarse propagator g is Lipschitz in the sense that for 0 < j < k

max [|ga(T, v) — ga(Th, wllg, < 1+ CAT)|lv—wlp, Yu,ve B
0<n<N j j

e The coarse propagator ga has order m in the sense that for 0 < j < k with
0g(T,,v) = g(T,,v) — ga(T,, v) the estimate holds

max 5g(T,,v) = 8g(T, w)llg, < CAT)" v = wllg,, Vv.we By,
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Then for initial data vy € By the parareal scheme after k iterations has an accuracy of order
mk, i.e.,

max T.) — y* <CAkaU

max 1y(Tn) = Yillg, = CCAT) [voll s,

with C independent of AT and vy.

Proof. A proof can be found in [2, Theorem 1]. Our last assumption is a modification of
assumption (H3) in [2], which is tailored directly to the proof of [2, Theorem 1]. O

This general result requires additional regularity of the solution in order to achieve
order km. By exploiting dissipative effects of the coarse propagator, Bal [2] shows an
improved result for certain linear partial differential operators by using Fourier analysis.

Theorem 7.5 (Bal [2]). Consider the case of a linear Mth order one-dimensional spatial
operator A with constant coefficients and symbol P(§) = oo + Z,iw:_ll o & + |E|M, where
ar € Cand ay > 0 such that P(§) > 0 or R(P(£)) > 0 (e.g., heat equation, advection-
diffusion equation). If for T, = nAT, AT = T /N, the coarse propagator is given by the

0-scheme
gA(Tns U) -V

AT
then for 6 € (1/2, 1] the parareal scheme is stable and

+ Aga (T, v) + (1 —0)v) =0,

max_ [Y(T) = 3 Loy < CCAT)™ [[voll s sy

1<n<N

forall s € R. Here H*(R) denotes the usual Sobolev space of order s.

Proof. As shown in [2], the result follows from Theorems 2 and 3 in [2]. O

7.2.3 Interpretation as Preconditioned Iteration

Rather than interpreting the parareal scheme as a scheme of higher order on the coarse grid,
we prefer to view the parareal scheme as a preconditioned iteration. Consider for simplicity
the case that (7.3) is linear. Then

g(Tnv yn) = Gnyn + Cn, gA(T;u yn) = GA,nyn + CAJL'

The relation
Y =g(T,,y), 0<n<N, y =nu,

can be written as

1 0 ’
—Go )i y1 Co
_Gl I y . 0

_Gl\./'—l I y CN-—1
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which we write in short as
My =F.

Since the parareal update (7.5) can be written as

i = ea T i) = 00 — ga (T ) + 8T,y — ¥, 0<n <N,

we see that with the coarse-grid approximation M, of M

1
—Gao I
MA — —GAJ 1
—Gan-1 1
the parareal scheme (7.5) can be written as
Yer1 = Yk + My (F — Myy). (7.6)

Theorems 7.4 and 7.5 show that under appropriate assumptions M ;1 is a good preconditioner
for the operator M.
To cover also the nonlinear case we introduce the operators

0 — o 0 — o
v —g(To, y°) y' = ga(To, ¥°)
GOy = | . Galy) = |
vV —g(Tyy, YN vV —ga(Tn-1,y¥ 7

Then the parareal scheme can be written as the preconditioned iteration

Gar+1) = Ga(yk) — G (k)

which is (7.6) in the linear case.

7.3 Time-Domain Decomposition of the Optimal Control
Problem

We use a multiple shooting reformulation of the optimal control problem (7.1). The pro-
posed optimization algorithm, however, is different from SQP-type optimization algorithms
typically applied to multiple shooting reformulations of optimal control problems. In par-
ticular, our SQP algorithms are matrix free and, in the context of (7.1), use the parareal
technique for the solution of the state equation and the adjoint equation.

Letasabove 0 = Ty < T3 < --- < Ty = T. We consider a PDE-constrained
optimization problem (7.1) with state equation (7.2), where the cost functional J depends
for simplicity only on the end states y(7},) of the time domains, i.e.,

J(y,u) = JA(To), ..., y(Ty), u). (1.7)
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Assume that forallv € B,u € U

Yz+A(t,x,Y(t)’u(t))=07 (tax)e(Tann+l)XS27
YT, x) =v(x), x€Q,

has a unique solution and define the corresponding propagator
§(Ty, viu) := y(Tyy1) € B.

Using yao = (3, ..., y¥) € BN*! =: Y, as new state we can rewrite (7.1), (7.2), (7.7) as

min J2(y,u) subjectto C*(y,u) =0, (7.8)
ya=00, -, yN)e¥a,uel
where C2 : YA x U — Y,
)’0 — Vo

R v = g(To, ¥ u)
C(ya,u) = ) (7.9)
N —g(Ty_1, yN 5 u)

Obviously, the parareal algorithm can be used as an iterative algorithm to solve the decom-
posed state equation (7.9) in parallel. In the following we will develop an optimization
algorithm for (7.8) that is motivated by the following basic concept:

» Use the parareal scheme as state solver in a generalized inexact SQP algorithm.

* Use the parareal scheme also for the adjoint equation to compute inexact gradients of
the cost functional.

To develop the generalized SQP method we state first necessary optimality conditions for
(7.8).
7.3.1 Optimality Conditions
The Lagrangian function for (7.8) is given by
L(ya,u, ) = J%(a,w) + (., C2G2 1))y v, -

By standard optimality theory we obtain the following result.

Proposition 7.6. Assume that J® : Yo x U — R, C® : Yo x U — Y, are continuously
differentiable. If (ya, i) is a local solution of (7.8), then there exists a Lagrange multiplier
(adjoint state) . € Y with
Ly(Ya,it, 1) = J},A(yA, i) + (C},A)*()_/A, A =0 (Adjoint equation), (7.10)
Lu(as i, 1) = I3 (Gar @) + (C)*(Ga, )1 =0 (Stationarity), (7.11)
CA(Ya,it) =0 (State equation). (7.12)
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Proof. The structure of C® implies immediately that C yA (ya, ) is surjective. Hence,

C(Ay!u)()"zA, u) is surjective, which is a regularity condition for (ya, #). Therefore it is well
known that the KKT conditions (7.10), (7.11), (7.12) hold at a local minimum (ya, i) of
(7.8). O

7.3.2 Structure of the Adjoint Equation

We have with G, (y", u) := g, (T, y"; u), which is the propagator for the linearized state
equation,
1
-Gy 1

cGow=| O
-Gy 1
Thus, we obtain the following structure of the adjoint equation:
I —Gj
I -Gj 20
(CH* (yar W+ I (ya u) = S+ 70 s u) =0.
I -Gy | \WW
1
(7.13)
Here G, is the propagator for the adjoint equation on time domain n backwards in time.
Therefore, the parareal scheme is directly applicable backwards in time to the adjoint equa-
tion.

In the rest of the chapter we will assume that we have a parareal solver for the state
equation (7.9) and a parareal solver for the adjoint equation (7.13) at our disposal.

7.4 A Generalized SQP Method

We propose in this section a generalized SQP algorithm for the solution of the problem

min  J(y,u) subjectto C(y,u)=0. (7.1)
yeYueU

Motivated by the time-dependent PDE-constrained problem (7.8) the design of the proposed
optimization algorithm offers the following features:

* The algorithm solves the state equation and the optimization problem simultaneously.

* Arbitrary user-provided iterative solvers for the state equation and the adjoint equation
can be used, in our case parallel parareal solvers.

* The optimization algorithm requires only very few iterations of the solvers in each
step by controlling the inexactness.
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* The algorithm ensures convergence to a stationary point.
For the considered time-dependent problem we have in addition the following properties:
* A nonlinear parareal solver can be used for nonlinear state equations.
* Only the state on the time-domain interfaces has to be stored; the states in the interior
of the time domains can be handled locally by the local solver of the time domain.

7.4.1 Basic Assumptions

We will work under the following assumptions.

Assumption 7.7. With X := Y x U the following hold for a given open convex set Xy =
Yo x Uy C X:

e The mappings

,u) e X > J(y,u),
y,u) e X— C(y,u) e Z

are continuously differentiable and the derivatives are uniformly bounded and Lips-
chitz on Xo.

e For any u € Uy there exists a unique solution y(u) € Yo of C(y(u), u) = 0.

* The derivative Cy(y, u) € L(Y, Z) has an inverse that is uniformly bounded for all
(y, u) € Xp.

7.4.2 Review of Classical Trust-Region SQP Methods

Classical SQP Method

It is well known that the local SQP method is given by the iteration
Xk+1 = X + Sk,

where s solves the SQP problem at (x;, A;) € X x Z*

. 1
min qr(s) := L(xg, Ax) + (Lx(xx, Ak), S)x=x + E(S, Hps)x x»

subject to C(xg, Ax) + Cyx (X, Ar)s =0

with x; = (yx, ux) and Hy = Ly, (xx, A¢) (or an approximation). In reduced SQP meth-
ods the quadratic model g (sy, s,) is reduced to the control component s, by choosing A
according to the adjoint equation

Ly(xk, )Lk) =0 (714)
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0 O
B, = N
c=(o 5 )

where By is an approximation of the reduced Hessian

and by replacing Hy by

. —(c;'c,
A= W H W, Wi = ( (€ )(xk)).

Iy

Here Iy denotes the identity on U. This leads to the reduced SQP problem at (xi, Ay)

. n 1 ~
min g (s,) = L(xg, M) 4+ (L O, M), Su)ueu + E(su» Bisy)u,u-

s=(sy,50)€X

subject to C(xx, Ax) + Cy(xg, Ax)sy + Cu(Xg, Ae)sy = 0.

Trust-Region Globalization

Following the composite-step approach by Byrd and Omojokun (see [6, 17]), a trust-region
globalization of SQP methods can be obtained by a step decomposition

sk =Sp+ 5,

with quasi-normal step s} and a tangential step s; Here, the quasi-normal step s} = (s34 0)
updates only the state and is obtained as an approximate solution of the quasi-normal problem

1 ny 2 . n
{flél}} IC(x) + Cy(x)syll,  subjectto  [Isyll, < &, (7.15)

where §; > 0 is the current trust-region radius. The tangential step s is an approximate
solution of the frangential problem

min g (sy + ') subjectto Cy(xp)s' =0, [s;ll, < &.
st=(st,sl)eX

v ou

For reduced SQP methods the problem simplifies to the following: Compute an approximate
solution s ,,

min gi(s;) subjectto |Is,ll,; < 8. (7.16)
sheU
and then compute s”v, « by solving
Cy (xk)s;’k = —Cy(x)S;, 4-
The evaluation of the step sy = s{ +s; and the adaption of the trust-region radius can now be

performed in various ways, e.g., by using a merit function [6] or by using techniques without
merit function such as filter techniques [7, 8] or nonmonotone trust-region techniques [18].
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7.4.3 Development of the Generalized SQP Algorithm
The classical SQP method has several drawbacks that limit the flexibility of the method.

* The SQP method uses a Newton iteration for the simultaneous solution of the state
equation. But often the user provides already his own efficient and robust solver
(sometimes nonlinear).

* For nonlinear state equations nonlinear solvers can be just as efficient as the solver
for the linearized equation (e.g., nonlinear parareal solvers).

* The linearized state equation can be inappropriate as approximation of the state equa-
tion (for example for flows with shocks [19, 20]).

We circumvent these limitations by using nonmonotone trust-region techniques similar
to [18] together with a generalized quasi-normal step. Again, we use a step decomposition

sk = Sp + 5.

The generalized tangential step s; = (s ,, 5 ,) is obtained as follows.

Generalized Tangential Step
Compute s; , as an approximate solution of the reduced tangential problem

rlnig Gi(sy,) subjectto ||s}ll, < & (7.16)

Su

satisfying a fraction of Cauchy decrease condition (FCD)
Gr(0) — G (sy,) = reg I Lu (s ) Nl g+ mind|| Ly (i, A [+ 5 8} (7.17)
with a constant k, > 0. Then we set
St = Sty Stu)s (7.18)

where we require only that
syl < wellsi Il (7.19)

with a fixed constant k; > 0. The choice s; , = 0 is allowed.

Remark 7.8. It is well known that FCD holds if ||l§k||U!U* is uniformly bounded and if
s;. yields at least a fixed fraction of the Cauchy decrease, which is the decrease along the
steepest descent direction —V gy (0) inside the trust region.

Inexact Adjoint State

Instead of choosing the multiplier A; as the exact solution of the adjoint equation (7.14) we
admit inexact adjoint states A; satisfying

1Ly G, M)y < s min || Ly, (e, A 1=, Sk} (7.20)

with a constant k; > 0. This requirement is similar to the inexactness framework of
Heinkenschloss and Vicente [10].
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Generalized Quasi-Normal Step

Instead of the Newton-like quasi-normal step (7.15) we invoke a user-provided iterative
solver, in our case the parareal state solver, to compute a generalized quasi-normal step

s = (554, 0) (7.21)
such that the following nonmonotone decrease condition holds:
max {Re, [CQoll3} — 1€ + 5013 = keIC@olls, e € (0, 1), (7.22)
where we require that with constants §. > 0, k,, > 0 it holds that

st ylly < ICllz +80) i ICGxRllz + 8 < . (7.23)

Here R, > ||C(xk)||22, R; > 0, is a relaxation term which is chosen as R, = ||C(xk)||2Z
unless feasibility is much better than stationarity, i.e., ||C (xp)|l ; < |V L Gy A || -

Remark 7.9. If Assumption 7.7 holds with a convex e-neighborhood X of all x, x; + s,’c,
then (7.23) can always be ensured. In fact, under this assumption the Newton—Kantorovich
theorem ensures the existence of some § > 0 such that the following holds: in the case
|C(xx + 5p)1l, < 8 Newton’s method for the equation

Cn+sp,+zux+s,)=0 (7.24)

starting with zo = O generates iterates z; that converge with linear rate 1/2 to a point
Z* with C(yx + s,’(,y + 2", ux + s;,) = 0 and the iteration stays in a ball of radius <
2M||C (x; + s,’{)||Z < 2MS§, where M is a bound for ||C;1||Z y on Xo (Assumption 7.7

allows a uniform choice for § and M). But since C is Lipschiti on X with a constant L
by Assumption 7.7 and since ||s; [, < (1 + «;)8, we have

IC G+ sl < ICNz + Lo +k)8 < 1+ L)+ k) (ICx0) M1z + 80,

and hence the condition ||C(x; + s)[|, < & is satisfied whenever ||C(x)|l; + & < 6.
with 8, = (1 + L)~ '(1 + «,)~'. Moreover, the iteration stays in a ball of radius <
Ky (IC (x|l 7z + k) with k, = (1 + Le)(1 + «,)2M. Since R, > 0 and R, > ||C(xk)||22,
(7.22) will eventually hold with x; + s = (yx + s,i’y + zj, ux + sp,,) and the resulting
s,f, y =2 satisfies (7.23) for the above choices of §. and «,,.

If [|s; |l y < &slIC(xx)llz with a constant k; > 0, then there exists § > 0 small enough,
such that in the case ||C(x; + s;) [, < & the decrease condition (7.22) holds after a single
Newton step by the local quadratic convergence.

The above considerations show that also any solver for (7.24) which converges for
the starting point zo = 0 to the closest point z* with C(yx + s; , + 2", ug + ;) = 0 will
eventually generate an iterate s | = z; satisfying (7.22), (7.23).

The purpose of the relaxation term Ry is to allow a controlled increase of the constraint
violation if the current point is almost feasible but the stationarity is unsatisfactory. This
is essential to obtain an efficient all-at-once method, since otherwise the algorithm would
produce almost feasible iterates as soon as an almost feasible point was generated.
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Similar as in [18] we use the following algorithm to adjust Ry.

Algorithm 7.10 (Computation of the Relaxation Parameter).
InplIt: k’ jka ||Lu(Xk, )\'k) ||U*7 ” C(xk) ”Z

Output: Ry, jri1-

Given: Tolerance sequence a; “\ 0, a(’l—j‘ >ap >0, o, B €]0, %[.
If |C(x)ll, = min {aaj,, Bl Ly (xi, M) llg-}: set R = ICGONZ, jis1 = Ji:
Else: set Ry := min [afk, | V. Ly, (g, kk)ll%ﬁ}  Jk1 = Jk+ L

Remark 7.11. In [18] it is in addition assumed that the tolerance sequence decays slowly

enough that
o0
1
D_aj <0
j=0

with a fixed constant n > 4/3. This is necessary to allow transition to fast local convergence
when classical tangential step and quasi-normal steps are used.
Evaluation of Steps

For the evaluation of steps we adapt the merit-function-free strategy in [18] that provides
a similar acceptance behavior as filter methods [7, 8] and is convenient to integrate in our
generalized SQP framework. The basic idea is to compare the model reduction

Agi(sp) = qx(0) — g (st.,)
obtained in the quasi-tangential step with the actual reduction
AL (si) = Li(xg, M) — Lk + Ses Ag)

of the Lagrangian function if the model reduction Agy (s;) is sufficiently large compared to
the constraint violation. More precisely, if

Agqi(sp) = WICx) 1" (7.25)
with constants v > 0, u € (2/3, 1), then we accept the step if in addition
ALi(se) = n1Agi(sy)

with a constant n; € (0, 1).
If (7.25) is violated, then we always accept the step. In this case (7.22) ensures a
nonmonotone decrease of the constraint violation.

Remark 7.12. In this chapter we could allow p € (0, 1) in (7.25). The range 1 € (2/3, 1)
allows transition to fast local convergence when classical tangential step and quasi-normal
steps are used; see [18].
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The generalized SQP Method

Combining all ingredients we obtain the following algorithm.

Algorithm 7.13 (Generalized SQP Method without Merit Function).
Letn € (0,1), 0<y1 <1<y, v>0, uel 1L
Choose xog € X, ¢ > Snin > 0, éo e L(U,U*),and set jo := 0,k :=0.

1.

2.

Compute C(xy), J (xx).
Compute an approximate adjoint state A, satisfying (7.20).

If [Cxo)ll, + IILe (i) |- = 0: STOP (xy is KKT point).

. Compute the generalized tangential step s; according to (7.16), (7.18) satisfying

(7.17), (7.19).
Determine the relaxation parameter R; and ji4; according to Algorithm 7.10.

Starting from x; + s; compute a generalized quasi-normal step s satisfying (7.21),
(7.22).

If Agi(st) > (W]|C(xp) (1) goto 8 else goto 9.

If ALk(Sk) <m Aqk(sli) then set Xk+1 = Xk» jk-‘rl = jk. (step rejected)
Set 8x+1 = Y16k, k := k + 1 and goto 2.

Set xy11 = x¢ + s, + s}, compute new Hessian update §k+ 1. (step successful)
Choose 611 € [max{Syin, Ok}, max{dmin, Y28}l
Setk := k + 1 and goto 1.

7.4.4 Convergence Result

We will prove global convergence under the following assumption.

Assumption 7.14.

» Assumption 1.7 holds for an open convex e-neighborhood Xy = Y, x Uy containing

all trial points xy, X + Sk, X + sj.

e There is a constant Mg > 0 with

IBilly.y- < M Vk.

e A remains uniformly bounded.

e J(xx) is bounded from below.
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Well Definedness

Lemma 7.15. Let Assumption 7.14 hold. If Algorithm 7.13 does not terminate finitely, then
it generates an infinite sequence of successful steps.

Proof. We have already mentioned in Remarks 7.8 and 7.9 that the requirements on s; and
s; can be met.

Assume that there is K > 0 such that all steps s; with k > K are not successful. Since
the algorithm does not terminate, we have with a constant ¢ > 0

IC(xllz + 1L ek, M)+ = 26

We will derive a contradiction.
By the mechanism of the algorithm all iterations k£ > K can only be unsuccessful if

81 =& — 0 and Agr(sp) > WICIIH* Yk > K. (7.26)

Since |
Aqr(sp) < 1Ly Xk, M) |8k + 3 I Belly.u+8¢ < c1(8 + 80), (7.27)

we conclude with (7.26) that
0 < (WIC)IN* < Agi(sp) - 0 fork — oo

and therefore
ICxIz — 0, & —0 (7.28)

(we even have ||C(xx)]z = [|IC(xk)|lz = 0 for k > K, but for later reference it is useful to
use only (7.28)). Hence, we find K’ > K > 0 with

Ly Gk, Al > 6 Yk > K.

Then we have either || L, (xi, A) |y = €/2 or || Ly (xk, M)l . = €/2, and thus by (7.20)

& /
Ly ks i) g = 2T ox =:kie Vk>K'. (7.29)
A

Hence, the quasi-tangential step leads by (7.17) and (7.26) to a model decrease with

Aqi(sp) = kgkremin {kie, &) Vk > K/,

Agi(sh) = v ICllY Vi > K.

(7.30)
We show that this eventually implies
ALi(s1) = mAgi(sy),

and thus the step would be accepted in contradiction to our assumption. In fact, we find by
(7.28) some K” > K’ with

IC(x)ll; +8 <8 Vk>K".
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Thus (7.23) yields
lsilly < ka(ICGx)lz +8) Yk = K",

and we have with some & € [0, 1]
[AL(sk) — Aqr(sp)| < Ly ek + Esiey A) — L (s M) [l x= llse |
Ly 0Bty + 3Bl sk
< eallslly < e2(1+ ke + ) (IC G0Nl + 80)%.
Since u € (2/3, 1), a comparison with (7.30) shows that there is 0 < § < §, with
|ALk(st) — Agi(sp)] < (1 =n)Agqi(sy) Yk > K" with [C(x0) 7 + 8 < 6,

and thus
AL(se) = miAqe(sy) Yk > K" with |C(xp)llz + 8 < 8.

Since ||C (x¢)|l z + 8 — 0 by (7.28) this shows that the step would eventually be successful,
which contradicts our assumption. [

Convergence to Feasible Points
Lemma 7.16. If R, = ||C(xk)||éf0r all successful iterations k > K, then

lim @)l =0.

Proof. In this case we have
ICGOI5 — ICasDIZ = kICI5 Yk > K with xgq # Xk,

and thus ||C(xk+1)||zz < (1 - /<C)||C(xk)||2Z for all successful iterations k > K. Since
C(xr41) = C(xp) for rejected steps and since we have infinitely many successful steps by
Lemma 7.15, we conclude that ||C(x;)||, — 0. O

Otherwise, the following lemma applies.
Lemma 7.17. If k is a successful iteration and ji+1 = jix + 1 in Algorithm 7.10, then
ICxDIz <aj VI=k.

Moreover, we have
ICxllz <aj, Yk with jp>1.

Proof. Consider Algorithm 7.10 for a successful iteration k. If ji.; = ji + 1, then we must
have
I1C(x)llz < min{aa;, BIIL,(x)ly-} < aaj,.
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We now show by induction

ICGxDIIz <aj;, VI=k. (7.31)
Since x; and j; change only for successful iterations it is sufficient to show (7.31) only
for successful iterations [. For [ = k (7.31) is already shown. Now we have by using that
Ry < max{[[C(x))|}. a3} together with (7.22)

IC )15 < max {Ry, [C(x)I%} < max {a}, ICO)I7} < aj.

To show the second assertion we observe that ||C(xi)||; < aj, is already proven for every
successful iterations k with ji+; = ji -+ 1 (and this includes the first iteration with j;; = 1).

Now it follows also for all [ > k with j; = j; that

ICCDIz < aj, =a;. U

Together we obtain the following result.

Theorem 7.18. We have
lim ||C(x)]l; = 0.
k—o00

Proof. 1If R, = ||C(xk)||2z for all successful iterations k > K, this follows from Lemma
7.16. Otherwise we have by Algorithm 7.10 that ji.; = ji + 1 for an infinite sequence of
successful iterations. Thus, j; — oo and we find K > 0 with ji; > 1 for all k > K. The
previous lemma now yields

ICxllz <a;, Vk=K,

and thus ||C(x;)|l; — 0, sincea;, — 0. O

Global Convergence Result

We have the following convergence result.

Theorem 7.19. Let Assumption 7.14 hold. If Algorithm 7.13 does not terminate finitely,
then it generates an infinite sequence of iterates with

lim |C(xp)]l; =0, liminf||VyLg]x« =0.
k— o0 k—o00
We start with the following auxiliary result.

Lemma 7.20. Let Assumption 7.14 hold and assume that

IViLillys > & >0 Vk=>K'.
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Then there is K > K’ and a constant § > 0 such that

8¢ > yrmin {8, 8/2} =: 8" for all successful iterations k > K. (7.32)

Proof. We know already by Theorem 7.18 that ||C(xz)||; — 0. After each successful step
the trust-region radius is > §,,;,. Unsuccessful steps and a reduction of §; occur only in the
case Agi(sp) = (]| Cxe) 15"

In the latter case we deduce (7.29) and (7.30) exactly as in the proof of Lemma 7.15.
As in the proof of Lemma 7.15 we obtain a constant 0 < § < §, with

ALi(se) = miAgi(sp) Vk > K’ with [|C(x) |l + 8 < 8.

Now choose K > K’ so large that ||C(x;)||, < 8/2 for all k > K. Then all steps k > K
are accepted as soon as §; < §/2, which yields the lower bound in (7.32). [

Proof of Theorem 7.19. We know by Theorem 7.18 that ||C(x;)||; — 0. Assume that
liminf;_, o || Vi Lg| x« > 0. Then we find K’ > 0 with

IViLlilly- > >0 Vk=>K'"
Now Lemma 7.20 yields K > K’ such that
8¢ > y1 min {§,,;,, 8/2} =: 8’ for all successful iterations k > K. (7.32)
We show next that there is K” > K with
Agi(sp) > (v||C(xk)||%)“ for all successful iterations k > K. (7.33)

As in (7.29) we obtain
1Lk M)y = k18 Yk = K,

and thus by the Cauchy decrease condition (7.17) and (7.32)
Agi(sp) > kgkie min {kie, 8} > kyk1€ min {Klé‘, 8’} =&

for all successful iterations k > K. Since ||C(x;)||; — 0 we deduce (7.33) with K” > K
large enough.
Now (7.33) and the mechanism of the algorithm yield

ALi(sy) > n1Agx(sp) > me’  for all successful iterations k > K.
Finally, ||C (x¢)||, — 0 yields

nie’

L(xg, M) — L(xrg1, Aeg1) = ALg(sg) — i1 — Al 2 IC G DNz > EN
for all successful iterations k > K" with some K"’ > K”. We deduce that L(x;, A;) —
—oo. This is a contradiction, since J (xg, Ax) is bounded from below, || A« || 2« and ||C (xx)]l 2

are uniformly bounded, and thus L (x;, A;) is bounded from below. [
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7.5 Application of the Generalized SQP Method with
Parareal Solvers
In this section we apply the generalized SQP method in Algorithm 7.13 to the specific decom-

posed time-dependent problem (7.8) for a semilinear parabolic equation in two dimensions
and use parareal solvers for the state equation (7.9) and the adjoint equation (7.13).

7.5.1 An Optimal Control Problem for a Semilinear Parabolic
Equation

We consider the problem
1 ) a [T 2
Jy,u) == | O(T) —yg)"dx + = u“dxdt
YEW(0,T),ueL2((0,T)x<) 2 Ja 2 Jo Ja
subject to
yy—Ay+By =u on(0,T x £,
ylo,myxse =0, (7.34)
y(0,-) =v9 on £,
where 8 > 0 is a constant. As in [4] the state and control spaces are given by
U=L*0,T) x Q),
Y=W(@O,T)={y: yeL*0,T; H(RQ), y. € L*O0.T; H'(Q)}.
Since W(0, T) — C([0, T]; L*(2)), it is natural to choose in the decomposed problem
(7.8), (7.9) the state space Y5 = BV*! with B = L?(Q2). Thus
Ch (L@ x L2(Q x (0, T)) — (L2 (@),

¥ = o
R v = g(To. Y0 u)
C™(ya,u) = :

1

vV —g(Ty_1, yN 1 u)

For the linear case B = 0 it is easy to check that Assumption 7.7 is satisfied for all convex
open and bounded sets Xg = Yy x Uy C Y x U. For the semilinear case 8 > 0 it follows
from the theory of semilinear parabolic equations that (7.34) admits for all # € U and initial
data vy € WO1 P p > 1, a unique solution y € Y; see [4, 16]. It is beyond the scope of this
chapter to analyze (7.34) in detail. For sufficiently smooth Lipschitz continuous monotone
increasing nonlinearities f(y) instead of By> results can be found in [4]. Semilinear elliptic
equations are considered in [1, 11].

7.5.2 Propagators in the Parareal Scheme

For the implementation of the parareal state solver we use the equidistant time decomposition

T
T, =nAT, AT = —.
N
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Coarse Propagator

For the coarse propagator ga (7, v; u) we apply one backward Euler step in time and use a
standard 5-point stencil for the Laplacian; i.e., y**! = ga(T},, v; u) is given by

1
yn—;;l} _Ayn-H +U3 = u.

Fine Propagator

To approximate the exact propagator g(7,, v; u) we apply N steps of a Crank—Nicolson

scheme with time step 6T = AT /N and use a standard 5-point stencil for the Laplacian.

Hence, y;“ = g5(T,,, v; u) is given by

v =,
v/t i vl I3 4 ))3 )

a — 5 + 5 =u,j, j=0,...,Ny—1,
yr;+l — UNf.

The implicit equation in each time step is solved by 1-3 Newton iterations in each time step.

7.5.3 Implementation of the Generalized SQP Method

We use the following solvers and approximation of the reduced Hessian:

* Nonlinear parareal solver for the state equation starting with the current state, parareal
solver for the adjoint equation.

e Limited memory BFGS update for the reduced Hessian. éa ! is chosen as the in-
verse of the Hessian of the L2-regularization. The update is skipped if the positive
definiteness would be destroyed.

¢ As approximate solution of (7.16) we minimize along the Newton step in the trust
region if it satisfies a sufficient decrease condition. Otherwise we minimize along the
steepest descent direction in the trust region.

Remark 7.21. For the solution of the timestep equations in the propagators, standard
multigrid solvers can directly be used. It would be possible to control the inexactness of the
multigrid solvers by the generalized SQP methods.

In addition, a coarser space grid could be used for the coarse propagator.

7.5.4 Numerical Results

We consider the following specific problem:
T=1 «=1073, AB=1,
Ya(x) = 24 sin3T +3x; — x3) x1x2(1 — x1) (1 — x2),
vo(x) = (2 +sin(3x; — x3)) x1x2(1 — x1)(1 — x2).
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Figure 7.1. Iteration history for the generalized SQP parareal method.

For the discretization we use the following mesh sizes:

. . 1 AT
N = 20 time domains, AT =—, T =—,
N 40

For conditions (7.22) and (7.20) we use the constants

40 x 40 equidistant space grid.

ke =107", Kk, =102,

The iteration history is shown in Figure 7.1. The generalized SQP parareal method takes
16 optimization iterations. The upper plots show the number of parareal iterations for the
state equation (upper left) and for the adjoint equation (upper right) versus the optimization
iteration. We see that in the mean 3.5 parareal iterations for the state equation and 1.2
parareal iterations for the adjoint equation are necessary in each optimization iteration. The
lower figures plot the norm of the reduced gradient (lower left) and the constraint residual
(lower right) versus the optimization iteration. Note that one state solve requires 5—6 parareal
iterations to achieve a comparable constraint residual of 107®. This yields the following
cost ratio between optimization and one state solve:

time(solution of optimization problem) 16 x (3.5 + 1.2) parareal its. _ 5

time(solution of state equation) 5 parareal its.
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Parallel Efficiency

With N = 20 processors we have

time(parallel parareal it.) 20 coarse + 40 fine steps 0.075

time(serial state solve) 800 fine steps

Since the optimization with serial state and adjoint solver takes also about 16 iterations, this
yields
time(parallel optimization) 35+12 1

time(serial optimization) 1+1 757

and thus the parallel efficiency is

37 = 28.5%.

20
We believe that a comparable parallel efficiency can be obtained for very large problems
with many time steps even if many processors are used. Moreover, the parallel optimization
allows us to treat much larger problems than a serial implementation on one processor, since
it automatically distributes the problem to the resources of the available processors.

7.6 Conclusions

We have proposed a generalized SQP method for the solution of PDE-constrained optimiza-
tion problems that works with any user-provided iterative solvers for the state equation and
the adjoint equation. The algorithm uses—similar to filter methods [7, 8]—an approach
without merit function and is a true all-at-once method that achieves feasibility and op-
timality simultaneously. The inaccuracy in the user-provided solvers is controlled by the
SQP method in such a way that global convergence is ensured. While the proposed method
is applicable to general problems of the form (7.1), we have shown that the generalized
SQP method can efficiently be applied to time-dependent PDE-constrained optimization
problems by using highly parallel parareal state and adjoint solvers. This approach provides
a modular and flexible framework to obtain a parallel optimization solver for large-scale
transient PDE-constrained optimization problems. The user has only to provide fine and
coarse propagators for the considered PDE and its adjoint. We have shown that the approach
yields promising numerical results for the optimal control of a semilinear parabolic problem
in two dimensions. The application to other problems, in particular to the optimal control
of the Navier—Stokes equations, is a topic for future research.

While it is quite straightforward to handle additional control constraints, we plan to
extend the approach to problems with state constraints, which is important for applications.
Moreover, the parareal technique could also be applied after a time-domain decomposition
of the optimality system. We plan to investigate this approach. Finally, the proposed
generalized SQP method is in particular well suited for the optimal control of flows with
shocks, since nonlinear solvers for the state equation can directly be used, which avoids
the difficulty of linearizing the state equation at shocks. Results for the optimal control of
discontinuous flows will be presented elsewhere.
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Chapter 8

Simultaneous
Pseudo-Timestepping for
State-Constrained
Optimization Problems in
Aerodynamics

Subhendu B. Hazra* and Volker Schulz*

8.1 Introduction

With the increase in efficiency of computer technology and availability of high-fidelity CFD
codes, simulation-based optimization is becoming a more and more reliable tool for pre-
liminary design methodology. Among various optimization strategies used for this method,
gradient-based methods are used in most of the practical applications. For the computation
of sensitivities, the adjoint method has advantages over finite difference methods and is
applied in most of the practical applications as well.

In this chapter we present a method for solving aerodynamic shape optimization
problems involving state constraints. It is based on simultaneous pseudo-timestepping.
Instead of solving the KKT system using some iterative techniques, we consider the pseudo-
time embedded nonstationary system of equations. The advantages of this method are that
it requires no additional globalization technique in the design space, that it blends in nicely
with a previously existing pseudo-timestepping method for the states only, and that a block
preconditioner can be used for convergence acceleration which stems from reduced SQP
methods. Also for the problem class that we consider in our applications, the state and costate
solutions are obtained using pseudo-timestepping on the corresponding unsteady equations.
Therefore, it seems natural to use pseudo-time embedding for the design equation as well.

Optimization in aerodynamics is an active area of current research and many possi-
bilities are being considered. Among various methods, evolutionary genetic algorithms are
receiving considerable attention, since they promise to lead to the global optimum. How-
ever, their application is still limited due to the enormous costs involved. The other methods
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used in most of the practical applications are gradient-based algorithms using adjoint sen-
sitivities. These methods require lesser computational cost than evolutionary algorithms,
but the overall cost is still quite high. This is due to the fact that typically in each design
update of the method, the state and costate equations are to be solved quite accurately. Even
though efficient CFD solvers are available, repeating the process several times adds up, so
that the cost can be quite high. Computational results based on these methodologies have
been presented in [8, 10, 21, 22, 32, 33] on structured grids. An application of this method
on unstructured grids has been presented in [1]. This approach with a less accurate state
and costate solution has been performed in lollo, Kuruvila, and Ta’asan [19].

In [14], we proposed a new method for solving such problems using simultaneous
pseudo-timestepping. It is well known that there is a strong correlation between iterative
methods and pseudo-timestepping [5, 24] which has been exploited for the construction of
a timestepping method in the spirit of reduced SQP (RSQP) methods. This formulation is
advantageous, since the steady state flow is obtained by integrating the pseudo-unsteady
Euler (or Navier—Stokes) equations in this problem class. Therefore, one can use the same
timestepping scheme for the whole set of equations and preconditioners can be used to
accelerate the convergence. Certain preconditioners are equivalent to SQP methods, whose
mathematical background is well studied. In [15, 16] we have implemented that method for
the shape design example using Euler equations. In [17] we extended the same method for
problems involving additional state constraints. The idea of partially RSQP methods [6, 12],
which is a generalization of standard RSQP methods, e.g., as in [13, 27], is used for this
extension. This chapter is supplemented with two application examples for drag reduction
with constant lift for RAE2822 and RAES5225 airfoils. The number of iterations required
for the full optimization problem is less than 7 times that of the analysis problem. This
implies a drastic reduction of the computational cost compared to usual gradient methods
that solve the state and adjoint PDEs exactly at each optimization iteration.

The chapter is organized as follows. For the sake of completeness, we explain briefly
the simultaneous pseudo-timestepping method of [17] in the next section. Section 8.3
presents the back projection method into the additional state constraint. Numerical results
are presented in Section 8.4. We draw our conclusions in Section 8.5.

8.2 Simultaneous Pseudo-Timestepping for Optimization
Problems

The optimization problem that we are dealing with in this study is of the class of optimal
control problems including also the subclass of shape design problems. These problems
can be written in abstract form as

min I (w, q)
subjectto c(w, g) =0, 8.1)
h(w, g) =0,

where (w,q) € X x P (X, P are appropriate Hilbert spaces), I : X x P — R, and
¢ : X x P — Y are twice Frechet-differentiable (with Y an appropriate Banach space). The
Jacobian, J = g—;, is assumed to be invertible. Here the equation c(w, g) = 0 represents the
steady state flow equations (in our case Euler equations) together with boundary conditions,
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where w is the vector of state variables and g is the vector of design variables. The objective
I(w, g) is the drag and the scalar-valued function i (w, g) is the lift of an airfoil for the
purposes of this chapter. Typically, in practical applications, additional constraints of the
form

h(w,q) =0

often pose severe restrictions on the validity region of the model or for the design construc-
tion. For the sake of simplicity in presentation, we discuss only the equality constraints,
which is the case in our application. The inequality constraints can be handled by an active
set strategy. For the scalar constraint of the airfoil design problem, an active set strategy is
trivial.

The necessary optimality conditions can be formulated using the Lagrangian func-
tional

L(w,q,2) =1(w,q) — A c(w, q) — u" h(w, q), (8.2)

where A and p are the Lagrange multipliers or the adjoint variables from the dual Hilbert
space. If Z = (w, ¢) is a minimum, then there exist a A and a ft such that

V.LG, A Q) =V.I3) —A Ve — 4T V.h(3) =0. (8.3)

Hence, the necessary optimality conditions are

c(w,q) =0, (8.4a)
h(w,q) =0, (8.4b)
VwL(w, g, X, n) =0, (8.4¢)
VyL(w,q, A, u) =0. (8.4d)

This set of nonlinear equations can be solved using an iterative method, for example, using an
approximate RSQP method. A detailed discussion of this approach can be found in [34, 35].
A step of this method can be interpreted as an approximate Newton step for the necessary
conditions of finding the extremum of problem (8.1), since the updates of the variables are
computed according to the linear system

ah\ "
0 0 (—) AT
ow
AN ac\ " Aw —V,L
0 B - = A -V, L
dq dg | = H (8.5)
dh  dh 0 0 Ap —h ' '
8w aq AL —C
dc
A — 0 0
dq

where A is some approximation of the Jacobian J = 5’—; and B is the reduced Hessian.

As a special iterative method to determine the solution of (8.4), we use simultaneous
pseudo-timestepping to reach the steady states of the following pseudo-time embedded
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evolution equations:

d
d—l;} +c(w,q) =0,
dup
— 4+ h(w,q) =0,
7 + h(w, q)

di

dq

E +VqL(wa qv)") =0

This approach has the advantage that it blends nicely with a pseudo-timestepping flow solver.

In [19], Tollo, Kuruvila, and Ta’asan proposed an approach in which pseudo-time em-
bedding is suggested for the state and costate equations and the design equation is solved as
an additional algebraic equation, in particular, in the form of an additional boundary condi-
tion for boundary control problems. An additional state constraint of the form 2 (w, g) = 0
is not considered there. In that case, the pseudo-time embedded system would be written in
our notation as

dw

dt
dx
— + VuyL(w,q,A) =0, 8.7)

dt
VyL(w,g,1) =0.

+c(w,q) =0,

This is a differential algebraic system of equations, where one has to provide some means
to solve the design equation alone and no preconditioner is used for this system.

The pseudo-time embedded system (8.6) is usually a stiff system of ODEs . Therefore
explicit timestepping schemes may converge very slowly or may even diverge. In order to
accelerate convergence, this system needs some preconditioning . In our implementation,
we use the inverse of the matrix in (8.5) as a preconditioner for the timestepping process.
The pseudo-time embedded system of ODEs that we consider is

h T
0 0 <a_) AT
Jw
AN [dc\ " W —VyL
0 B <£> (@) q | _| ~VaL (8.8)
dh  oh n —h : '
- — 0 0 i _
ow dg ¢
ac
A = 0 0
dg

This seems natural, since (8.5) can be considered as an explicit Euler discretization for
the corresponding timestepping that we envision. Also, due to its block structure, it is
computationally inexpensive. The preconditioner employed is similar to the preconditioners
for KKT systems discussed in [2, 3] in the context of Krylov subspace methods and in [4]
in the context of Lagrange—Newton—Krylov—Schur methods.
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Within the inexact reduced SQP preconditioner, one has to look for an appropriate
approximation of the reduced Hessian, B. In particular, when dealing with PDEs constitut-
ing the state equations, the reduced Hessian can often be expressed as a pseudo-differential
operator, the symbol of which can be computed and exploited for preconditioning purposes
asin [14].

Using Gaussian elimination for partial reduction, the above system (8.8) can be re-
duced to a system

A TA—Tv L
(& a)(a)=| ") )
T O . -_ 9 .
8n M oh |
—h+—A""'c
ow
where .
(¥ _on ydeNT —A*lg—c Vh
8= \9g " ow aq) ;% V,h

is the reduced gradient of 2 (w, q).

We use this reduction strategy in the following to solve problem (8.1) using simul-
taneous pseudo-timestepping. First, we consider the system without the additional state
constraint 2(w, ¢) as discussed in [15]. Then the linearized constraint /4 leads to the QP

1
min Eq'TBc] +g7q
oh
subjectto g, ¢ = —h(w, q) + a—A’lc, (8.10)
w

where g = (V,L — (g—;)TA‘TVwL) is the reduced gradient of the objective function.
Construction of each of the reduced gradients g and g;, requires (approximate) solution of
one adjoint problem.

Therefore, this reduction can be interpreted as a projection of the design velocity
of the corresponding equation (8.8) without the state constraint towards the linearized lift
constraint and thus resembling dynamic projection strategies onto invariants as in [36].

8.3 Back Projection

Due to the nonlinearity of the problem there is some deviation from the additional state
constraint. Therefore we use the following correction strategy in each optimization step to
avoid this deviation. We minimize the distance between the point gy and the manifold S of
constant lift S = {q | h(w(q)) = lp} (Figure 8.1), where [ is the given constant value of the
state constraint that we wish to achieve. That is to solve ideally the problem

min 1llg - qolP S
subject to h(w(g)) — Iy = 0. ’

We use one step of a generalized Gauss—Newton technique to solve this problem. Since
the stiffness matrix of the flow equations is approximated by A when forming the reduced
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4o

Figure 8.1. Projection.

gradient g, we compute the step Ag from

min 3||Agll®
) T oh (8.12)
subjectto g, Ag = —h(w, g) + B_A c.
w

The necessary optimality conditions lead to the system of equations

g 0 v )T\ —hw,q)— —AT0) |”
Jw

where v is the Lagrange multiplier for the system (8.12). Solving this system gives

— (h(w,q) — 2 A7c)
Aq = T d 8h-
8y 8h

Hence, the corrected step is given by
¢ =git — Aq. (8.13)
The overall algorithm reads as follows.

Algorithm 8.1.
The simultaneous pseudo-timestepping for the preconditioned system.

(0) Set k := 0; start at some initial guess wy, Ao, and gp.

(1) Compute A**! marching one step in time for the adjoint equations.

(2) Compute sensitivities using state and adjoint solutions.

(3) Determine some approximation By of the projected Hessian of the Lagrangian.
(4) Solve the quadratic subproblem (8.10) to get g.

(5) March in time one step for the design equation as follows:
¢ = g* + At g

(6) Use the correction step (8.13) for the new step.

(7) Compute w**! marching one step in time for the state equations.
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(8) Set k := k + 1; go to (1) until convergence.

In the current implementation, A~!c in the right-hand side of the constraint in (8.10)
is approximated by w value from the previous iteration as it is updated only at step (7) of
the above algorithm. It is a “one-shot” method, since we perform one time step for each
design update.

The details of governing equations, discretization, surface parameterization, gradient
computation, and grid perturbation strategies can be found in [15, 16, 17].

8.4 Numerical Results and Discussion

The optimization method is applied to two test cases of RAE2822 and RAE 5225 airfoils for
drag reduction with constant lift. For RAE2822 airfoil the physical domain is discretized
using an algebraically generated (193 x 33) C-grid. The camberline representation of the
airfoil is parameterized by 21 Hicks—Henne parameters. A complete optimization cycle is
performed under the optimization platform SynapsPointerPro [7] . We start the optimization
iteration with the solution obtained after 500 time steps of the state equations (wg) and 800
time steps of the costate equations (o). The FLOWer code [25, 26] of the German Aerospace
Center (DLR) is used for solving the forward and adjoint equations.

The design equation is integrated in time using an explicit Euler scheme, and the
state and costate equations are integrated in time using a 5-stage Runge—Kutta scheme.
Therefore the time steps used for the three sets of equations are not the same. In the current
implementation of FLOWer the time steps are not the same even in each discretization cell
as they are determined independently according to the local stability. However, this has no
effect on the final solution at steady state.

One of the main issues of using this kind of preconditioned pseudo-timestepping is
the approximation of the reduced Hessian. In [11, 15] it is demonstrated that the reduced
Hessian preconditioner should be consistent with the approximate solvers for the forward
and adjoint system. The implementation of the reduced Hessian approximation is based
on second-order information similar to the case of BFGS optimization methods. We define
Sk = (qk+1 — qx) and z; := (V41 — V1), where k represents the iteration number and
the gradients are formed by the current approximation. Then the curvature in the direction
si is obtained from the product (z; s;). If the curvature is positive, the reduced Hessian is
approximated by
= ZZ Sk

zl i
where £ is a constant. Otherwise, it is approximated by 84; i» where B is a different constant.

The optimization iteration is stopped when ||g||oc < 0.0005. This requires 1900 op-
timization iterations. Figure 8.2 presents the optimization convergence history of this case.
After the convergence of the optimization iteration, another 600 time steps are performed
for the state equation on the optimized geometry to reduce its residual further so that the
force coefficients and surface pressure distribution can be compared with those obtained by
other methods.

Figure 8.3 presents the comparisons of initial and final airfoils (upper left), camber
lines (upper right), and surface pressure distribution. Since the major amount of drag in

B = dij,
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Figure 8.2. Convergence history of the optimization iterations.

the transonic regime is caused by the shock, therefore the optimization for drag reduction
results in a shockless airfoil.

Each forward and adjoint run requires approximately 2500 iterations in time to reach
steady state. The total number of time steps required in this case is (500 + 1900 + 600) for
state solvers, and two times (8004-1900) for adjoint solvers. This together is approximately
5.2 times that of the forward run. The effort to solve the design equation is almost negligible
in comparison to state or costate solutions. Also in every optimization iteration the gradients
are to be computed twice (once for the drag and once for the lift). The time required for
this is also negligible in comparison to the state or costate solutions. Additionally, the
simultaneous pseudo-time method needs a new grid, obtained by grid perturbation, after
each optimization iteration. Additional time is required to write the output after every
iteration and read the same before each iteration, as the iterations start with solution values
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from the previous iteration. However, the total time required for this overhead is less than
one complete forward run. If we add up everything, the total effort is less than 7 times that
of a forward simulation run. In terms of CPU time, the complete optimization cycle needs
about 80 minutes on an Intel Xeon CPU 1700MHz machine.

In the pseudo-time optimization iteration, the initial drag of 0.0081012 is reduced to
0.003070 in the optimization process which is a reduction of more than 62%. We imposed
a constraint of constant lift. This constraint is quite well satisfied as the final reduction of
the lift is less than 0.18%.

In the second test case of the RAES5225 airfoil, the physical domain is divided into
a (256 x 61) C-grid. The airfoil is parameterized by 21 Hicks—Henne parameters as in
the earlier case. The initial state and costate values for the optimization iteration are taken
from the solution obtained after 2500 Runge—Kutta time steps. The convergence history
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Figure 8.4. Convergence history of the optimization iterations.

is presented in Figure 8.4. The initial and optimized airfoil and camberline is presented
in Figure 8.5 (top) and initial and optimized surface pressure is presented in Figure 8.5
(bottom). In this case the optimization requires 1500 iterations. The drag is reduced by
37% and the change in lift is less than 0.2%.

8.5 Conclusions

A new method has been proposed for aerodynamic shape optimization with state constraints
which is based on simultaneous pseudo-timestepping. The solution of the KKT system is
obtained in terms of steady states of the pseudo-unsteady state, costate, and design equa-
tions. For convergence acceleration of the timestepping process a preconditioner is used
which is motivated by a continuous reinterpretation of RSQP methods. The overall cost
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of computation is approximately 7 times that of a forward simulation run. Application to
three-dimensional problems is our next goal.
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Chapter 9

Digital Filter Stepsize
Control in DASPK and Its
Effect on Control
Optimization Performance

Kirsten Meeker*, Chris Homescu', Linda Petzold’, Hana ElI-
Samad*, Mustafa Khammash*, and Gustaf Soderlind®

9.1 Introduction

It has long been known that the solutions produced by adaptive solvers for ODE and DAE
systems, while generally reliable, are not smooth with respect to perturbations in initial
conditions or other problem parameters. This property seems particularly important in the
control and optimization of dynamical systems, where the optimizer is generally expecting
the DAE solver to return solutions that vary smoothly with respect to the parameters.

Derivative-based optimizers, while very efficient and robust, assume a substantial
amount of smoothness in the problem. If the objective function depends on the numerical
solution of a differential equation, it is possible that small discontinuities resulting from
adaptive stepsize control decisions (in the ODE or DAE solver) could lead to a less than
optimal performance of the optimizer. Hence it seems likely that the performance of the
optimizer might be improved by selecting the stepsizes in such a way that the performance
of the solver is less sensitive to perturbations in the problem.

Soderlind [12] and Soderlind and Wang [13] have recently developed a digital filter
stepsize controller that has a theoretical basis from control and appears to result in a much
smoother dependence of the solution on problem parameters. We have implemented this
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digital filter stepsize controller in the DAE solver DASPK 3.1 and used the new solver for the
optimization of dynamical systems. We have obtained a markedly improved performance
of the optimizer, as a result of the new stepsize controller.

The problem is given by

T
min & (u) = f W(y,u,t)dt ©.1)
u 0
subjectto F(¢,y,y,u) =0, y(0) = yo(u),
g(w) <0,

where W is the objective function, F is the DAE system which is a function of state y and
control u, and g(u) are constraints. In the formulation considered here, the problem is solved
by a shooting-type method [1]: whenever the objective function needs to be evaluated for a
given u, we first solve the DAEs for y. We selected a derivative-based optimization method
for two reasons: (a) the optimizer is fast and reliable, and b) the DAE solver DASPK3.1 is
able to efficiently compute the required derivatives via sensitivity analysis [9].

We implemented the new digital controller in the large-scale DAE solver
DASPK3.1[9], which has a facility for sensitivity analysis. The resulting version of DASPK,
denoted DASPKmod, was tested on several simulation and sensitivity problems [11]. It was
found that its speed is generally comparable to that of DASPK3.1, but its performance is
more predictable for small perturbations in the problem or code parameters.

To determine whether the new stepsize controller could lead to faster convergence
in the control of dynamical systems, we tested the new solver in the optimization of an
interesting problem from systems biology. We employed DASPKmod together with the
derivative-based optimizer KNITRO [14] to solve this optimization problem. The numer-
ical results demonstrate that the optimization process (combined with DASPKmod) took
substantially fewer iterations compared with the case when KNITRO was used in conjunc-
tion with DASPK3.1.

The remainder of the chapter is organized as follows. Section 9.2 contains a short
description of the DAE solver DASPK 3.1, including the computation of sensitivities (which
are needed for the gradient-based optimization). In Section 9.3 we compare the characteris-
tics of the original stepsize controller and the new digital filter stepsize controller. The test
problem, which involves the optimization of the heat shock response in E. coli, is briefly
presented in Section 9.5. Cast as a multiobjective optimization problem, it is solved using
a powerful hybrid interior method, KNITRO, summarized in Section 9.4. The numerical
results are provided in Section 9.6. Our results are summarized in Section 9.7.

9.2 The DAE Solver DASPK
DASPK3.1 [9] solves a differential algebraic system of the form
F(t’ 9 /7 u) = 0 b
y.y 9.2)
y(to, w) =y,

where u are parameters of the problem. The k-step backward differentiation formula (BDF)
method employed by DASPK3.1 approximates the derivative y’ using k past values of the
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solution y:

k
1
F<Tn+1, Yo+l fo ;Oﬁ)’nﬂ—i, ll) =0. 9.3)

The order of the approximation can be varied by changing the number of past solution
values used. A modified Newton method is used to solve the implicit equation for y, at each
time step. Selection of the time step is the focus of the next section, which describes two
approaches for the stepsize controller. The linear systems may be solved by direct methods,
or by preconditioned Krylov iteration.

The sensitivities are the derivatives of the state variables y with respect to the problem
parameters u. They will be employed as gradient components, required by the derivative-
based optimization approach. These derivatives are computed by the addition of sensitivity
equations to the system being solved. The number of additional equationsisn; = ny-n, [10].
Using the notation s; = aaTy,’ the new system is given by

F(t,y,y,u) =0, 94
Es,~—|—£s{—i—g=0, i=1,...,n,. 9.5)
ay ay’ ou
The sensitivity equations are generated using the automatic differentiation software
ADIFOR [2]. The staggered corrector method in DASPK3.1 solves the entire system in
two steps [6]. First, it computes the approximation to the solution y to (9.4) at the next time
step using the BDF and a Newton iteration. Then, it solves the sensitivity equations (9.5)
over the same time step using the BDF discretization and a second Newton iteration. The
Jacobian matrix used to solve the original system and the sensitivity system are dependent
only on the DAE solution, so they need only be computed once following the solution of
the DAE on each time step.

9.3 Stepsize Controller

9.3.1 Original DASPK Approach
DASPK3.1 selects the stepsize A,y by
1
€\ F1
hpy1 = <T> hy 9.6)
rll

where h,,; is the next stepsize, € is a fraction of the desired error tolerance, 7, is the
estimated local error, and k is the order of BDF employed by DASPK3.1.
The dependence of the local error on the stepsize is described by

fn = &)nhﬁ-H , 9.7)

where ®, is the norm of the principle error function. It has been observed in prac-
tice that the output stepsize sequence and the resulting error 7 of the solver can ex-
hibit large variations due to even very small perturbations in the input. For simulation
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alone, this is not generally an issue, as long as the solution is still within the error tol-
erance. But it becomes a critical matter of concern in problems such as optimization of
DAE systems, where smoothness of the computed DAE solution is needed by the opti-
mizer.

9.3.2 Digital Filter Stepsize Controller

Soderlind and Wang observed that the frequency response of the simple stepsize controller
used in DASPK, as well as in most other popular DAE and ODE solvers, emphasizes high
frequencies. They proposedin [12, 13] a stepsize low-pass filter to produce better frequency
response while preserving stability. We have replaced the original stepsize controller in
DASPK3.1 by their filter.

With this controller, the stepsize is updated according to

B B2 h —a
hm:(i) (f ) ( ) o 9.8)
Fn Fn—1 hn+l

where kB) = kBr = ap = %, k = p+ 1, and p is the order of convergence.

The filter is named for the performance characteristics thatitis controlling: the stepsize
h, the orders of dynamics, adaptivity, and filter (according to this naming scheme, the
original stepsize controller in DASPK3.1 is H110, while the new filter is denoted as H211).
The H110 and H211 controllers differ in order of dynamics and filter order but have the
same order of adaptivity.

Definition 9.1. The order of dynamics pp of the closed-loop system is defined to be the
degree of q in the denominator of the stepsize transfer function Hg(q).

Definition 9.2. Letting the error transfer function R (q) have all its poles strictly inside
the unit circle, if |[R3(q)]l = O(lg — 117*) as g — 1, the order of adaptivity pu of the
controller is defined to be p 4.

Definition 9.3. Letting the stepsize transfer function Hg (q) have all its poles strictly inside
the unit circle, if |Hg(q)| = O(lq + 1|77) as ¢ — —1, the stepsize filter order at g = —1
is pp.

The stepsize and error transfer functions are equations describing the stepsize and
error response to controller input, and can be derived from the stepsize recursion relations
(9.8) and (9.6), and the assumption that the local error is proportional to the stepsize

Fo = Dbk, 9.9)

where ﬁ)n is the norm of the principal error function. Taking logarithms of (9.8)—(9.9),
solving for log 7 and log &, and setting log € (a constant) to zero yields the stepsize and error
transfer functions for the H110 controller

qg—1

1
Hg(q) = —— R@(q)=—q ,

kq’
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and the stepsize and error transfer functions for the H211 controller

Brg + B2 Ri(g) = (g —D(g +m)
(- D@ +a)+kBig+B) (q—D(@+a)+k(Big+B)

Hg(q) = —

A controller is stable if all poles (roots of the denominator of Hg(g)) are strictly
inside the unit circle. The single pole ¢ = 0 of the elementary controller’s stepsize transfer
function Hg (q) is located at the origin, and so the H110 controller is highly stable. The
order of dynamics quantifies how quickly and with what function the stepsize response
decays to zero from an initial value, given no input disturbance (the homogeneous solution).
The elementary controller has dynamic order one, and so it decays linearly to a stepsize
dependent on the initial value. The filter order determines the order of repeated averaging
which smooths the stepsize. This elementary controller has filter order zero; therefore it
does no smoothing of successive stepsizes. Given that the controller is stable, has a linear
decay function, and has a reasonably fast response, the next property to examine is the
controller’s frequency response in both the stepsize and error outputs.

The stepsize frequency response | Hg (¢')| = 1forw € [0, 7], and soitis independent
of the frequency w. The output stepsize 7 will have the same spectral content as the input
disturbance ® because all frequencies have equal weighting. The error frequency response
of a stable controller is | R, (€'®)] = O(wP*) as w — 0. The output error 7 will emphasize
high frequencies of the input disturbance ®. The combined result is the undesired emphasis
on high frequencies, making the output stepsize and error rougher than the input disturbance,
and prompting the design of a digital filter stepsize controller.

The stability of the H211 controller is not as straightforward, and must be guaranteed
by careful filter parameter selection [12]. The digital filter stepsize controller has a higher
order of dynamics pp = 2 and ahigher filter order pr = 1. The effect of these improvements
is to give it a faster and smoother response. The order of adaptivity is unchanged from
the elementary controller, and so the error frequency response again will emphasize high
frequencies of the input disturbance. However, the stepsize controller has been designed to
shape the frequency response to be more uniform across all frequencies. This is done by
placing the zeros (roots of the numerator of the stepsize transfer function) at frequencies we
desire to suppress.

9.4 The Optimization Solver KNITRO

The heat shock optimization problem solved in this chapter is a multiobjective optimization
problem. In single-objective optimization, the goal is to find the best solution, which
corresponds to the minimum or maximum value of the objective function. In multiobjective
optimization with conflicting objectives, there is no single optimal solution. The interaction
among different objectives gives rise to a set of compromise solutions in which no objective
can be improved without degrading another objective. Such a solution is called “Pareto
optimal,” after the economist who first analyzed income distribution in this way. Moreover,
the underlying DAE system is very stiff.

Thus we needed to select a very robust algorithm from the class of gradient-based
methods. Our choice was KNITRO, an optimization solver presented in [3, 14, 15]. Its ex-
cellent performance is due to the fact that it incorporates within the interior point method two
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powerful tools for solving nonlinear problems: sequential quadratic programming (SQP)
and trust-region techniques. SQP efficiently handles nonlinearities in the constraints. Trust-
region strategies allow the algorithm to treat convex and nonconvex problems uniformly,
permit the direct use of second derivative information, and provide a safeguard in the pres-
ence of nearly dependent constraint gradients.

KNITRO is a hybrid interior method (also known as barrier method), where the origi-
nal problem is replaced by a series of barrier subproblems controlled by a barrier parameter.
The algorithm [3, 15] uses trust regions and a merit function to promote convergence. It
performs one or more minimization steps on each barrier problem and then decreases the
barrier parameter. The step computed at every iteration is decomposed into a normal step,
whose goal is to improve feasibility, and a tangent step, toward optimality.

A typical iteration computes a primary step by solving primal-dual equations (using
direct linear algebra) and performs a line search to ensure decrease in a merit function. In
order to obtain global convergence in the presence of nonconvexity and Hessian or Jacobian
singularities, the primary step is replaced, under certain circumstances, by a safeguard-
ing trust-region step. The second derivatives of the objective function and constraints are
approximated using quasi-Newton updating.

The DAE solver is employed for two purposes in the optimization. First, it computes
the underlying numerical solution, evaluates the integrand in the objective function, and
through a quadrature equation computes the integral appearing in the optimization objective
function. Second, it calculates the sensitivities of the objective function, which form the
gradients needed for the optimization.

9.5 Heat Shock Model

Survival of organisms such as E. coli in extreme conditions, like exposure to high tempera-
tures, has necessitated the evolution of stress response networks that detect and respond to
environmental changes. The consequences of unmediated heat at the cellular level are the
unfolding, misfolding, or aggregation of cell proteins, which threaten the life of the cell.
Cells respond to heat stress by initiating the production of heat shock proteins (HSPs), whose
function is to refold denatured proteins into their native states. The heat shock response
system is among the most important and challenging protective systems of the cell. This
system consists of intricate control mechanisms for detecting the presence of heat-related
protein damage, and initiating an appropriate response through the synthesis of HSPs. In the
cytoplasmic heat shock response system of the bacterium E. coli, HSPs at 30°C represent
less than 2% of the total protein content in the cytoplasm, whereas at 46°C, close to the
growth cutoff for the organism, HSPs account for 20-25% of the total protein content [7].

HSP levels are regulated through an intricate architecture of feedback loops centered
around the o 3?-factor. The o32-factor regulates the transcription of the HSPs under normal
and stress conditions. The enzyme RNA polymerase (RNAP), bound to o-32, recognizes the
heat shock gene promoters and transcribes specific heat shock genes. This transcription pro-
cess is controlled through the tight regulation of 32, whose synthesis, activity, and stability
are modulated by intricate feedback and feedforward loops that incorporate information
about the temperature and the folding state of the cell.

Building on the model of El-Samad et al. [4] and Kurata et al. [8], we formulated an
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optimization problem which asked whether the heat shock response is naturally balancing the
cost of producing HSPs, versus the benefits in protein folding resulting from their presence
in large numbers in the cell. Our motivation for addressing this problem is the following.
A first glance at the heat shock response system would suggest that overproducing HSPs
in anticipation of heat is the best strategy. However, this would only be true if the sole
objective considered was the efficient folding of proteins. On the other hand, when one
considers the HSPs’ use of the cell’s limited resources, it becomes apparent that an excess
of HSPs can be expensive. In light of this analysis, the following questions arise naturally:
How does the heat shock response balance these two conflicting performance objectives?
Is it solving an optimization problem whose result is a fine balance between the protective
effect of HSPs and the metabolic burden of overexpressing them?

We sought an answer to these questions by formulating and solving a multiobjective
optimization problem where both the cost of producing and maintaining HSPs, in addition
to the cost of unfolded proteins, are considered as optimization criteria. We used the mathe-
matical model of the heat shock response reported in [4, 8]. The model employs first-order
kinetics (law of mass action) to describe the various components of the heat shock system,
namely the synthesis of HSPs and their regulator o2, in addition to protein folding and the
association/dissociation activity of molecules. Reactions involving association/dissociation
of molecules are often faster than synthesis and degradation of new molecules. Therefore,
the model yields itself naturally to a separation of time scales and hence numerical stiffness.
This stiffness imposed the transformation of the differential equations that describe the fast
states into algebraic constraints through a partial equilibrium approximation, yielding an
index-one system of DAEs. The DAE describes the evolution of 11 differential variables,
coupled to the evolution of 20 algebraic variables, and includes 32 parameters. This struc-
ture of the heat shock model depicts a real biological system with a substantial amount of
complexity and high dimensionality, and makes an ideal testbed for the application of our
new numerical techniques.

9.5.1 Pareto Optimality

Solving our problem involves the simultaneous optimization of multiple objectives. The
principle of multiobjective optimization is different from that of single-objective optimiza-
tion. In single-objective optimization, the goal is to find the best solution, which corresponds
to the minimum or maximum value of the objective function. But there is no single optimal
solution in multiobjective optimization (due to conflicting objectives). Instead, we obtain a
set of “compromise” solutions, largely known as the Pareto optimal solutions.

Many other examples of multiobjective optimization can be found among real-world
engineering design or decision-making problems. For example, in bridge construction,
a good design is characterized by low total mass and high stiffness; in aircraft design,
simultaneous optimization of fuel efficiency, payload, and weight is required; in chemical
plant design, or in design of a groundwater remediation facility, total investment and net
operating costs are considered; in the traditional portfolio optimization problem, minimum
risk and maximum fiscal return are attempted.

Each solution of the Pareto optimal set is not dominated by any other solution. In
going from one solution to another, it is not possible to improve on one objective without
making at least one of the other objectives worse. Using multiobjective analysis, decision
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makers can better assess the trade-offs between different objectives. Although they cannot
identify a solution that is clearly the best, they can discover a set of near-optimal solutions,
and have reasonable grounds to make sensible decisions and avoid clearly poor alternatives.

9.5.2 Multiobjective Optimization Formulation for Heat Shock

Using the framework of multiobjective optimization, the heat shock problem can be formu-
lated as

T T
minFa(u)E/ yf(z,u)dt+a/ y3(t, ) dt (9.10)
u 0 0

subject to g(u) <0,

where y; and y, are specific components of y, the solution of the DAE describing the heat
shock model.

The variables y; and y, correspond to the levels of unfolded proteins and, respectively,
chaperons. For every value of the weight «, the parameters of the model, lumped in the
control vector u, should be determined in order to minimize the cost function F,(u). The
value of « represents the relative weight (importance) for one of the objectives versus the
other. It should be mentioned that different values of « yield different optimal solutions.
The control vector u is composed of 32 model parameters for the heat shock model, e.g.,
binding and degradation coefficients or synthesis rates for different proteins, o factors, and
chaperons [8].

We denote by u??7M the value of the parameter vector that generates the optimal
solution for the corresponding weight ««. By plotting

T T
/ yi(t,u2PT ™My dr - versus / y3 (t, u2PTIMy gy ©.11)
0 0

we obtain a Pareto optimal curve. Using this curve, we can then answer our questions
about the optimality of the heat shock system by inspecting where the point of operation of
the wild-type system falls with respect to that curve. Figure 9.1 shows the Pareto optimal
curve (red) generated by the solution of our optimization problem. The plot also shows the
cost of chaperons and unfolded proteins for wild-type heat shock in E. coli. The closeness
of this point to the optimal curve indicates that the heat shock response is operating in a
near-optimal regime, perhaps as a result of a long evolutionary past that converged to a
near-optimal solution. To check that our finding is substantial and to rule out the possibility
that the structure of the model itself is generating near-optimal solutions for all parameter
values, we randomly generated combinations of the parameters and computed their costs.
These randomly chosen parameter combinations mostly yielded operating points well inside
the nonoptimal region, therefore substantiating our conclusions. Three illustrative points
are shown in Figure 9.1.

Since the main objective of this chapter is to present the improvement in the optimizer’s
performance as a result of the new stepsize controller, we provide only a brief discussion
of the heat shock response and its numerical Pareto curve. For an in-depth description the
reader is referred to El-Samad et al. [5].
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Figure 9.1. Pareto optimal design of the heat shock response.

9.6 Numerical Efficiency Comparison

To reduce the influence of the unsteady part of the heat shock model on the optimal solution,
we solved the heat shock problem in two optimization stages. The goal of the first stage
was to reach a steady state solution for the DAE system. The values of the parameters u
and state variables y for the wild-type heat shock were given as initial conditions for the
control parameter u, respectively for the state variables for the DAE system describing the
underlying process. The number of iterations was fixed at 1000 for each weight « in the
objective function (9.10). The number was selected based on numerical experiments which
showed that for a larger number of iterations the cost functional decreases by an extremely
small amount (less than 0.0001%) at each additional iteration and thus not promising enough
improvement in the objective function to warrant the extra computational effort.

For the second stage of the optimization the initial conditions for the control vector
u were taken to be the optimal values obtained at the end of the first optimization run. The
initial conditions for the state variables y were obtained from the steady state of the heat
shock model, which was found via a run of the model using the optimal values of u from
stage 1. For the second optimization stage, the number of iterations was bounded but not
fixed. By allowing this number to vary, we were able to assess the improvements in the
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optimizer due to the digital stepsize controller.

We compare the optimal solutions and the computational efficiency with the solution
computed with DASPK3.1 and, respectively, DASPKmod. As mentioned before, for a
multiobjective optimization problem it is not expected to have a single optimal solution but
rather to identify a set of good (near-optimal) solutions that reduce the value of the objective
functional while satisfying the constraints (the DAE system). The value of the objective
function obtained using DASPKmod was similar (within the tolerance error) to the value of
the objective function after optimization with DASPK3.1 as the DAE solver. Next, we turn
our attention to the computational costs of the two approaches. There is a clear advantage
in both the computational time and the number of iterations for the optimization based on
DASPKmod.

Figure 9.2 compares the efficiency of the two stepsize controllers for three values
of the parameter «. In the first stage the number of DASPK steps was smaller with the
digital filter stepsize controller than with the original stepsize controller, indicating that the
average stepsize was larger with the new filter. However, the processor time taken to solve
the problem was not consistently reduced. In the second stage the number of optimization
steps and the corresponding time used to solve the problem were dramatically reduced.
This was true even when the DASPK number of steps was not reduced when o = 20. We
conjecture that the performance improvement is due to the smoother behavior of the solution
components with respect to perturbation of the problem parameters.

9.7 Conclusion

Many optimization problems consist of the minimization of a cost functional which is
constructed from solutions of underlying differential systems, obtained using adaptive (DAE
or ODE) solvers. Thus the iterative process is influenced by the numerical approach chosen
to solve these differential systems, in particular by the smoothness of the selection of the
time stepsize for the DAE or ODE solver.

We have obtained numerical results which show that, by choosing a smoother stepsize
controller, the performance of the optimizer is greatly improved. Our methodology was
tested on a real-life systems biology problem, the heat shock response of E. coli. The
number of optimization iterations was reduced, while maintaining the same accuracy or
better for the numerical optimal solution.
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Chapter 10

Certified Rapid Solution of
Partial Differential
Equations for Real-Time
Parameter Estimation and
Optimization

Martin A. Grepl*, Ngoc C. Nguyen', Karen Veroy', Anthony
T. Patera’, and Gui R. Liu"

10.1 Introduction

Engineering analysis requires the prediction of selected “outputs™ s relevant to ultimate
component and system performance; typical outputs include critical stresses or strains, flow
rates or pressure drops, and various measures of temperature and heat flux. These outputs
are functions of “inputs” u that serve to identify a particular configuration of the component
or system; typical inputs reflect geometry, properties, and boundary conditions and loads.

In many cases, the input-output function is best articulated as a (say) linear functional
£ of a field variable u(u) that is the solution to an input-parameterized partial differen-
tial equation (PDE); typical field variables and associated PDEs include temperature and
steady/unsteady conduction, displacement and equilibrium elasticity/Helmholtz, and ve-
locity and steady incompressible Navier—Stokes. System behavior is thus described by
an input-output relation s(u) = £(u(w)), the evaluation of which requires solution of the
underlying PDE.

Our focus is on “deployed” systems—components or processes in operation in the
field—and associated “Assess-Act” scenarios. In the Assess stage we pursue robust param-
eter estimation (inverse) procedures that map measured-observable outputs to (all) possible
system-characteristic and environment-state inputs. In the subsequent Act stage we then
pursue adaptive design (optimization) procedures that map mission-objective outputs to best
control-variable inputs. The computational requirements on the PDE-induced evaluation
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n — s are formidable: the response must be real-time—we must “Assess-Act” imme-
diately; and the outputs must be rigorously certified—we must “Assess-Act” safely and
feasibly [24].

We describe here a method for real-time certified evaluation of PDE input-output rela-
tions; the two ingredients are reduced-basis (RB) approximation [2, 8, 10, 13, 19, 23,25, 27]
and a posteriori error estimation [19, 22, 29, 36, 37, 38]. We first describe the approach for el-
liptic linear second-order PDEs—Sections 10.2—10.5; we then consider extensions to certain
nonlinear (incompressible Navier—Stokes) and parabolic (heat) equations—Sections 10.6
and 10.7, respectively.

10.2 Abstract Statement: Elliptic Linear Equations

We first consider the following “exact” (superscript e) problem: given u € D C RF, we
evaluate s®(u) = €(u®(n)), where u®(u) satisfies the weak form of our p-parameterized
PDE, a(u®(u), v; u) = f(v), forall v € X°¢. Here u and D are the input and (closed) input
domain, respectively; u®(u) is our field variable; X°© is a Hilbert space with inner product
(w, v) and associated norm ||w|| = +/(w, w); anda(-, -; ) and f(-), £(-) are X°-continuous
bilinear and linear functionals, respectively.

Our interest here is in second-order PDEs, and thus (HOl (Q)” C X C (H'(Q))":
here @ C R? is our spatial domain; v = 1 for a scalar field variable and v = d for a vector
field variable; and H'(Q2) (respectively, HO1 (€2)) is the usual Hilbert space of derivative
square-integrable functions (respectively, derivative square-integrable functions that vanish
on the domain boundary, d€2) [30]. The associated inner product (-, -) is a u-independent
continuous coercive symmetric bilinear form over X° that perforce induces an (H'(£2))"-
equivalent norm || - ||.

We next introduce X (typically, X C X°®), a reference finite element approximation
space of finite dimension V. Our reference (or “truth”) finite element approximation u (i) €
X isthendefinedby a(u(u), v; u) = f(v),forallv € X: u(u) € Xisacalculable surrogate
for u®(w) upon which we will build our RB approximation and with respect to which we
will evaluate the RB error; u(u) also serves as the “classical alternative” relative to which
we will assess the efficiency of our approach. We assume that ||#®(u) — u(w)|| is suitably
small and hence that  is typically very large; our formulation must be both stable and
efficient as N' — o0.

We shall make two crucial hypotheses. The first hypothesis is related to well-
posedness and is often verified only a posteriori. We assume that the inf-sup parameter,
B(u) = infyex sup,cxla(w, v; w)/(lwllllvl)], is strictly positive: B(n) > By > 0, for
all u € D. The second hypothesis is related primarily to numerical efficiency and is
typically verified a priori. We assume that a is affine in the parameter u: a(w, v; u) =
quzl O1(n)al(w, v), forg =1, ..., Q parameter-dependent functions ®7(u) : D — R
and parameter-independent continuous bilinear forms a? (w, v). The affine assumption may
in fact be relaxed [5].

10.3 Reduced-Basis Approximation

The reduced-basis (RB) approximation was first introduced in the late 1970s in the context
of nonlinear structural analysis [2, 23] and subsequently abstracted and analyzed [8, 27]
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and extended [10, 13, 25] to a much larger class of parameterized PDEs. We first introduce
nested samples Sy = {u; € D,...,un € D}, 1 < N < Npa, and associated nested
“Lagrangian” RB spaces Wy = span {¢,(u,) = u(u,), 1 <n < N},1 <N < Npyax. Our
RB approximation is then the following: given p € D, evaluate sy (1) = €(un(n)), where
uy(p) satisfies a(uy (), v; w) = f(v), for all v € Wy. We consider here only Galerkin
projection.

In essence, Wy comprises “snapshots” on the parametrically induced manifold M =
{u(u)|u € D} C X. Itis clear that M is very low dimensional; furthermore, it can be
shown under our hypotheses—we consider the equations for the sensitivity derivatives and
invoke stability and continuity—that M is very smooth. We thus anticipate that uy (1) —
u(p) very rapidly, and hence—at least for modest P—we may choose N <« A. Many
numerical examples justify this expectation (see Sections 10.5, 10.6, and 10.7); and, in
certain simple cases, exponential convergence can be proven [20]. We emphasize that the
deployed context requires global RB approximations that are uniformly (rapidly) convergent
over the entire parameter domain D; proper choice of the parameter samples Sy is thus
crucial (see Section 10.4).

We now represent uy () as uy(n) = ZjeNuNj(,u);j, where N = {1,..., N},
and Np.x = {l,..., Nmax}. Our RB output may then be expressed as sy(u) =
ZjeN uy j()€(¢;), where—we now invoke our affine assumption—the uy ; (1), 1 < j <
N, satisfy the N x N linear algebraic system

D 3D 0%wat @y, ¢ fun () = f(&) VieN, (10.1)

JeN | ¢€Q

where Q = {1,..., Q}. (In practice we replace the ¢;, 1 < j < N, with a (., )-
orthonormalized system; the algebraic stiffness matrix is then well conditioned.) It is clear
from (10.1) that we may pursue an offline-online computational strategy [3, 13, 19, 29]
ideally suited to the deployed real-time context.

In the offline stage—performed once—we first solve for the ¢;, for all i € Nyx; we
then form and store f(¢;), £(¢;),forall i € Ny, anda?(¢;, ¢;), forall (i, j) € lenax, for all
q € Q. In the online stage—performed many times, for each new u “in the field”—we first
assemble and subsequently invert the (full) N x N “stiffness” matrix 7€Q Ol (w)al (L), &)
to obtain the uy j(u), 1 < j < N—at cost O(QN?) + O(N?); we then evaluate the sum
ZjeN uy j()€(¢;) to obtain sy (u)—at cost O(N). The online complexity is indepen-
dent of N, and hence—given that N <« N —we shall realize extremely rapid “deployed”
response.

10.4 A Posteriori Error Estimation

We first “presume” ,fz(pd), a (tg-be-constructed) positive lower bound for the inf-sup param-
eter, B(w): B(n) = B(w) = Bo > 0, for all © € D. We next introduce the dual norm of the
residual ey (1) = sup,cx[R(v; w)/|lv|l 1, where R(v; ) = f(v) — a(uy (i), v; p), for all
veX.

We may now define our error estimator, Ay(y) = ey (u)/,é(,u), and associated
effectivity, ny (n) = [Ay(w)/llu() —un(w)|l]. We can then readily demonstrate [29, 38]
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that
1<ngv() <yw/B(r) YiueD, VN € Ny, (10.2)

where y (1) = sup,cx sup,exla(w, v; w)/(lwllllv|)] is our continuity “constant.” The
left inequality states that Ay (u) is a rigorous upper bound for ||u(u) — uy(u)|; the right
inequality states that Ay (u) is a (reasonably) sharp upper bound.

We may also develop bounds for the error in the output; we consider here the special
“compliance” case in which £ = f and a is symmetric—more general functionals ¢ and
nonsymmetric a require adjoint techniques [29]. We first define our output error estimator,
Ay (n) = 8]2\/ (u)/ﬁ(u), which scales as the square of the dual norm of the residual, ey (u).
We can then demonstrate [22, 29, 38] that 1 < A} (u)/|s(u) — sy(n)|, forall u € D,
for all N € Npax—AY (n) is a rigorous upper bound for |s(u) — sy (u)|; we may further
prove in the coercive case [29] that A3, (u)/[s(u) — sy(u)| < y(,u)/ﬁ(,u)—A},(u) is a
(reasonably) sharp upper bound.

Itremains to develop appropriate constructions and associated offline-online computa-
tional procedures for the efficient calculation of ey (1) and E(u). To begin, we consider the
former [19, 22, 29]: we invoke duality, our RB expansion, the affine parametric dependence
of a, and linear superposition to express

() = (C,0+Y Y 01 (wuy () {2C, LY+ Y Y O (unw()(LL, LI ¢

q€Q neN q'eQn’eN

where C € X and £} € X, forall n € N, for all g € Q satisfy the parameter-independent
Poisson(-like) problems (C, v) = f(v), forall v € X and (L}, v) = —a?(¢,, v), for all
veX.

An efficient offline-online decomposition may now be identified. In the offline
stage—performed only once—we first solve for C and LI for all n € Npu, for all
g € Q; we then form and store the associated parameter-independent inner products

C,0), C, L, (EZ,EZ,,), for all (n,n') € N2_ forall (q,q") € Q> In the online
stage—performed many times, for each new value of i “in the field”—we simply evaluate
the 8]2\, () sum in terms of ®9(w), un, (1), and the precomputed inner products—at cost
O(Q?N?). The online cost is independent of N and, for Q not too large, commensurate
with the online cost to evaluate sy ().

Finally, we turn to the development of our lower bound S (1) for the inf-sup “constant”
B(w). For simplicity, we consider here the particularcase P =1, Q =2, ®'(u) = 1, and
®%(n) = u, such that a(w, v; u) = a'(w, v) + pna’(w, v); we further suppose that D is
convex. The more difficult general case, in which P > 1 and the ®(n), 1 < g < Q, are
general functions of u, is considered in [22] and illustrated in subsequent sections of the
present chapter. As our point of departure, we note that 8(u) = inf,cx /b(v, v; w)/|v|?,
where b(w, v; u) = (T"*w, THv), forall w,v € X,andw € X — THw € X is defined as
(TH*w, v) = a(w, v; u), forall v € X.

Next, given any w € D, we introduce t(w,v; u;m) = b(w,v; ) + (0 —
wla*w, T™v) + a*(v, T*w)] and D* = {u € D|t(v,v; u; ) > 0}. We may then
define t(u; @) = inf,cx \/t(v, v; w; )/ ||v]|?, for all w € DH. Our function 7 (u; &) en-
joys three properties: (i) B(u) > t(u; @) > 0, for all w € D¥; (i) (u; @) is concave in
1 over the convex domain D¥; and (iii) T (u; x) is “tangent” to B(u) at u = . (To make
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property (iii) rigorous we must in general consider nonsmooth analysis and also possibly a
continuous spectrum as A — 00.)

We can now develop our inf-sup lower bound B : D — R. We first specifiy a
constant € € ]0, I[ . We then introduce a sample E; = {;t; € D,...,n; € D} and
associated set of polytopes C; = {P; C DH1, ..., P; C D"/} that satisfy (a) a “positivity
condition,” 7 (u; ﬁj) > E,B(Hj), forall u € P;,1 < j < J,and(b) a“coverage condition,”
D C UlePj; we may now define (and compute) our lower bound as

B(w) = {je{l,.T;l})Tuer}E B(;). (10.3)
(We can also develop piecewise linear approximations, though—as discussed further in
Section 10.5—our inf-sup lower bound need not be highly accurate.) It is readily demon-
strated that B () has the requisite theoretical and computational attributes: S(u) > B (n) >
€ Bo > 0, forall u € D; and the online complexity u — ,5 (u) depends only on J—we need
only find the maximum of the pretabulated B(x;), 1 < j < J, and multiply by €é—which
in turn depends only on P and Q and not on N. Properties (i), (ii), and (iii) permit us to
parlay relatively few expensive (offline) evaluations into a very inexpensive global (online)
lower bound.

We further elaborate on two points: verification of the “positivity condition”; and
choice of €. As regards the former, the key ingredient is the concavity of 7(u; ;) in u:
we need only confirm that 7 (-; ﬁj) >ep(w ;) at the two end points of P; to conclude that
T(us ;) = €B(lx;), forall u € P;. (Itthus follows, since B(u) > t(u; &;), forall u € Py,
that B(u) > €B(ix;), for all u € P;—this proves the lower bound, (10.3).) As regards the
choice of €, there is clearly a trade-off between good effectivity and computational effort:
the larger we choose €, the better our lower bound and hence the better (lower) our effectivity,
nn (n)—but at the expense of more regions and hence larger J.

As an illustrative example of our inf-sup lower bound construction we consider the
Helmholtz-elasticity crack problem of the next section for u = (@* € [2.5,5.0], z =
1.0, L = 0.2)—the crack location, z, and crack length, L, are fixed, and only the frequency
squared, w?, is permitted to vary—and material damping coefficient d,, = 0.1. We find that
a sample E;_3 suffices to satisfy our positivity and coverage conditions for € = 0.4. We
present in Figure 10.1(a) B(u); t(u; it;) for n € DHi,1 < j < J; and our lower bound
(10.3). We note that 8(u) is not concave (or convex) or even quasi-concave, and hence
7(w; @) is a necessary intermediary in the construction of our lower bound.

In conclusion, we can calculate a rigorous and sharp upper bound for |s () — sy (1],
AN (p) = 8]2\, (m)/ ﬁ(,u), with online complexity independent of N'. These inexpensive
error bounds serve most crucially in the deployed stage—to choose optimal N, to confirm
the desired accuracy, to establish strict feasibility, and to control suboptimality. However,
the bounds may also be gainfully enlisted in the predeployed stage—to construct optimal
samples Sy [22, 38]: Given EF, a very fine random sample over the parameter space D
of size ng >> 1, and an initial sample $;* = w3, we [DO N = 2, ..., Npais 1y =
argmax,ezr Ay _(1); S;,pt = Sx,pll U uy; END ]. Since the marginal cost to evaluate the
error bound A3, (w) is small (online), our input sample EF canbe large, and the maximization
problem for }, may be solved directly—by calculating A}, _,(u) for all u € gf. (Multi-
start gradient-based search techniques can also be exploited to effectively determine the true
maximum of the (clearly oscillatory) error bound A}, (1) over D.) Note that in contrast to
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Figure 10.1. Helmholiz-elasticity example: (a) Plots of B(1); T(u; ;) for n €
DFi 1 < j < J;and B(w). (b) Crack parameter uncertainty region R for RB Model 1 with
N'=125.

POD economization procedures [33], we never form the rejected snapshots: our inexpensive
bound A%, (u) serves as a (good) surrogate for the actual error.

10.5 Assess-Act Example: Helmholtz Elasticity

We apply the RB method here to a Helmholtz-elasticity equation often encountered in solid
mechanics: inverse analyses based on the Helmholtz-elasticity PDE can gainfully serve
in nondestructive evaluation (NDE) procedures for crack characterization [11, 16, 18] and
damage assessment [14, 17]. The RB method significantly improves the efficiency of these
inverse procedures—accelerating the many evaluations [15] of the PDE outputs.

We consider a two-dimensional thin plate with a horizontal crack at the (say) interface
of two lamina: the (original) domain °(z, L) C R2 is defined as [0, 2] x [0, 1] \ g,
where I'? = {x; € [z — L/2,z+ L/2], x, = 1/2} defines the idealized crack. The left
surface of the plate is secured; the top and bottom boundaries are stress-free; and the right
boundary is subject to a vertical oscillatory uniform force of frequency w. We model the
plate as plane-stress linear isotropic elastic with (scaled) density unity, Young’s modulus
unity, and Poisson ratio 0.25; the latter determine the (parameter-independent) constitutive
tensor Ejjie. Ourinputis u = (1), 1), H3)) = (w?, z, L); our output is the (oscillatory)
amplitude of the average vertical displacement on the right edge of the plate.

The governing equation for the displacement u°®(x°; u) € X°(u)isa®@°(w), v; n) =
f°(v), for all v € X°(u), where X°(u) is a quadratic finite element truth approximation
subspace (of dimension N = 14,662) of X°(u) = {v € (H'(Q°(z, L)))?| V=0 = 0}
here a®(w, v; u) = fQO(Z’L) Wi i Eijrevie — w*w; v; (v,; denotes dv;/dx; and repeated
physical indices imply summation), and f°(v) = fxi’=2 vp. The crack surface is hence
modeled extremely simplistically—as a stress-free boundary; note that no crack-tip element
is needed as the output of interest is far from the crack. The output s°(u) is given by
s°(u) = £(u°(wn)), where £°(v) = f°(v); we are thus “in compliance.” (For the damped
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Table 10.1. Numerical results for Model 1.

N AN,m::lx,rel 1IN ,ave A;\] max.rel r’IYV ave
10 | 6.19e-01 | 13.11 | 8.40e-01 | 22.50
15 | 5.776E-02 | 13.44 | 4.74g-03 | 17.22
20 | 1.58e-02 | 13.22 | 4.50e-04 | 15.44
25 | 5.69e-03 | 12.57 | 4.47e-05 | 14.50
30 | 1.32e-03 | 12.47 | 2.95e-06 | 14.27

example of Section 10.4 we suitably complexify our field variable and space and replace
E;jke with a very simple “hysteretic” Kelvin model [4] E;jx¢(1 + +/—1d,,); here d,, is a
material damping constant.)

We now map 2°(z, L) via a continuous piecewise affine transformation to a fixed
domain 2. This new problem can now be cast precisely in the desired abstract form of
Section 10.2, in which €2, X, and (w, v) are independent of the parameter p: as required,
all parameter dependence now enters through the bilinear and linear forms. Furthermore,
it is readily demonstrated that our affine assumption applies for Q = 10; the ®7(u) are of
the form u{{)ui’é)u{g‘) for exponents y; = Oor 1, y, = —1,0,0r 1, and y; = —1,0, or 1.
See [22] for a detailed description of the ®7(u), a?(w, v), 1 < g < Q, and the “bound
conditioner” (-, -).

We shall consider two different models. In Model I, relevant to the Assess stage,
we consider the parameter domain D' = [3.2,4.8] x D>L, where DL = [0.9, 1.1] x
[0.15, 0.25]. Note that D' does not contain any resonances, and hence 8(u) is bounded away
from zero; however, w” = 3.2 and w? = 4.8—the two frequency extremes of our parameter
domain—are quite close to corresponding natural frequencies, and hence the problem is
distinctly noncoercive. In Model II, relevant to the Act stage, we consider the parameter
domain DY = [w? = 0] x D>L, where—as in Model I—D%L = [0.9, 1.1] x [0.15, 0.25].
Note that Model II is essentially steady linear elasticity, and thus the problem is coercive
and relatively easy; we shall hence focus our attention on Model 1.

We first present basic numerical results. For our RB spaces we pursue the optimal sam-
pling strategy described in Section 10.4 for N} . = 32 (Model I) and N} = 6 (Model 11);
for our inf-sup lower bound samples we choose € = 1/5 which yields J' = 84 and J" = 1.
We present in Table 10.1 Ay max.rel> 7N, aves A?\’,max,rel’ and 7Y, .. as functions of N = Nt
for Model I. Here Ay max.rel 1S the maximum over Ereg of AN(H)/||”NmLIX (1) I max> N ave 18
the average over Eresr of Ax(w)/|lu(p) — un(Wwll, Aj‘\,,max’rel is the maximum over Eeg
Of AN (1) /15Ny (1) Imax, and my .. is the average over Erese Of A (1) /[s(p) — sy (w)l.
Here Emese € (D')** is a random parameter sample of size 343, |un,, (1) ||lmax =
maxX ez, 14N (W = 2.0775, and [sy,, (1) |max = MaxX ez, [N, (W] = 0.089966.
We observe that the RB approximation converges very rapidly and that our rigorous error
bounds are in fact quite sharp. The effectivities are not quite O (1) primarily due to the rela-
tively crude inf-sup lower bound. (Thanks to the rapid convergence of RB approximations,
0O (10) effectivities do not significantly (adversely) affect efficiency.)

Turning now to computational effort (again for Model I), for N = N!' = 25 and any
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given p (say, (4.0, 1.0, 0.2))—for which the error in the RB output sy (u) relative to the
truth (approximation) s(u) is certifiably less than A (u) (say, 2.38 x 10~7)—the online
time to compute both sy (u) and A} () is less than 1/330 the time to directly calculate
s(u) = £(u(w)). Clearly, the savings will be even larger for problems with more complex
geometry and solution structure, in particular in three space dimensions. Nevertheless, even
for our current very modest example, the computational economies are very significant.
(Note, however, that this comparison does not include the RB offline effort and is hence
meaningful only in the real-time context or in the limit of many evaluations.)

We now consider an Assess-Act scenario that illustrates the new capabilities enabled
by rapid certified input-output evaluation [1]. We first consider the Assess stage (based
on Model I): given experimental measurements in the form of intervals [s (a),%, z*, L*)(1 —
€exp)> s(a),f, 5, L*)(1 + €exp)], 1 < k < K, we wish to determine a region R € DL in
which the true but unknown crack parameters, (z*, L*), must reside. We first introduce
sﬁ () = sy(n) £ Ay (u), and recall that—thanks to our bound theorem (10.2)—s(u) €
[sy (), s; (n)]. We may then define

R ={(z, L) € D*" | [sy(w}, 2, L), sji(wf, 2, L)1 N [s(w, 2%, L*)
(1 - 6exp)v s(a),%, 5, LA + Eexp)] #0,1<k=< K};

clearly, we have accommodated both numerical and experimental error and uncertainty
(within our model assumptions), and hence (z*, L*) € R.

In Figure 10.1(b) we present R for K = 2 and (a)% = 3.2, w% = 4.8) for €exp =
0.5%, 1%, 5%. (In actual practice, we first find one point in R; we then conduct a binary
chop at different angles to map out the boundary of R.) As expected, as €., decreases,
‘R shrinks towards the exact (synthetic) value, z* = 1.05, L* = 0.17. Note that in this
example for our RB Model I we choose N I'— 25, and it is hence clear from Table 10.1 that
the RB error contributes negligibly to the uncertainty region R; we could hence achieve
even faster parameter estimation response—at little cost in precision—by decreasing N'.

Most importantly, for any finite e.,, R rigorously captures the uncertainty in our
assessment of the crack parameters without a priori regularization hypotheses [7]. The
crucial new ingredient is reliable fast evaluations that permit us to conduct a much more
extensive search over parameter space; for a given €., R may be generated online in
less than 51 seconds (even for N' = 25) on a Pentium 1.6 GHz laptop. Our search over
possible crack parameters will certainly never be truly exhaustive, and hence there may be
small undiscovered “pockets of possibility” in D>%; however, we have clearly reduced the
uncertainty relative to more conventional approaches. (Of course, our procedure can also
only characterize cracks within the specified low-dimensional parameterization; however,
more general null hypotheses can be constructed to defect model deviation.)

Finally, we consider the Act stage (based on Model II). We presume here that the
component must withstand an in-service steady force (normalized to unity) such that the
deflection s(0, z*, L*) in the “next mission” does not exceed a specified value spqx. Of
course, in practice, we will not be privy to (z*, L*). To address this difficulty we first
define s;i = max( 1)eRr s;(O, z, L), where s;(O, z, L) = sy (0,2, L) + A (0, z, L); our
corresponding “go/no-go” criterion is then given by 55 < Sma. It is readily observed
that s7, rigorously accommodates both experimental (crack) and numerical uncertainty—
s(0,z*, L*) < s;g—and that the associated go/no-go discriminator is hence fail-safe. Fur-



10.6. Incompressible Navier-Stokes Equations 207

thermore, as €cxp, tends to zero and N T'and NY increase, s?z will tend to s (0, z*, L*); indeed,
for €exp = 1% and N' = 25, N = 6, [s} — s(0, z*, L*)]/Is(0, z*, L*)| = 4.73e-05. In
summary, in real time, we can both Assess the current state of the crack and subsequently
Act to ensure the safety (or optimality) of the next “sortie.”

10.6 Incompressible Navier-Stokes Equations

To illustrate the difficulties that arise in the treatment of nonlinear problems we consider a
particular example [36]: the steady incompressible Navier—Stokes equations—Pr(andtl) =
0 natural convection in an enclosure [31, 34].

Our formulation of Section 10.2 is still applicable (except a is no longer bilinear): u =
Gr = Grashof number; D = [1.0, 1.0ES]; u®(u) = (u§ (), u5(n)) is the velocity field; Q =
[0,4] x [0, 1]; X® = {(Hy (2)* |V - v = 0}; (w, v) = [ wyjvijs a(w, v) = ap(w, v) +
%al(w, w, v), where ag(w, v) = fQ w; ;v ; and a;(w, z, V) = —fQ (wiz; +wjzi) vi
are the viscous and convective terms, respectively; f(v; n) = nfo(v) = p fQ (1 — ixl) )
is the buoyancy contribution; and £(v) = 2fro vi(x)dx; (for Ty = {x; =2, x, € [0.5; 1]})
measures the flow rate. (Note that the pressure does not appear explicitly, since we pose the
problem over divergence-free velocity fields.)

We next introduce X, a reference finite element approximation space. Our reference
(or “truth”) finite element approximation u () € X isthendefinedbya(u(w), v) = f(v; u),
for all v € X. As before, u(u) is a surrogate for u°(x) upon which we build our RB
approximation, and relative to which we measure our RB error. Here X is the space (of
dimension N = 2,786) of discretely divergence-free functions associated with a classical
Taylor—yood P, — P, finite element approximation [10]. (For future reference, we also
define X, the full Taylor—Hood velocity space.)

The derivative of a plays a central role: here da(w, v; z) = ap(w, v) + a;(w, z, v)
satisfies a(z + w, v) = a(z, v) +da(w, v; ) + %al(w, w, v). Itis readily shown [36] that
da(w,v;z) < y@lwllllv]l for y(z) = 1+ p?|zl; here p = V2sup,cz Ilvllzs@/Ivll
is a Sobolev embedding constant [35], and ||[v|pr@) = (fQ(wiwi)P/Z)l/P_ We shall
further assume [36]—and verify a posteriori—that {u(u) | € D} is a nonsingular
(isolated) solution branch: Bu(w)) > Bo > 0, for all u € D, where B(z) =
infyex sup,ex da(w, v; z)/[lwll||v]l is the inf-sup parameter relevant to our nonlinear prob-
lem. Numerical simulations [31, 34] demonstrate that the flow smoothly evolves from a
single-cell structure for the lower Gr in D to an inertia-dominated three-cell structure for
the higher Gr in D.

We may directly apply the RB formulation of Section 10.3 to the incompressible
Navier—Stokes equations [13, 25, 36]. The most significant new issue is (efficient) cal-
culation of the nonlinear terms. We consider the inner Newton update: given a current
iterate uy(n) = Zr]lv:lﬁ,v,,(u) ¢, we must find an increment duy € Wy such that
da(duy,v;uy) = R(v; u), for all v € Wy; here R(v; u) = f(v; u) — aluy(p), v),
for all v € X is the residual. The associated algebraic equations are thus

N N
Z {ao(é“j, &)+ ZﬁNn(,u)a](ij Cns Ci)} Suy j

j=1 n=1
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N N
1
= ufo(&) — E {ao(é“j,ii)-i-z E Uy (ar (&, Sn, &) pun j() Vi €N,

j=1 n=1

where we recall that f(v; u) = ufo(v) and u = Gr.

We can directly apply the offline-online computations procedure described in Section
10.3 for linear problems, except now we must perform summations both over the affine
parameter dependence (rather trivial here) and over the RB coefficients (of the current
Newton iterate, uy (1)). In the online stage—for given new p—at each Newton iteration
uy(u) — Suy we first assemble the right-hand side (residual)—at cost O(N?); we then
form and invert the left-hand side (Jacobian)—at cost O (N?). The complexity of the online
stage is independent of N; furthermore, for our quadratic nonlinearity, there is little increased
cost relative to the linear case. Unfortunately, for a pth-order nonlinearity, the online cost
for the residual assembly and Jacobian formation will scale as O (N?*!), and thus standard
Galerkin projections are viable only for p = 2 or at most p = 3 [38]. Fortunately, for larger
p and nonpolynomial nonlinearities—and for nonaffine parameter dependence [5]—quite
effective collocation-like alternatives are available.

Turning now to a posteriori error estimation,we first “presume” By (u), a (to-be-
constructed) positive lower bound for the inf-sup parameter Sy (1) = B(un(1)): Bn (1) >
ﬁN (u) = 0, for all © € D. We next recall the dual norm of the residual, ey (1) =
sup,.x R(v; w)/|lv]l, and introduce Ty (1) = 2p%en (11)/ B3 (1), where p is our L*(R2)-X
embedding constant. Finally, we define N*(u) such that Ty () < 1 for N > N*(u); we
require N*(u) < Npax, for all u € D. (The latter is a condition on N,y that reflects both
the convergence rate of the RB approximation and the quality of our inf-sup lower bound.)

We may now define our error estimator: for N > N*(u), Ay(n) = (BN(,u)/pz)
(1—4/1 — Ty ()); note that, as ey (u) — 0, Ay (1) tends to the “linear case” sN(u)/BN ().
Our main result is then the following: Given any u € D, for all N > N*(u), there
exists a unique (truth approximatign) solution u() € X in the ball B(uy(u), ﬁN(;L) /
p?) = {z € X|llz —uy(w)ll < Bn(w)/p*}; furthermore, [lu(n) — uy ()| < Ay(w).
The proof [36, 37] is a slight specialization of the abstract “Brezzi—Rappaz—Raviart” result
[6, 12]; we can further provide several corollaries related to (i) the well-posedness of the
truth approximation, and (ii) the effectivity of our error bound [36]. (We may also develop
bounds for the output of interest [36].)

The real challenge is computational: how can we compute ey (i), o, and B ()?
(Note that, armed with these quantities, we can evaluate ty (1) and hence verify N >
N*(w).) The RB context is in fact a rare opportunity to render the Brezzi—Rappaz—Raviart
theory completely quantitative. To begin, we consider ey (u): as for the linear case, we
invoke duality, our RB expansion, the affine parameter dependence of a (and f), and linear
superposition to express

N N
8[2V(/“L) = Mz(ca C)+Z uNn(M) :ZM(C, £n) + Z Uy n’(ﬂ) {ZM(C, an’) + (‘cns £n’)

n=1 n'=1

N N
+ Z UN n” (/J/) {2([41’ Qn’n”) + Z UN (M) (Qn n's Qn”n’”)} } } ’ (104)

=1 n"=1

where (C, v) = f(v), forall v € X, (L,,v) = —ap(¢,, v), forall v € X, forall n € N,
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and (Q, v, V) = —%al(g,,, Lw,v), forall v € X, for all (n,n’) € N?; the latter are again
simple (vector) Poisson problems.

We can now readily adapt the offline-online procedure developed in the linear case
[36, 37]. In the online stage—for each new u—we perform the sum (10.4) in terms of the
pre-formed and stored inner products (for example, (Q,,/, Qprnr), 1 < n,n’,n”, n” < N)
and the RB coefficients uy, (1), 1 < n < N—at cost O(NY). Although the N4 scaling,
which arises due to the trilinear term in the residual, is certainly unpleasant, the error bound
is calculated only once: in actual practice, the additional online cost attributable to the dual
norm of the residual is not too large. Unfortunately, for a pth-order nonlinearity, the online
evaluation of ey(u) scales as O(N??), and our approach is thus viable only for p = 2.
Fortunately, for larger p and nonpolynomial nonlinearities—and for nonaffine parameter
dependence [5]—collocation-like alternatives are available; however, in general, there will
be some loss of rigor in our error estimation.

We next turn to the calculation of p. The critical observation is that p is the
supremum of a “Rayleigh quotient.” Thus p is related to the smallest multiplier of
an associated Euler—Lagrange nonlinear e1genpr0blem [35]: (A, 1#) e (Ry, X) satisfies
(w V) = 20 fgijjw, v;, for all v € X, for |W||L4(sz) = 1; the ground state is denoted

( mins ‘ﬁmm) and p = )‘mm In practice, it may be difficult to isolate the ground state, and
we thus consider a homotopy procedure.

Towards that end, we first introduce a parameterized generalization of the Euler—
Lagrange equation: given o« € [0,1], (Ma), ¥ (x)) € Ry, X ) satisfies (¥ (@), v)
= ZAz(a)[anw] (@)Y (@) (e)v; + (1 —a)fﬂlp, ()v;], forall v e X for normalization
a||1//((x)|| (Q) + (1 - oz)||¢(oz)||L2(Q) = 1; the ground state is denoted (Apin (@), Ymin(@)),

and p = Amln(l) We may now apply standard Newton continuation methods to proceed
from the known ground state at « = 0—(Amin (0), ¥min (0)) is the lowest eigenpair of a
simple (vector) “Laplacian” linear eigenproblem—to the ground state of interest at o« = 1;
for sufficiently small increments in v, we will remain on the desired (lowest-energy) branch.
For our particular domain, we find (offline) p = 0.4416; since p is u-independent, no online
computation is required.

Finally, as regards the inf-sup lower bound, By (1), we may directly apply appropriate
extensions [22, 36] of the procedure developed in Section 10.5. The nonlinear case does
present a new difficulty: the parameter dependence of the (linearized) operator is now
induced by the RB solution u y (;t)—in our case, through the a;(w, uy (1), v) term—and
hence is not known a priori. Fortunately, since uy (1) — u (1) we may develop a “universal”
lower bound for sufficiently large N; the complications are thus largely practical in nature.
(For our particular problem, J = 34—the sample is relatively small despite the rather large
range in Grashof.)

We conclude with a brief discussion of the adaptive sampling procedure introduced
in Section 10.4. In the nonlinear case a similar procedure may be pursued but with two
important differences. First, as already indicated, Sy (1) and hence B v () will now depend
on the RB solution uy(u); furthermore, By () will only be meaningful for larger N.
Thus in the sample construction stage we must replace BN () in Ay () with a simple but
relevant surrogate—for example, a piecewise-constant (over D) approximation to S(u(u)).
Second, in the nonlinear context our error bound is conditional—a small solution to the
error equation is only assured if Ty (1) < 1. Thus the greedy procedure must first select
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Table 10.2. Error bounds and effectivities for Gr = 1.0E1 and Gr = 8.5E4.

Gr = 1.0E1 Gr = 8.5e4
N Ty An el | 1N Ty An el | NN
3|12.0E-2 | 50E-2]| 1.0 o0 * *
61| 1.2E-2 || 3.0E-2 1.0 || 2.8 E+1 * *
91| 44E-3| 1.1E-2 1.0 || 52E—1 || 1.5E—4 | 14.1
12 || 2.7E—6 || 6.8 E—6 1.0 || 58E—1 || 1.7E—4 | 20.5
15| 3.0e—7 || 7.6 -7 10| 1.9E-2 || 4.6E—6 | 17.6

on argmax,egr Ty (u)—until Ty (u) < 1, forall n € &F —and only subsequently select
on arg max,cz+ Ay (u); the resulting sample will ensure rapid convergence to a certifiably
accurate solution.

In Table 10.2 we present Ay () = An(w)/llun,, (W and ny(n) = An(w)/
llu(pn) — un ()| as a function of N for © = Gr = 1.0E1 (single-roll) and u = Gr = 8.5g4
(three-roll). The “*” indicates that N < N*(u) — v (1) > 1: no error bound is available.
For Gr = 1.0E1, we find N*() = 1, and hence we obtain error bounds for all N; the error
bound tends to zero very rapidly; and the effectivity is O (1) [22, 36]. For Gr = 8.54, we
find N*(u) = 9, and hence we obtain error bounds only for rather accurate approximations;
however, the error bound still tends to zero rapidly with N—our samples S;’\,pt are constructed
to provide uniform convergence; and the effectivity is still quite good. Itis perhaps surprising
that the Brezzi—Rappaz—Raviart theory, which is not really designed for quantitative service,
indeed yields such sharp results; in fact, as ey () — 0, the cruder bounds—in particular,
po—no longer play a role.

Finally, we note that the online cost (on a Pentium M 1.6GHz processor) to predict
sy(p) and Ay () (and a bound for the error in the output, A} () [36]) is typically 10ms
and 90ms, respectively—compared to order minutes for direct finite element calculation of

s(p) = L(u(w)).

10.7 Parabolic Equations

We consider here the extension of the RB methods and associated a posteriori error esti-
mators described in Sections 10.1-10.4 to parabolic PDEs—in particular, the heat equa-
tion; we shall “simply” treat time as an additional, albeit special, parameter [32]. For
further details, we refer the reader to [9]. (There are many approaches to model reduction
for initial value problems: POD methods [33]; balanced-truncation techniques [21]; and
even RB approaches [28]. However, in general, these frameworks do not accommodate
parametric variation (or, typically, rigorous a posteriori error estimation).) For simplicity,
we directly consider a K -level time-discrete framework (corresponding to Euler backward
discretization, although we can also readily treat higher-order schemes such as Crank—

Nicolson) associated with the time interval [0, t7]: we define T = {2, ..., X}, where
t* = kAt,0 <k < K, and At = tr/K; for notational convenience, we also introduce
K ={1,..., K}. (Clearly, our results must be stable as At — 0, K — 00.)

Given o € D C R, we evaluate the (here, single) output s (i, t*) = £(u (i, t¥)), for
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all k € K, where u(u, t*) € X, for all k € K, satisfies
At mu(p, 1) —u(u, 71, 0) +ap, ), v;w) =bE) f(v) Yve X, (10.5)

with initial condition (say) u(u, %) = 0. Here u and D are the input and input domain;
u(p, t*), for all k € K, is our field variable; X C X is our truth approximation subspace
for X¢ (and (-, -), || - ||) defined in Section 10.2; a(-, -; u) and m(-, -) are X®-continuous and
L*(2)-continuous symmetric bilinear forms, respectively; f(-), £(-) are L?()-continuous
linear forms; and b(¢¥) is the (here, single) “control” input at time #X.

We shall make the following assumptions. First, we require that a and m are
independent of time—the system is thus linear time-invariant (LTI). Second, we as-
sume that @ and m are coercive: 0 < ay < a(u) = infyex[a(v, v; w)/||lv)|*] and

0 < o9 < infyer2qym(v, v)/||v||iz(9)]. Third, we assume that a depends affinely on

w:a(w,v; n) = ZqQ=1 ®7(n) al(w,v) forg =1, ..., Q parameter-dependent functions
®7(n) : D — R and parameter-independent continuous bilinear forms a?(w, v). (For
simplicity, we also assume that m, f, and ¢ are parameter-independent.)

To ensure rapid convergence of the RB output approximation we shall need a dual (or
adjoint) problem which shall evolve backward in time. Invoking the LTI property, we can
express the adjoint for the output at time *, 1 < L < K, as X (u, t*) = W(u, t5-L+5),
1 <k < L;here W(u, t*) € X, forall k € K, satisfies At~ 'm(v, W (w, t5) — W (w, 5+
a(, W(u, t*); u) = 0, forall v € X, with final condition m (v, W (i, tX1)) = £(v), for
all v € X. In essence, thanks to the primal LTI property and the linearity of the output
functional, the dual system is invariant to a shift in time of the final condition; thus, to
obtain ¥ (u, t*), 1 <k < L, forall L € K, we need only solve once for W (u, t¥), for all
k € K, and then appropriately translate the result—we do not need to solve K separate dual
problems [9].

We now introduce the nested samples Sl'f,rm = {[ﬁl’r, el ﬂ‘,’;pf}, 1 < Npr < Nprmax, and
SW = (A, . A% Y 1 < Nao < Nawmaxs Where i = (u,15) € D = D x T. Note the
samples must now reside in the parameter-time space l~); we also introduce separate (and
different) samples for the primal and dual problems. We then define the associated nested
RB spaces Wy = span{¢y = u(@y = (pa, 1)), 1 <1 < Nk 1 < Nyr < Nprmax
and Wj(\iI:u = Span{é‘y?u = \I/(/lgu = (//’«natkn)du)v 1 =n = Ndu}a 1 = Ndu = Ndu,max~ Note
that for the primal basis we choose—as justified by the LTI hypothesis—an impulse input:
b(t*y =1fork=1,and b(t*) = 0for2 < k < K.

Our RB approximation is then the following: given yu € D, evaluate sy (i, t*) =
Cun (p, 1)+ 5y RY (W (g, tK74HKY: 1 18 Ar, forall k € K, where (pr) uy (1, 1) €
W}\),;, for all k € K, satisfies At~ 'm(un (e, t5) — un (u, 1, v) + a(uy (u, t5), v: p) =
b(t") f(v), forall v € WP;, with initial condition uy (i, t°) = 0, and (du) Wy (u, t*) €
Wit forall k € K, satisfies At~ 'm(v, Wy (i, 1) = Wy (u, 541) +a(u, Wy (u, 1*); p) =
0, for all v € Wg", with final condition m (v, Wy (i, tX*1)) = £(v), for all v € Wg' .
Here, for all k € K, R (v; u, t*) = b(t*) f(v) — (At "m(up (, t5) — uy (e, 51, v) +
a(uy(u, %), v: w)), for all v € X, is the primal residual. Note that we include a residual
correction term (the inner product of the primal residual with the dual RB solution) in
sy (1, t*) to improve the accuracy of our output prediction [26] and to obtain the “square”
effect in the convergence of the output bound. We could, of course, also increase the
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accuracy of sy (i, t*) by improving the primal RB solution uy (i, t*) (i.e., by increasing
Npyr); however, in the case of a single or relatively few outputs, the dual formulation is
computationally advantageous.

The offline-online computational procedure is similar to the elliptic case of Sec-
tion 10.3 but with the added complexity of the dual problem and the time dependence
[9]. In the online stage, we first assemble the requisite RB “stiffness” matrices—at
cost 0((N§r + Ndzu + NpNguw) Q); we then solve the primal and dual problems—at cost
O(NSr + N3, + K (ngr + N2,)); and finally we evaluate the RB output approximation
sy (u; t9), for all k € K—at cost O(K (K + 1)Np:Ngy). The online complexity is thus
independent of N/, and in fact not too sensitive (for our LTI system) to K.

We now turn to a posteriori error estimation. We stress that the development of the
error bounds is in no way limited to the RB approximation described here: we may consider
“any” stable ODE or PDE system and any reduced-order model. To begin, we assume
that we are given a(u) : D — R, a positive lower bound for the coercivity constant,
a(w) : a(pn) = a(u) = ay > 0, forall u € D. In our symmetric case a(u) = B(w), and
thus @ (u) can be constructed according to Section 10.4; in fact, thanks to coercivity, much
simpler procedures typically suffice [29]. We next recall the dual norm of the primal and
dual residuals: for all & € K, sf\fm(u, t*) = sup,cx[RP" (v; w, t*)/||v]|] and &y} (u, %) =
sup,cx[R®(v; w, t5)/|[v]|], where for all k € K, R (v; u, t*) = —(At 'm(v, Wy (i, t5)
— Wy (, 5N + a(u, Wy (i, t%); w)), for all v € X. Finally, we introduce the “spatio-
temporal” energy norm, [|[v(i, t9)[|2 = m(u(u, %), v(, %) + Yk _, At a(u, ¥,
v(u, *; w), forall v € X.

‘We may now define our error estimators: forall u € D, forall k € K, Al;\fw (u, ) =

GTI(AL Yy & (1, 1)) 3 A% (1, 1) = @72 () (A X6 68 (1, 14)?)2; and
A (1) = AR (.19 A (w157, (10.6)

We can then readily demonstrate that |||u (i, t5) —uy (i, t)]]] < Alj’vrpr (w, %) and |s(u, ) —
sn(i, 9] < AS(u, t9), forallk € K, forall p € D, 1 < Npr < Nprmaxs I < Naw < Ny max
[9]—we obtain rigorous (and, as we shall see, rather sharp) upper bounds for the primal error,
dual error, and output error. (Note that our particular form (10.6) assumes that ¥ (u, t5+1)—
here, p-independent—is a member of W;\i,:‘u; this requirement is readily relaxed.)

The offline-online procedure for the computation of A*(yu, t*), for all k¥ € K—in
particular, for the calculation of the requisite primal and dual residual norms—is similar to
the elliptic case of Section 10.4 but with the added complexity of the dual problem and the
time dependence [9]. In particular, in the online stage—for any given new u—we evaluate
the sf\,rpr (1, %)% and ey (11, 1*)* sums in terms of O (u), uy (i, %), W (it ¥y and the
precomputed inner products—at cost O (K (Ngr + Ngu)Qz). Thus, all online calculations
are indeed independent of N

We now turn to a particular numerical example. We consider the design of a
heat shield (one cell of which is shown in Figure 10.2): the left boundary 9.y is
exposed to a temperature unity and Biot number Biy, “source” for t e [0, #/]; the
right boundary as well as the top and bottom (symmetry) boundaries are insulated; and
the internal boundaries 9$2j,—corresponding to three square cooling channels—are ex-
posed to a temperature zero and Biot number Bi;, “sink.” Our input parameter is hence
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Figure 10.2. One “cell” of the heat shield.

Table 10.3. Convergence results for the heat equation.

N, pr A]:r:axmel ﬁpr Af‘nax rel ﬁx
41 1.6E-00 | 544 | 1.6E—00 | 95.63
8|l 6.3E-02 | 1.55 | 6.7E—03 | 30.92
12 || 1.0E—-02 | 1.03 | 2.6 E—04 | 8.43
16 || 3.2E-03 | 1.02 | 1.5E—05 | 11.45
20 || 8.8E—-04 | 1.01 | 1.1E-06 | 17.43

nw = (L), k@) = Biow,Bin) € D = [0.01,0.5] x [0.001, 0.1]; our output is the
average temperature of the structure—a surrogate for the maximum temperature of the
(to-be-protected) right boundary for ¢ € [0, oo .

The underlying PDE is the heat equation. The (appropriately nondimensionalized)
governing equation for the temperature u (i1, t*) € X is thus (10.5), where X is a linear finite
element truth approximation subspace (of dimension (exploiting symmetry) A" = 1,396)
of X¢ = H'(Q); a(w, v; ) = [o Vw - Vo + pq) foo w0+ K1) fo wosmw,v) =
fQ wv; f(v; w) = pa fmom v, which is now (affinely) parameter-dependent; bt = 1,
forall k € K;and (w,v) = [, Vw-Vv+0.01 [, wv+0.001 f,, wv—hence we may
choose @(u) = 1. The output is given by s (i, *) = £(u(u, t*)), where £(v) = |2|™" [, v.

We now present numerical results. Our “optimal” primal and dual samples are con-
structed (separately) by procedures similar to the greedy approach described for the elliptic
case in Section 10.4 [9]: ateach step (say, for the primal) we select the parameter value p* for
which A?\;pr (., t%) is maximized; we then select the time t** for which ef\,rpr (u*, t%) is maxi-

mized. In Table 10.3 we present, as a function of Ny, (= Nay), Aﬁfax’rel, 77, Al axrel AA 77

Af;ax 1 18 the maximum over Eres of Aprpr (i, t5Y /1w (e, t5)1]], 7P" is the average over

Btest X T of Al;\fpr (u, tk)/|||u(y,, tk) —uyn(u, t")|||, Afnax’rel is the maximum over Ereg Of
Ay (i, %) /sy (g, t5)], and 7° is the average over Ereq of A} (i, 1, (1)) /|5 (1, 1,;(11))
— sn(u, ty(w)|. Here B € (D)* is a random input sample of size 400; w, =
A MAX B 18N (W, TN, s = A MAX ez [N, (1, 15)] (nOte the output grows
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with time), and ¢, (1) = argmaxcr |s(u, t*) — sy (u, t%)|. The output converges rapidly,
and the effectivities are reasonably good.

Finally, we note that the calculation of sy (i, t*) and Ay (1, t5), for all k € K, is
(say, for Ny; = Ngy = 12) roughly 120 times faster than direct calculation of the truth
approximation output s(u, 5y = u(p, %)), for all k € K. We may thus work with
sy, t5) + AN (1, tX) as a certifiably conservative (upper bound) and accurate surrogate
for the average temperature s (i, ) in truly interactive design exercises.
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Chapter 11

Model Reduction for
Large-Scale Applications in
Computational Fluid
Dynamics

K. Willcox*

11.1 Introduction

Recent years have seen considerable progress in solution and optimization methods for par-
tial differential equations (PDEs), leading to advances across a broad range of engineering
applications. Improvements in methodology, together with a substantial increase in com-
puting power, are such that real-time simulation and optimization of systems governed by
PDE:s is now an attainable goal; however, a number of challenges remains for applications
such as real-time control of dynamic processes. In many cases, computational models for
such applications yield very large systems that are computationally intensive to solve. A
critical element towards achieving a real-time simulation capability is the development of
accurate, efficient models that can be solved sufficiently rapidly to permit control decisions
in real time.

Model reduction is a powerful tool that allows the systematic generation of cost-
efficient representations of large-scale systems resulting from discretization of PDEs. Re-
duction methodology has been developed and applied for many different disciplines, in-
cluding controls, fluid dynamics, structural dynamics, and circuit design. Considerable
advances in the field of model reduction for large-scale systems have been made and many
different applications have been demonstrated with success; however, a number of open
issues remain, including the reliability of reduction techniques, guarantees associated with
the quality of the reduced models, and validity of the model over a range of operating con-
ditions. The cost of performing the reduction may also be an issue if there is a need to adapt
the reduced-order model in real time.

*Department of Aeronautics and Astronautics, Massachusetts Institute of Technology, Cambridge, MA 02139.
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218 Chapter 11. Model Reduction in Computational Fluid Dynamics

In this chapter, model reduction of computational fluid dynamic (CFD) systems will be
discussed, although the techniques presented are applicable to general systems of PDEs. Two
reduction methods will be discussed: proper orthogonal decomposition (POD) and Fourier
model reduction (FMR) . These methods will be compared in the context of an active flow
control application. Their relative advantages and disadvantages will be presented, with
particular focus on the issues relevant to real-time implementation. Finally, the chapter
concludes with a discussion of outstanding issues and the open question of model reduction
for nonlinear systems.

11.1.1 Problem Statement

The system of PDEs governing a general fluid flow can be discretized in the spatial domain
using a CFD formulation to yield a set of nonlinear ordinary differential equations (ODEs).
For unsteady flows, these ODEs can be linearized about the steady-state solution to obtain a
linear CFD model that is valid for small deviations of the flow from steady state conditions.
A general linearized CFD model can be written as

G: %x(t) = Ax(t) + Bu(t), y(@)=Cx(t)+ Du(t), (11.1)

where x(¢) € R” contains the n unknown perturbation flow quantities at each point in the
computational grid. For example, for two-dimensional, compressible, inviscid flow, which
is governed by the Euler equations, the unknowns at each grid point are the perturbations
in flow density, Cartesian momentum components, and flow energy. The vectors u(¢) and
y(¢) in (11.1) contain the system inputs and outputs, respectively. The definition of inputs
and outputs will depend upon the problem at hand. For active control applications, the
output might monitor a flow condition at a particular location which varies in response to
a disturbance in the incoming flow, while inputs describe both actuation mechanisms and
flow disturbances.

The linearization matrices A, B, C, and D in (11.1) are evaluated at steady state
conditions. In comparison with the nonlinear equations, the system (11.1) is relatively
efficient, since a time discretization, such as backward Euler, can be applied and the resulting
large n x n system matrix factored just once for a time-dependent calculation. However,
the order of the system is still prohibitively high for many applications, and the cost to solve
the system is too large for implementation in real time. We therefore consider the task of
finding a low-order, stable, linear time invariant (LTI), state-space model

G: %i(t) = AR() + Bu(t), $(t)=Cx(t) + Du(@), (11.2)

which approximates well the given stable model (11.1). Typically, A in (11.1) is a sparse,
square matrix of very large dimension n > 10%, and the desired order k of G is less than 50.

The quality of G as an approximation of G is defined as the H-infinity norm of the
difference between their transfer functions:

IG — Gllos = sup |G(jo) — G(jw)l, (11.3)

welR
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which in turn equals the square root of the maximal energy of the difference e = y — y,
given by

||9—y||§:f|§»<z>—y<z)|2dr. (114)

11.1.2 Projection Framework

No efficient (polynomial time) solution is known for the problem of minimizing || G-G [loo
subject to the order and stability constraints imposed on G. Optimal Hankel model reduction
and balanced truncation are polynomial-time algorithms that produce suboptimal reduced
models with strong guarantees of quality. However, the computational burden of these
methods is such that their direct application is impractical for n > 103, Instead, most model
reduction techniques for large-scale systems use a projection framework. The full state
vector x is represented in a reduced-space basis

x = V&, (11.5)

where the columns of the matrix V € R"*¥ contain k basis vectors. Defining a left projection
space W sothat W7V = I, the governing equations (11.1) can be projected onto the reduced
space to yield an mth-order model of the form

G: %i(t):WTAvf(t)JFWTBu(I), $(1) = CVE(@t) + Du(t). (11.6)

The reduction task is then to find a suitable basis W, V so that k < n and the reduction
error, defined by (11.4), is small. Several methods for computing the basis exist, including
Krylov subspace methods and POD.

11.2 Proper Orthogonal Decomposition

POD has been widely used to determine efficient bases for dynamic systems [1]. It was
introduced for the analysis of turbulence by Lumley [2], and is also known as singular value
decomposition, Karhunen-Loe¢ve decomposition [3], and principal component analysis [4].
POD basis vectors are computed empirically using a set of data that samples the range of
relevant system dynamics.

11.2.1 Time-Domain POD Basis

The basis vectors W are chosen so as to maximize the following cost [5]:

2
\Dzargmaxw, (11.7)
(W, W)
where (x, W) denotes the scalar product of the basis vector with the field x (6, t) which
depends on problem geometry 0 and time ¢, and ( ) represents a time-averaging operation.
It can be shown that a necessary condition for (11.7) to hold is that ¥ is an eigenfunction
of the kernel K defined by

K(9,0") = (x(0,1) x*©@, 1), (11.8)
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where x* denotes the complex conjugate transpose of x.

Sirovich introduced the method of snapshots as a way of determining the eigenfunc-
tions W without explicitly calculating the kernel K [6]. The kernel can be approximated
as

K(©,0") = %in(e)x;‘(e/), (11.9)
i=1

where x;(0) is the instantaneous system state or “snapshot” at a time ¢#; and the number of
snapshots m is sufficiently large. The eigenvectors of K are of the form

W:Zﬁix,-, (11.10)
i=1

where the constants f; satisfy the eigenvector equation
RB = AB (11.11)

and R is now the correlation matrix
1
Rij = —(xi, xj), (11.12)
m

which contains the inner product between every pair of snapshots. The magnitude of the
Jtheigenvalue, 1 ;, describes the relative importance of the jth POD basis vector for recon-
struction of the data contained in the snapshot ensemble. For a basis containing the first
p POD modes, the least-squares error of data reconstruction is given by the eigenvalues
corresponding to the neglected modes:

Yol =z = Y A (11.13)
i=1

Jj=p+1

where X! is the representation of the ith snapshot, x;, in the pth-order POD basis.

11.2.2 Frequency-Domain POD Basis

Often, the POD snapshots are obtained from a time simulation of the CFD model. One issue
with this approach is an appropriate choice of input to the simulation. This input choice is
critical, since the resulting basis will capture only those dynamics present in the snapshot
ensemble. This can be a problematic issue for many applications, such as flow control design,
where the dynamics of the controlled and uncontrolled systems might differ significantly.
An alternative approach is to apply the POD in the frequency domain [7]. Rather than
selecting a time-dependent input function, one selects a set of sample frequencies. The
corresponding flow snapshots can then be obtained by solving the frequency domain CFD
equations

X(w) = [jw;I — Al B, (11.14)

where u(t) = e/®", x(t) = Xe/®", and w; is the ith sample frequency.
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Frequency domain POD approaches typically yield better results; however, the com-
putational cost of the method is high. The nth-order system given by (11.14) must be solved
for each frequency selected. In a typical CFD application, a large number of frequency
points is required to obtain satisfactory models. In particular, for three-dimensional appli-
cations, the cost of this approach can be prohibitive. While not discussed in this chapter,
Krylov-based reduction techniques are computationally more efficient than the POD. These
techniques are widely used in integrated circuit applications, and have also been applied to
CFD systems. It can be shown that the approach of using the Arnoldi method with multiple
interpolation points has strong connections to the frequency-domain POD approach [8].

11.2.3 POD Reduced-Order Model

Once the set of POD basis vectors has been computed, using time- or frequency-domain
snapshots, the reduced-order model is obtained using the projection (11.5). It is important
to note that, while the POD basis is optimal in the sense that it provides the most efficient
representation of the data contained in the snapshot ensemble, one can make no statement
regarding the quality of the resulting reduced-order model. No estimate or bound for the
reduction error is available. Since the POD basis is orthonormal, that is, W = V, the
projection A=VTAV preserves definiteness; however, in general, this is not sufficient to
preserve stability. In practice, unstable models are often generated, and some trial and error
is required to determine an appropriate snapshot ensemble and basis size.

The POD is a useful reduction technique and has been shown to yield satisfactory
results for a wide range of applications (see, for example, [9]); however, its lack of rigorous
guarantees should not be overlooked.

11.2.4 Balanced POD

The concept of a balanced realization of a system was first introduced by Moore [10]. The
underlying idea is to take account of both the inputs and the outputs of the system when
determining which states to retain in the reduced-state representation but to do so with
appropriate internal scaling. The controllability and observability gramians of the linear
system (11.1) are defined, respectively, as

o0
WC=/ e BB e dt (11.15)
0

and o
W, = f ATCHCeM dr. (11.16)
0

The above matrices describe the controllable and observable subspaces of the linear system
(11.1). These two subspaces can be interpreted geometrically as described in [11]. The
controllable subspace is that set of states which can be obtained with zero initial state and
a given input u(¢), while the observable subspace comprises those states which as initial
conditions could produce a certain output y(¢#) with no external input.

To obtain a balanced realization of the system (11.1), a state transformation is chosen
so that the controllability and observability gramians are diagonal and equal. This transfor-
mation can be computed by first calculating the matrix W, = W_.W, and then determining
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its eigenmodes:
W, = T7'AT. (11.17)

The columns of 7" then contain the basis vectors which describe the balancing transformation.
The eigenvalues X; contained in the diagonal matrix A are positive, real numbers, and o; =
+/A; are known as the Hankel singular values of the system. These values are independent
of the particular realization of the system and describe the importance of the corresponding
state for transmission of input to output. In a balanced truncation, only those states are
retained which correspond to large Hankel singular values. A bound on the error of the kth-
order balanced reduced model, Gy, is given by the Hankel singular values of the truncated
modes

G = Grllow <2 ) 0;. (11.18)
i=k+1

Approximate Balanced Realization via the Method of Snapshots

For large systems, it is not practical to explicitly compute the gramians using (11.15) and
(11.16); however, it can be shown that there is a strong connection between the controllability
gramian and the POD kernel function [12, 13]. By noting that for a SISO system the quantity
xs(t) = e B is simply the impulse response of the system (set u(t) = 8(¢) in (11.1)), the
controllability gramian can also be written

oo
W, = xs()x5(t)dt (11.19)
0
and compared with the POD kernel function K defined by (11.9). Similarly, the observability
gramian can be written as

W, = /ooy_c(g(t)fg‘(t)dt, (11.20)
0

where X5(t) = ¢4/ C* is the impulse response of the dual SISO system which is given by
— d _ _ _ _ _
G: Ex(t) = A*x(t) + C*u(t), y(t)= B*x(1). (11.21)

By considering general, nonimpulsive inputs, the POD computes the most controllable
modes of the system within a certain restricted range of dynamics. It is a natural extension
to consider a POD analysis which determines the most observable modes. Furthermore, to
obtain a balanced representation of the system, concepts from a traditional control balanced
realization can then be used. The direct POD method can be used to obtain approximations
to the system gramians for small systems [12]. For large-scale systems, the POD method of
snapshots can be used to approximate the gramians in a computationally efficient manner
that does not require computation of large n x n matrices [13].

By obtaining snapshots of the primal and dual systems (11.1) and (11.21), and per-
forming the POD method of snapshots analysis to determine the POD basis vectors, p
eigenmodes of the controllability and observability kernel functions are obtained, respec-
tively. Let the eigenvectors of the controllability kernel K be contained in the columns
of the matrix V, with corresponding eigenvalues on the diagonal entries of the matrix A..
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Similarly, let the eigenvectors of the observability kernel be contained in the columns of the
matrix X, with corresponding eigenvalues on the diagonal entries of the matrix A,. Low-
rank approximations to the controllability and observability gramians can then be made as
follows:

WP = VAV, (11.22)
WP = XA, X*, (11.23)

where the superscript p denotes a pth-order approximation.

Through use of an efficient eigenvalue solver, the eigenmodes of the product W2 W/
can then be calculated using only matrix-vector multiplications, and hence the large matrices
WZ and W/ need never be explicitly formed.

The balancing algorithm can therefore be summarized as follows:

1. Use method of snapshots to obtain p POD eigenmodes (V, A.) for the primal
system.

2. Use method of snapshots to obtain p POD eigenmodes (X, A,) for the dual system.

3. Calculate the low-rank approximations W/ = VA . V* and W} = XA, X*.

4. Obtain the eigenvectors of the product WP W? to determine the balancing trans-
formation T'.

Once again, it is important to note the limitations of this reduction approach. Bal-
anced truncation is a rigorous method for small systems that yields reduced-order models
with strong guarantees of quality and a computable error bound given by (11.18). The
approximate method using the POD draws upon a strong analogy with balanced truncation
and has been shown to work effectively for many cases; however, as for the conventional
POD, this method does not offer rigorous error or stability guarantees.

In the next section, a different approach to model reduction of large-scale systems that
does not use a projection framework will be described. This method has associated with it
a rigorous, although noncomputable, error bound.

11.3 Fourier Model Reduction

The FMR method is described in [14] and uses discrete-time Fourier coefficients of the
CFD system to form a reduced-order model with a rigorous error bound. Many coefficients
can be calculated, which results in a very accurate representation of the system dynamics,
but only a single factorization of the large system is required. As shown in Figure 11.1,
FMR can be combined with an efficient second reduction step using explicit formulae for
balanced truncation, which allows use of the Hankel singular values to rigorously select the
number of reduced states. FMR yields very accurate, low-order models when the original
transfer function is smooth and thus is an attractive method for reduction of CFD systems.

11.3.1 Fourier Series of Discrete-Time Systems

Consider the discrete-time (DT) model g corresponding to the system (11.1), which is
defined by the difference equations

g: x(@t+1)=ax@)+bu(), yit)=cx@)+du(t), (11.24)
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FMR N BT/OHMR -
G Gm Gk
0(10%) 0(10%) 0(10")

Figure 11.1. Two-step model reduction process: FMR with rigorous but non-
computable error bound followed by balanced truncation (BT) or optimal Hankel model
reduction (OHMR).

where a, b, ¢, d are the DT matrices. The transfer function

g =d+cil—a)'b (11.25)
has the Fourier decomposition
[o.¢]
g =) @z (11.26)
k=0
where
go=d, gi=cd'bk=12,...). (11.27)

The Fourier expansion converges exponentially for |z] > p(a), where p(a) denotes the
spectral radius of a, defined as the maximal absolute value of its eigenvalues. Note that the
first m Fourier coefficients g; are easy to calculate using the “cheap” iterative process

8k = Chkfl, hk = ahk71 (k = 1, ey m), where h() =b. (1128)

Let g,, denote the mth-order approximation of g based on the Fourier series expansion:
m
@) =) &z " (11.29)
k=0

The following simple result provides an estimate of the approximation error:

g — &mlloo :gllflqg(z)—gm(z)L (11.30)

which ties it to the smoothness of G as follows.

Cheorem 11.1. Forg = 1,2, ...,
5 ’7117211 b4 @ ) )
Am < - D(e!™)|dr, 11.31
g — gmlls = 27(2q 1)/_][ |8 (e!")|"dt ( )

where gD is the gth derivative of g with respect to T.

Proof. See [14].
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11.3.2 Fourier Series of Continuous-Time Systems

Consider the full continuous-time LTI system model G defined by the system (11.1), where
u(t), y(t) are scalar input and output. It will be assumed that G is stable, i.e., that all roots of
the characteristic equation det(s — A) = 0 have negative real part, and that C(s] — A)~'B
remains bounded as s — oo.

Let wy > 0 be a fixed positive real number. The transfer function

G(s)=D+C(sI —A)'B (11.32)

has the Fourier decomposition

k
G(s) = ch <s+w0) . (11.33)

This decomposition is suggested in [15] and an approximate FFT algorithm is used to
calculate the Fourier coefficients G. In [14], an efficient iterative procedure is proposed to
directly calculate the Fourier coefficients as follows.

Consider the identity

Gs)=g(z) =d+czl —a)'b for 7 = 22

S —wo

which allows one to apply the observations and theorem from the previous subsection to
this case. Note that by comparing (11.26) and (11.33), it can be seen that G, = gx. The
Fourier coefficients are therefore given by the following formulae:

Go=d, Gi=cd'b(k=1,2,...), (11.34)
d= D+ C(wyl —A)'B, (11.35)

a = (wol + A)(wol — A", (11.36)

¢ = 2woC(wol — A", (11.37)

b=—(wol —A)'B, (11.38)

which are relatively straightforward to obtain using algebraic manipulations as described
in [14].

11.3.3 Reduced Model Construction

To construct an mth-order reduced model, one first calculates the Fourier coefficients,
80, &1 - - -» &n- The DT reduced model is then given by

A

g1 Rt + 11 =ax[e] + bulz],
Pl = éx[e] + dult], (11.39)
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where
0 0 0 O |
1 0 0 O 0
=10 10 0 , b= o |- (11.40)
0 01 O
0 0 O
5=[81 8 .- gm], 62:80.

It should be noted that if the original system g is stable, then the reduced system g is also
guaranteed to be stable. This is due to the orthogonality properties of the Fourier expansion;
taking a truncated number of Fourier terms, as in (11.29), automatically results in a stable
approximation of a stable system.

Different alternatives could be chosen for the DT system representation. The controller
canonical form above was selected, as in [15], for the purpose of an efficient second step
of reduction. As shown in Figure 11.1, an effective approach is to use the efficient iterative
procedure to calculate several hundred coefficients, resulting in an intermediate reduced
model of the form (11.39). A second reduction step using balanced truncation can now be
performed easily, since the expressions for the gramians are known explicitly. For the DT
reduced model (11.39), the controllability matrix is the identity matrix and the observability
matrix is the Hankel matrix that has ¢ as its first row. The balancing vectors can therefore
be obtained by computing the singular vectors of the mth-order Hankel matrix

i 81 g 83 .- 8m-1 8m ]
& & 8 .-~ & O
& & & ... 0 0
= . . . . . . (11.41)
gm—1 & 0 ... 0 0
L &nm o 0 ... 0 0
The Hankel singular values, o;, i = 1,2, ..., m, of the intermediate reduced system are

given by the singular values of I" and can be used to quantitatively guide the second reduction
step via the error bound given in (11.18).

11.3.4 FMR Algorithm

The FMR algorithm is summarized in the following steps.

1. Choose a value of wy. The value of @, should reflect the frequency range of interest.
The nominal value is unity; however, if the response at high frequencies is of interest,
a higher value of wy should be chosen. One can visualize the transformation from
continuous to discrete time as a mapping of the imaginary axis in the s-plane to the unit
circle in the z-plane. The value of wy then describes the compression of frequencies
around the unit circle.

2. Calculate m + 1 Fourier coefficients using (11.34)—(11.38). Using the iterative pro-
cedure, any number of coefficients can be calculated with a single nth-order matrix
factorization.
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3. Using (11.41), calculate the mth-order Hankel matrix. Calculate its singular values
and singular vectors. Note that in the general case of p inputs and g outputs, each
entry g; will be a block of size ¢ x p.

4. Using balanced truncation, construct a kth-order DT system, g. The value of k is
chosen according to the distribution of Hankel singular values of the intermediate
system.

5. Convert the kth-order DT reduced model to a continuous-time model using the rela-

tionships
A=wo(@a—1)"@+1), (11.42)
B=2w(a-1)"b, (11.43)
C=—¢(a-1)", (11.44)
b=d-é@-1)"b, (11.45)

The error bounds corresponding to the above algorithm are given in (11.31) and
(11.18) for the first and second stages of the reduction, respectively. The Hankel singular
values of the intermediate system provide a straightforward, quantitative means to choose
k, the size of the final reduced model; however, the error bound given in (11.31) is not
readily computable. One way to determine the appropriate number of Fourier coefficients,
m, is to monitor the magnitudes of the coefficients, gz, which tend to decrease quickly
with increasing index k. A tolerance on the coefficient magnitude can thus be used to set a
stopping criterion for the iterative procedure. Note that the exact distribution of coefficients
will depend upon the transfer function under consideration. For near resonant systems, the
magnitudes of the Fourier coefficients will not decrease quickly and many coefficients will
be needed to gain an accurate representation. For such systems, other algorithms, such as
POD or Krylov subspace methods, may yield better results.

11.4 Active Flow Control of a Supersonic Diffuser

Figure 11.2 shows the contours of Mach number at steady state conditions inside the fixed
geometry of a supersonic diffuser that operates at a freestream Mach number of 2.2. In
steady state operation, a shock forms downstream of the throat. In practice, the incoming
supersonic flow is subject to perturbations, such as atmospheric density disturbances. Such
perturbations in the flow may cause the shock to move upstream of the throat, and eventually
to be expelled from the diffuser. This phenomenon, known as inlet unstart, causes huge
losses in engine performance and thus is highly undesirable. In order to prevent inlet unstart
for this diffuser, an active control mechanism of the shock is required.

Figure 11.3 presents a schematic of the actuation mechanism. Incoming flow with
possible disturbances enters the inlet and is sensed using pressure sensors. The controller
then adjusts the bleed upstream of the throat in order to control the position of the shock and
to prevent it from moving upstream. In simulations, it is difficult to automatically determine
the shock location. The average Mach number at the diffuser throat provides an appropriate
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')

Figure 11.2. Contours of Mach number for steady flow through supersonic diffuser.
Steady state inflow Mach number is 2.2.

N ~—g
Incoming flow | Pressure sensing |
_— Average Engine compressor
Inlet disturbance | mach | Shock
(density) Upstrearn bleed 1

__}M_\
|

Figure 11.3. Supersonic diffuser active flow control problem setup.

surrogate that can be easily computed. A CFD model provides an accurate representation
of the complicated flow dynamics but is not suitable for controller design purposes.

The governing equations considered are the two-dimensional unsteady Euler equa-
tions, linearized about steady state conditions. The CFD model considered here has 3078
grid points and 11,730 unknowns and is described in [16]. The first transfer function of in-
terest is that between bleed actuation and average Mach number at the throat. Bleed occurs
through small slots located on the lower wall between 46% and 49% of the inlet overall
length. Frequencies of practical interest lie in the range f/fy = 0 to f/fy = 2, where
fo = ao/ h, ag is the freestream speed of sound and # is the height of the diffuser.

Figure 11.4 shows the magnitude and phase of this transfer function as calculated by
the CFD model and three reduced-order models each of size k = 10. The FMR model
was calculated by using 201 Fourier coefficients (calculated at the cost of a single CFD
matrix inversion) with wy = 5 to construct the Hankel matrix in (11.41). This 200th-order
system was then further reduced to 10 states using explicit balanced truncation. The POD
model was obtained by computing 41 snapshots at 21 equally spaced frequencies from
f/fo =0to f/fo = 2. For comparison, a tenth-order Arnoldi-based model, derived using
the methodology in [16], is also shown in Figure 11.4.

It can be seen from Figure 11.4 that the FMR model matches the CFD results well
over the entire frequency range plotted, with a small discrepancy at higher frequencies.
The Arnoldi model matches well for low frequencies but shows considerable error for
f/fo > 1.3. The POD model has some undesirable oscillations at low frequencies, and



11.4. Active Flow Control of a Supersonic Diffuser 229

25

— CFD

phase(G(jw))

Figure 11.4. Transfer function from bleed actuation to average throat Mach num-
ber for supersonic diffuser. Results from CFD model (n = 11, 730) are compared to FMR,
POD, and Arnoldi models with k = 10 states.

strictly is only valid over the frequency range sampled in the snapshot ensemble (f/fy < 2).

The performance of the POD and Arnoldi models can be improved by increasing the
size of the reduced-order models. Figure 11.5 shows the results using 30 Arnoldi vectors and
15 POD basis vectors. The agreement at low frequencies is now very good for all models,
but the POD and Arnoldi models still show discrepancy at higher frequencies. The POD
model could be further improved by including more snapshots in the ensemble; however,
each additional frequency considered requires an nth-order complex matrix inversion. The
Arnoldi model could be further improved by increasing the size of the basis; however, this
was found to result in unstable reduced-order models. This result highlights one of the major
problems with the commonly used POD and Krylov-based reduction techniques. Because
no rigorous statement about model quality can be made, the reduction becomes an ad hoc
process that requires trial and error to obtain accurate, stable reduced-order models. In
particular, for the POD, the choice of snapshot ensemble is critical.

FMR is also applied to the transfer function between an incoming density perturbation
and the average Mach number at the diffuser throat. This transfer function represents the
dynamics of the disturbance to be controlled and is shown in Figure 11.6. As the figure
shows, the dynamics contain a delay and are thus more difficult for the reduced-order model
to approximate. Results are shown for FMR withm = 200 and wy = 5, 10. Withwy = 5, the
model has significant error for frequencies above f/fy = 2. Choosing a higher value of wg
improves the fit, although some discrepancy remains. These higher frequencies are unlikely
to occur in typical atmospheric disturbances; however, if they are thought to be important,
the model could be further improved by either evaluating more Fourier coefficients, or by
choosing a higher value of wy. The wy = 10 model is further reduced via balanced truncation
to a system with 30 states without a noticeable loss in accuracy.
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Figure 11.5. Transfer function from bleed actuation to average throat Mach num-
ber for supersonic diffuser. Results from CFD model (n = 11, 730) are compared to FMR
with k = 10 states, POD with k = 15 states, and Arnoldi with k = 30 states.

11.5 Conclusion

Model reduction is an essential component to achieving real-time simulation and control of
PDEs. Several model reduction techniques are available and in use across a broad range of
applications. For large-scale systems, the POD and Krylov-based methods have been used
with considerable success. The three orders of magnitude reduction from O (10%) states
to O(10') states demonstrated in the supersonic diffuser example is representative of what
can be achieved in many applications. However, it is important to note that many open
questions and unresolved issues remain. The popular reduction approaches for large-scale
systems do not offer rigorous guarantees regarding the quality of the reduced-order model
and remain ultimately ad hoc. FMR goes some way to addressing this issue by providing a
rigorous, although noncomputable, error bound. Using this error bound to combine FMR
with a more rigorous technique, such as balanced truncation, yields an efficient, systematic,
two-step reduction process.

In addition, reduction of large-scale nonlinear systems remains an open question.
Direct projection of the nonlinear governing equations onto a reduced subspace yields a
model that has low order but that cannot be implemented efficiently. A trajectory piecewise
linear approach that can be used efficiently in conjunction with large-scale reduction methods
has been proposed and demonstrated for integrated circuit applications [17]. This approach
has also been shown to combine effectively with the POD for nonlinear CFD applications
[18]. Many open questions remain regarding the robustness and rigor of this approach;
however, it represents a significant step towards achieving efficient, low-order, nonlinear
models.
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Figure 11.6. Transfer function from incoming density perturbation to average
throat Mach number for supersonic diffuser. Results from CFD model (n = 11, 730) are
compared to 200th-order FMR models with wy = 5, 10. The wy = 10 model is further
reduced to k = 30 via balanced truncation.
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Chapter 12

Suboptimal Feedback
Control of Flow Separation
by POD Model Reduction

Karl Kunisch* and Lei Xie*

12.1 Introduction

Optimal design for fluid dynamical systems, which is a useful computational tool in aerody-
namic drag reduction, turbulence delay, and combustion control, etc., has been an interesting
research area for many years. This research stands at the crossroads of optimization (to carry
out optimal design) and computational fluid dynamics. Many computational approaches
and theoretical investigations were carried out in the past two decades, such as [6, 8, 12, 21],
to name a few.

Generally speaking it is infeasible to carry out feedback design on infinite-dimensional
fluid dynamical systems by numerically solving the dynamic programming equation (DPE)
or the Hamilton—Jacobi-Bellman (HIJB) equation. The development of proper orthogonal
decomposition (POD) techniques in recent years provides a promising approach to perform
suboptimal feedback design on reduced-order models. In this technique, a set of basis
functions is constructed from preselected snapshots. Subsequently the fluid dynamic system
is projected onto the space spanned by the basis functions, and the infinite-dimensional
nonlinear partial differential equations (PDEs) of the fluid system are reduced to finite-
dimensional ordinary differential equations (ODEs). Then the optimal design is performed
on this reduced system at reasonable computational cost. This suboptimal approach has
been applied for open-loop design on the one-dimensional Burgers equation in [13] and
on the two-dimensional Navier—Stokes (NS) equations with different geometrical shapes
in [9, 19, 20]. POD-based optimal control for distributed-parameter systems was also
investigatedin [16], [1, 2], for example. Ito and Schréter [11] and Kunisch and Volkwein [13]

*Department of Mathematics and Scientific Computing, University of Graz, A-8010 Graz, Austria.

233



234 Chapter 12. Feedback Control of Flow Separation

implemented an approach to carry out feedback control for distributed-parameter systems
on the basis of model reduction combined with solving the optimality systems for an array
of open-loop problems and interpolating the results thus obtained to define the closed-loop
synthesis. In [7] it was proved for the two-dimensional NS equations that the value function
is the unique viscosity solution to the HJB equations. In [10] a suboptimal solution strategy
for conservative systems (such as the NS equations) based on an ansatz for a solution to
the HJB equation is proposed, and in the authors’ previous work [14, 15] solving the HIB
equations for a POD-based reduced system of the Burgers equation is investigated.

The prohibitive computational cost of feedback design for nonlinear systems strongly
suggests the use of parallel computations. In this work several computers are exploited
concurrently; furthermore, on different computers, a different number of MATLAB ses-
sions is invoked, depending on the overall performance and the available computational
power of each computer. The message passing interface based on MATLAB software is
utilized to exchange data between MATLAB sessions on different computers. This parallel
implementation reduces the computing time to an acceptable level.

The chapter is arranged as follows. The distributed volume control problem and the
numerical NS solver are briefly described in Section 12.2. Then the POD technique is
applied in Section 12.3 to reduce the NS equations to a set of nonlinear ODEs, on which
feedback design will be carried out. Numerical methods to solve the discretized DPE are
discussed in Section 12.4. The computational results from the volume control are presented
in Section 12.5. In these sections, the methodology is described for the distributed volume
control problem. But it can also be applied to the boundary control problem, which is
addressed in Section 12.6.

12.2 Distributed Volume Control Problem

The dynamical system to be considered is incompressible viscous flow over a forward-facing
step, with a uniform injection on the upper boundary of the channel. Let Q € R? denote
the flow domain with boundary I" and let y = (u, v)7 stand for the velocity. Then we have
the NS equations in nondimensional form,

1
Vi gAy+ G -Viy+Vp = f
V.y = 0 (12.1)

in the domain € x [0, 0o), where p denotes pressure, Re is the Reynold’s number, and
f is the body force. Associated with the above governing equation we have the following
boundary conditions:

y=y in I;x][0,00),
pn—%%zo in T, x[0,c0),
y=c() in T, x][0,00),

y=0 in I\(T;UT,UTl.) x [0, 00),

(12.2)

where I';, T, are the inflow and the outflow surfaces, respectively, I, is the injection surface,
c(t) is the injection velocity, and n denotes the unit normal to the boundary. The boundary
condition on the outflow boundary is the stress-free condition. The initial condition is
y(0) = yo.
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In this distributed volume control problem, the right-hand side of the first component
of the NS equations is set as a linear combination of a set of shape functions, f = ()T,
see Section 12.3, and the coefficients v(¢) are taken as the design variables. The cost
functional to be minimized is defined as

1 o0 o0
J == </ / eM Ny = Ysiokes |7 dQ2dt +/ ﬂe’”||v||2dt) , (12.3)
2\Jo Jeo, 0

where the positive constants § and w are the weight coefficient and the discount rate,
respectively. The first term in (12.3) is of tracking type. Here ygor.s denotes the solution
to the Stokes equation associated with (12.1) with otherwise the same geometric and data
settings. Since the Stokes solution is separation-free, a reduction of the recirculation regions
should be observed for the successfully controlled NS solution. By €2, we denote the
observation region. The set of admissible controls is

U ={v e L*0,T) :v, <v <)

The weak form of the NS equations is given by

i+ Oy Pa+ (V. Ve — (V- ¥, pla = (f.¥)e,
(12.4)
(Vey,gla = 0
with boundary conditions
y = v inT; x [0, 00),
y = c¢() inTl. x[0,00), (12.5)
y = 0 in\(I; UT, UT,) x [0, c0)
and initial condition
y(0) = yo, (12.6)

for all test function pairs (¥, g) € V x L?*(2), where
V={veH'(Q):v=0 on I'\I}

and (-, -)q denotes the L, inner product over the flow domain €2. This weak formulation
will be utilized to obtain the reduced-order model for the dynamic system.

In the numerical NS solver, a finite difference method is applied to approximate
the spatial differentiation over a nonuniform grid system, with an upwind scheme for the
nonlinear convection term. A staggered grid system is applied; i.e., the horizontal velocities
are located at the midpoints of the vertical cell edges, the vertical velocities are located at
the midpoints of the horizontal cell edges, and the pressure is defined at each cell center.
At the inflow boundary, only the horizontal velocity is specified as a parabolic distribution
with maximum equal to 1. The flow is initialized with the stationary Stokes flow. For time
integration, we used the fractional-step-6-scheme as applied in [22]. A macrotime step from
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" to t"*! = ¢" + At is split into three substeps, t" — "7 — H1=0 g+l

(I + @ AtD(y" )y + 9 AtV p+o

(I — BOALD(YM))Y" + OAtf"

V- yn+9 — O,

(I 4 B0’ ArD(y" ' =0))y" =0 4 9'Arv pr 1= =
(I —ab AtD(y"™0)y"™? 4 @' Arfrt1=? (12.7)

V- yn+179 — O,

(I +afAtD(Y" )y 46 AtV =
(I — BOALD(y" =)y t1=0 4 gArfrt!
V- yn+1 — 0’

where D denotes the diffusive and advective terms, 8 = 1 — ‘/75, 0 =1-20,and a =

%, = 1 — «. This fractional-step scheme combines advantages from the classical
Crank—Nicolson method (second-order accuracy) and the backward Euler method (strongly
A-stable).

To avoid solving nonlinear equations and to ensure second-order accuracy in time,
the nonlinear convective term y"*! . Vy"*! in the left-hand side of the first component of

(12.7) is replaced by (2y" — y"~!) . Vy"+! which is of second-order accuracy.

12.3 POD-Based Reduced-Order Model

It is not yet possible to carry out feedback optimal control directly on the full NS equations.
A suboptimal alternative is to utilize a reduced-order model. In this section, the principles of
proper orthogonal decomposition will be introduced to construct the reduced-order model
for incompressible NS equations. In Section 12.3.1 POD will be briefly introduced. Then
this principle is applied to the NS equation to get the reduced-order model, which is presented
in Section 12.3.2. Section 12.3 describes the method to obtain the shape functions for the
distributed volume control.

12.3.1 Proper Orthogonal Decomposition

POD emerges from choosing a “best” set of orthonormal basis functions from a given
collection frequently referred to as the snapshots. It can be readily verified that this problem
is equivalent to an eigenvalue problem. Readers are referred to [1, 2, 4, 16], and the
references given there, for more details. We will only briefly sketch the methodology of
POD and recapitulate its properties.

Let the preselected collection of snapshots be denoted by

S=1{S;,j=12,...,NIS; € H(Q)}

and suppose that S has rank /, that is, [ = dim{span{S}}. If {¢; }le is an orthonormal basis
for §, each element in S can be expressed as §; = Zj:l(s-, giyp; for j =1,2,...,N.
The orthonormal basis can be constructed in many ways. However, in POD we require the
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orthonormal basis to have the property of minimizing

N
Jj=1

forevery k € {1, 2, ..., 1}. Introduce the bounded linear operator S : R" — L,

N
Sv = ZUij.
j=1

Its adjoint S* : L, — R" is given by

2

k
Si— > (i ¢i)ei

i=1

S*z=((z, 81), ..., (z, SyNT.

The necessary optimality condition for this constrained minimization problem requires that
basis functions satisfy

SS*p = L.

Since SS* is nonnegative and symmetric, its eigenvalues must be real and nonnegative.

In numerical implementation, we do not need to calculate the matrix SS*; instead,
the singular value decomposition (SVD) will be applied to S such that S = UZ VT, and
the POD basis function is given by [13]

1 .
i =—=—38v;, 1<ic<l, (12.8)
%
where ¥; is the ith singular value in ¥ and v; is the associated right eigenvector in V.

Let us reiterate that the POD basis is the optimal orthonormal basis approximating
in the mean all snapshots at arbitrary truncation level. In view of our application to the
NS equations let us note that the basis elements inherit the boundary and incompressibility
condition of the snapshots.

Our next task is to properly construct the snapshots from which the basis functions
will be deduced. There are several requirements for the snapshots: first, they must capture
as much dynamics of the flow system as possible, since the basis functions inherit the
information already contained in the snapshots; second, they should satisfy homogeneous
boundary conditions; and third, the snapshots must be solenoidal for incompressible flow.

The immediate idea is to take the snapshots as the solutions of the NS equations at spec-
ified time instances. To satisfy the second requirement, a term accounting for the boundary
conditions is subtracted from the solutions at each time instant. With these considerations
in mind, we can propose the snapshots

Si={yeH -3, k=1,2,...,N,

where y(t¥) is the NS solution at # = #* and the mean flow y is given by

1 N
= k
= — ).
y Nkily( )
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These snapshots satisfy homogeneous boundary conditions on the Dirichlet boundaries,
and the stress-free boundary condition is also satisfied by the snapshots on the outflow
boundary. Furthermore, to account for the effect of the nonuniform grid system, a diagonal
matrix M € R"™™ is introduced, whose entries are the measures of the grid cells; hence
the snapshot matrix now takes the following form:

S = (M5, M25,, ..., M23y).

Then the SVD is applied to the snapshot matrix using the MATLAB subroutine svds to find
the largest £ < N eigenvalues and the corresponding eigenvectors,

St =Px%0/!, (12.9)

where P, € R™*¢, %, € R™*, and Q; € RV**. Actually S*is the best rank-£ approximation
of the snapshot matrix S; that is, we perform truncated SVD.

Let the column of Q, be w;,i = 1,2,...,¢, and let the singular value in X, be
denoted by o0;,i = 1,2, ..., £. To determine the number of basis elements for the actual
computations we choose M < ¢ such that r = E,f/lzla,?/il,f:la,f > 99.5%. Then the basis
functions can be expressed as

The ratio r is the percentage of the total energy captured in the first M POD basis
functions and therefore is an index to measure how closely the M-dimensional subspace
{01, ©2, ..., pu} approximates the snapshot set. In this way the basis functions are orthonor-
mal with respect to the L,-norm. Furthermore, they are solenoidal and satisfy homogeneous
boundary conditions on the Dirichlet boundaries and the stress-free boundary condition on
the outflow boundary. These properties are inherited from the snapshots. The solution to
NS equations is therefore modeled by

M
Y=+ it (12.10)
i=1
with «; () to be determined from a Galerkin procedure.

12.3.2 Reduced-Order Model

With the basis functions in hand, the reduced-order model can be derived by restricting the
modeled solution (12.10) to the weak form (12.4) of the NS equations. Furthermore, recall-
ing that the basis functions are solenoidal and satisfy homogeneous boundary conditions on
the Dirichlet boundaries, we can arrive at the ODE governing «,

¢ =—Aa — (@' Ha + P) + G, (12.11)

where the components of matrices are determined as follows:

1 _ _
A= —e(ij, Vi) +{0; - Vy, o) +(y - Vi, @),

R
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Hijx ={9j  Vor, ¢i),
_ _ 1 _
Pi=(y-Vy, Vo) + E(W, Vi),
G = (W', g).

The boundary integral term on the outflow boundary vanishes, since we chose stress-free
outflow boundary conditions. The initial conditions for the reduced system can be derived
from evaluating (12.10) at the initial time ¢ = O by

M
YO) =5+ 0,

i=1
which can be put in the following form:
ai0)=M—-y. @), i=12,... .M (12.12)

Classical Galerkin approximations are typically obtained via sets of test functions
that are not related to the dynamic system. Hence the resulting finite element model is a
system with a large number of unknowns. Contrary to that approach, the POD technique
takes basis functions that reflect the system dynamics. In such a way, the reduced-order
model can be of much smaller scale. The stiffness matrix is full in this case, while for finite
element or finite difference approximations it is typically sparse. This reduced-order model
is a nonlinear initial value problem, on which the feedback design will be carried out to
minimize the cost functional,

R 1 T ﬂ T
g=1 / / N — Ysiotes I2d Q1 + £ f e o] dt, (12.13)
2 Jo Ja 2 Jo

where y is given by (12.10), and the «;’s are the solutions to (12.11) with the initial condition
(12.12).

12.3.3 Construction of Shape Functions

In the control problem, the distributed volume control is achieved by the linear combination
of a set of shape functions, which are constructed in a similar way as the construction of the
basis functions for the states. First, a set of snapshots is defined as

S = yo(tk) — YStokes»

where y°(¢¥) is the time-dependent solution to the NS equations without any control, and
Ysrokes 18 the Stokes solution; both these terms are under the action of the injection. The
same method as stated in Section 12.3.1 is then followed to find the basis functions from
these snapshots; and the first two of them are taken as the shape functions. With the snapshot
constructed in this way, the regions are filtered out for the separation bubbles. Therefore,
this method will be very efficient, as can be seen from the numerical tests to be presented.
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12.4 Feedback Design for the Reduced Model

Feedback control can now be performed on the reduced ODE system. In this section, we
first discretize the dynamic programming equation in the time and space domains. Then
a multilevel acceleration method and a parallel computation method are briefly described.
Finally, the method of retrieving the synthesis or the feedback law is introduced.

12.4.1 Discretization of DPE

For the optimal control problem

min J = /00 e ML(a(t), v(t))dt
0

UEUad
subjectto & = F(a(t), v(t)), «(0)=aye R,

where L : RM x R€ — Rand F : R™ x RX — RM_ the value function can be defined as

o0
J(ap) = inf / e ML(a,v)dt : RM — R

UEUWJ 0

for any initial value «y. The principle of optimality by Bellman and a simple argument based
on the semigroup property lead to the dynamic programming equation (DPE) (or dynamic
programming principle) [3]

AT
() = ir}jf {/ e M L(a(t), v(t))dt + S(a(AT))e_"AT} (12.14)
v€Uaa 0
for any AT > 0 and any ap € RM.
To derive the discrete DPE, we assume that the control v is constant in the time interval
[0, AT]. Thus we have to first-order accuracy

Sao) = inf {(L(a(()), D+ e T L@(AT), 1) S

(12.15)
+ S(@(AT))e AT } ,

where the trapezoid rule is applied for the integration of the cost functional on the interval
[0, AT]. Next, the problem arises of calculating «(AT) from the initial condition «(0) =
ap. There are several candidates for this, such as the explicit Euler method, the modified
Euler method (Heun method), and semi-implicit methods. In the numerical tests, an explicit
scheme is applied based on a Runge—Kutta (4, 5) formula (the Dormand—Prince pair).
Then we introduce abounded polyhedron Y = [ay, b1 x[az, ba]x- - -x[apm, by]. The
intervals [a;, b;] are chosen in such a way that we projected the solution of the uncontrolled
NS equations onto the POD basis. This allows us to anticipate reasonable bounds for the
controlled trajectories in POD space. Along each of its dimensions we distribute equidistant
grid points to obtain a discretized polyhedron Y. Let us denote these grid points by
aoj, j =1,2,..., h. Rewriting the semidiscretized DPE (12.15) at each grid point gives

. ~ AT
Seo)) = inf {(L(ao,-,v)+e HAT L () (AT), ) -
v EUad (12.16)

+ S(aj(AT))e‘“AT} ,
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where o; (AT) is the trajectory at t = AT from the initial position oy ;.
The viability assumption is made for the polyhedron, i.e., for sufficiently small 5¢

x+6tF(x,u)e ¥ VyeY,and Vu e Uy.

Since for our control problem, where no a priori constraint is imposed on the system
state, the value function is continuous over the whole domain [3, Chapter 3], we can find
a piecewise linear approximate solution to (12.16). For example the value function can be
approximated at o; (AT') by the convex combination

h
S (AT) =Y AiS(eo).

i=1

where the coefficients A;; satisfy
h
OSAufl and ZAUZI
i=1

The construction of these coefficients is straightforward. In this way we arrive at the fully
discretized DPE
- . AT AT
S j) = H%]f (L(oeoj, V) + e H2 L(a; (AT), v))T

V€Uad

i 12.17)
+e AT Y A S(a;)
i=1
for each j = 1,2,..., 4. It can be proved [3, Appendix A] that the above equation is
equivalent to the fixed point problem

S(eo) =T (3(ao))

with the map 7 : R" — R defined by

h
, - AT N
T () = Vler}/f,,d{(L(ao,»,v)wLe “ATL(aj(AT),v))TwLe HATS Aijms(OlOi)}-

i=1

Close examination reveals that the map 7 is a contraction map with respect to the maximum
norm in R" with contraction coefficient given by e *27. Consequently, the discretized
equation (12.17) has a unique solution, which can be found by the common technique of
fixed point iteration.

12.4.2 Numerical Methods

The fixed point iteration begins at an initial guess to the value function, which is zero in
our tests. After the constrained minimization problem on the right-hand side of (12.17)
is solved, the minimum is set as the new guess to the value function. This iteration is
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repeated until the stopping criterion is satisfied. The convergence rate of the fixed point
iteration depends on uAT. When uAT approaches O the contraction coefficient e *47
tends to 1, and therefore only very slow convergence behavior will be observed. Falcone
in [3, Appendix A] suggested several techniques to speed up convergence for the fixed point
iteration. But they are too expensive to carry out in our numerical tests.

However, in this study by using a multilevel method, a different method for speed-
up is carried out. In this strategy the discretized HIB equation (12.17) is first solved for
AT = 0.2 until the relative residual is decreased to less than a prescribed tolerance. These
results are taken as the initial guess to solve the HIB equations for AT = 0.05.

In solving the DPE, a constrained minimization problem must be solved independently
at each point of the polyhedron. Itis possible to perform these tasks in a data parallel fashion,
running the same code simultaneously on different pieces of data on different processors.
The message passing interface (MPI) [17] is used to send and receive data among processors.
Interested readers are referred to [18] for additional information. The Gauss—Seidel scheme
can also be used to accelerate convergence; i.e., the newest available unknowns are utilized
to calculate the remaining unknowns at each iteration. But this technique does not lend
itself to parallel computations.

In practical implementations, the slaves are first started remotely from the master
computer via host-based authentication. Then the MATLAB sessions are started on the
slaves. (On each slave, more than one MATLAB session can be initialized.) For the parallel
computations to be performed, we need to transfer the required data to each MATLAB ses-
sion via MPI. On receiving data, each session on different slaves can execute computations
concurrently. The portion of the computational work, to be performed on each session, can
be adjusted according to the performance of the slaves. After all computations are finished
on all slaves, the data are collected from the MATLAB sessions.

12.4.3 Retrieving Optimal Control

After solving the discretized DPEs, we will have the value function J(ap;) and the cor-
responding control v(ap;) at each point of the polyhedron. The feedback control law or
synthesis can be established through these data. Assuming the reduced-order state at a time
instant ¢¥ is known as «(z¥), this state can be located in the polyhedron to find out the
coefficients A ; for the convex combination,

h
a(t*) =Y Ajao;.

Jj=1

The optimal control corresponding to the state at time ¢* is then set as

h
k
V() = Ajvleo)).
j=1
Under the assumption that the optimal control is piecewise constant, the NS equations are

integrated in the time interval from #* to t**! to find out the state of the flow at t**! and
hence the reduced-order state or(#%*!) at that time instance. This procedure is repeated until
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Figure 12.1. Shape of the forward-facing step and the nonuniform grid system
(shown in every other grid line).

reaching the final time. In this way the optimal trajectory and the associated piecewise
constant optimal control are determined.

12.5 Numerical Results from Volume Control

In the numerical experiments, a nonuniform 24 x 48 grid is chosen in the region [—1, 0] x
[—1, 1] and a 96 x 24 grid for the region [0, 12] x [0, 1]. The injection is located at (6, 1)
with width 0.125 and its uniform velocity is (—1, —1)7. Figure 12.1 depicts the shape of
the step and the nonuniform grid system used to solve the NS equations. The grid lines are
concentrated toward the wall and the injection to better capture the separation bubbles. The
Reynolds number is 1000 and the observation region €2, is [—1, 12] x [0, 1].

Figure 12.2 shows the streamlines of the desired flow, which is the Stokes flow obtained
with otherwise the same data. The streamlines for the uncontrolled flow at time instant
t = 10 are shown in Figure 12.3. There are separation bubbles around the step corner and
behind the injection flow. (The separation in the corner around the point (0, —1) is not
shown here or in what follows, since it is not of concern from the point of view of design
target.) The design target is to eliminate these two bubbles by tracking the desired Stokes
flow. In the POD treatment, 6 basis functions are taken to capture more than 99.5% of
the total energy. The distributed volume control is modeled by two shape functions, so
that there are two design variables. The discount rate is © = 2. In the feedback design,
there are 18480 grid points distributed in the six-dimensional polyhedron. These data are
summarized in Table 12.1.

Six computers are utilized for the numerical experiments, on each of which a different
number of MATLAB sessions is invoked. The finest time discretization is AT = 0.05. The
first computational case corresponds to 8 = 0.1. As shown in the first row of Table 12.2,
the cost functional 7 is 5.1374 x 10~2 under no control; and is decreased to 2.9264 x 102
with optimal control. The value function, corresponding to the specified initial state, is
2.8089 x 1072, The agreement between them is satisfactory. (Theoretically, the value
function should be equal to the cost functional with the optimal control.) The streamlines
are depicted in Figure 12.4 for the optimally controlled flow at + = 10. Comparisons of
Figure 12.3 and 12.4 demonstrate that the separation bubbles are substantially attenuated in
the sense that the separation lengths are significantly decreased.
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Streamline, Re=1000

T—=

2 4 6 8 10 12

Figure 12.2. Streamlines for the desired Stokes flow.

Streamline, Re=1000

Figure 12.3. Streamlines for the uncontrolled flow at t = 10.

Table 12.1. Parameter settings.

Reynolds number, Re 1000
Time horizon, T 10
No. of basis functions 6
No. of controls 2
Bounds on controls [—0.5,0.5]
Grid system 12x6x6x4x3x%x3
Discount rate, i 2
Observation region, €2, [—1,12] x [0, 1]

Table 12.2. Computational results.

Cost w/o control | Cost w. opt. control | Value function
B=0.1 5.1374e-2 2.9264e-2 2.8089%¢-2
B =0.05 5.1374e-2 2.7547e-2 2.5762e-2
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Streamline, Re=1000

10 12

Figure 12.4. Streamlines for the controlled flow att = 10, 8 = 0.1.

Time-dependent Optimal Controls
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Figure 12.5. Optimal control for the distributed volume control problem; f = 0.1
(left) and B = 0.05 (right).

We also solve the DPE for 8 = 0.05. The computational results are listed in the second
row of Table 12.2. Again we observe good agreement between the value function and the
cost functional with optimal control. The streamlines for this case are not shown here, since
they are similar to the streamlines for the case B = 0.1. As expected, the cost functional
and the value function are smaller than the corresponding values for the case § = 0.1 where
the controls are more expensive. Figure 12.5 presents the optimal control for two cases,
showing that all controls approach steady state as time evolves. It is worthwhile to note
the difference between two cases. In the case § = 0.05, the second control hits the upper
bound in some time interval. However, the bounds are not active throughout the whole time
horizon in the case 8 = 0.1. This is consistent, since we expect larger controls when the
weighting coefficient 8 becomes smaller.

Let us briefly comment on the computational efforts that are involved in solving the
discrete dynamic programming principle (12.14) over directly solving the optimization prob-
lem defined just above (12.14) for each grid point a,. Obviously the infinite time horizon
problems would have to be replaced by finite time horizons. For the grid system described
in Table 12.1, this would require solving 18480 open-loop optimal control problems on
“large” time horizons. Apparently this is numerically unfeasible.

The main motivation for the construction of feedback design is its use in the context
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POD solution (with optimal control) Time-dependent Optimal Controls
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Figure 12.6. POD solution and the optimal controls: with uniform noise in
[—0.5, 0.5] imposed on the right-hand side during the time interval [0, 6], B = 0.1.

of noise to the system or to data. We performed a test in which uniform noise with values
in the interval [—0.5, 0.5] is added to the right-hand side of the NS equations during the
time interval [0, 6]. The optimal control subject to the noise can be easily retrieved from
the feedback law which is already obtained from solving the DPE. At time level " the
numerical solution of the NS equation is projected onto the POD basis to obtain the reduced
state a(¢"). An optimal control is then determined by the interpolation procedure described
in Section 12.4.3 and applied over the interval [¢", t"*!]. The POD solution and the optimal
control are shown in Figure 12.6. The effect of the noise on the controls becomes apparent
by comparing Figures 12.5 and 12.6. The controls in the latter are oscillatory up until
t = 6 when the noise in the forcing function is deactivated. The controlled streamlines are
indistinguishable from those in the noise-free case and are therefore not shown.

12.6 Feedback Design for Boundary Control

In this section the proposed methodology is extended to a Dirichlet boundary control prob-
lem, in which a vertical blowing/suction actuator is located at the surface ([0, 3], 0) to at-
tenuate the separation bubble (as shown in Figure 12.7) in the flow over the forward-facing
step of length 8. In this case no injection is set on the upper channel surface. Consequently
we concentrate the grid lines only toward the wall surfaces. The actuator takes the following

form: 0.05
ve = () X <—.T(x - 3)) ,

with v(¢) representing the time-dependent control. When v is positive, the control is blowing,
and otherwise it is suction. The cost functional to be considered in this design problem is

1 o0 o0
7=1 (/ / e U — tsyopes |2dQdt + /5[ e_’”lvlzdt) . (12.18)
2\Jo Jo, 0

where ug;ores 1S the u-component of the Stokes solution, and the observation window is
Q, = [0, 3] x [0, 0.5]. The reason for using the u-component in the cost functional is that
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Streamlines, Re = 1000

Figure 12.7. Streamlines for the uncontrolled flow at t = 10.

the separation is directly related to the negative u-component velocity and the control is
vertical blowing/suction. The dynamical system is the NS equations (12.1) where f is set to
0, together with boundary and initial conditions as in (12.2), except for the inject condition.
Once snapshots are chosen, we proceed in an analogous way described in the previous
sections for the volume control. This concerns the construction of the basis elements,
the Galerkin process for obtaining the reduced-order model, the approach of conducting
feedback design, and the method of retrieving the optimal control. We just describe in detail
the snapshot construction. We first take

S={E o= Y= — ¥} k=1,2,...,N,

where y(tk)v(.)zo and y(tk )v()=2 denote the solution of the NS equation at time instant tk
without control and with constant control v = 2, respectively. The reference solution y, is
defined as

Yr = yStokes|v:2 - ySmkeS|u:0

such that all the elements in the snapshot collection satisfy homogeneous boundary condition
on the Dirichlet boundaries. Finally, the mean is subtracted from the snapshot set S resulting
in

S ={S — yml},
with y, = % lecv:1 Sy After applying POD technique to obtain the basis functions ¢;, we
can model the controlled NS solution as

M
3= m+ Y g+ ().
i=1

The reduced-order model can now be obtained by a Galerkin process, namely, by
restricting the modeled solution to the weak form (12.4). It is worthwhile to point out
that the control now enters the modeled solution to account for the boundary conditions,
differently from the reduced-order model solution (12.10) in the volume control case. As a
result, the reduced-order ODEs have M + 1 components. In other words, given the same
number of basis functions, the boundary control problem should deal with an ODE system
with one more component than the distributed volume control problem. This is partly why
the boundary control problem is more challenging.

In the design, the weight coefficient is set to § = 0.001 and the discount rate is
u = 0.5. The Reynolds number, the time horizon, and the number of basis functions are set
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Table 12.3. Computational results for the boundary control problem.

Cost w/o control | Cost w. opt. control | Value function
B =0.001 2.1674e-1 1.7096e-1 1.5920e-1

Streamlines, Re = 1000

-1
-1 0 1 2 3 4 5 6 7 8

Figure 12.8. Streamlines for the flow with optimal boundary control, at t = 10.

to the same values as in the previous design case. As shown in Table 12.3, the cost functional
J is decreased from 0.21674 to 0.17096. Meanwhile the value function (0.15920) agrees
well with the cost functional under the optimal control. The optimal control turns out to be
blowing. Figures 12.7 and 12.8 present the streamlines at ¢+ = 10 of the uncontrolled and
the optimally controlled flow, respectively. The design objective is fulfilled in the sense that
the separation bubble disappears in the controlled flow. The local flow pattern experiences
large changes, which result in a relative small reduction in the cost functional.

We also tested a parabolic shape function for the spatial part of the actuator. Such a
shape function is less effective in the sense that the reduction in the cost functional is smaller
and that a small separation bulb still remains around the corner.
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Chapter 13

A Combined Shape-Newton
and Topology Optimization
Technique in Real-Time
Image Segmentation

Michael Hintermiiller*

13.1 Introduction and Motivation

Recent computational challenges in image segmentation are due to image guided surgery,
in particular brain surgery. In a preoperative phase high resolution images, e.g., magnetic
resonance images (MRIs), of a patient are taken, enhanced (denoised, deblurred, etc.),
and then used for a three-dimensional rendering of the region of interest which includes
a segmentation phase for giving a precise account of tumor boundaries. Based on this
reconstruction the surgeon plans the operative intervention. In brain surgery, where high
precision is required, any intervention changes the local situation, e.g., the tumor location.
Therefore, in modern regimes [8, 19, 20] a correction of the segmented image is attempted
intraoperatively by taking new MRI scans and redoing the image processing part. This
should ideally reduce the operation time and accurately guide the surgeon. Besides certain
modeling aspects, on the computational side this poses several challenges such as fast and
reliable segmentation.

In image segmentation, which is the task of identifying boundary curves (contours) of
regions of approximately homogeneous features, there are several paradigm models such as
edge detectors, Mumford—Shah model, shape-based approaches, discrete approaches, etc.,
which address different aspects in the segmentation. In this chapter we consider a variational
approach based on edge detectors. In this case, a widely used model problem is given by

min J(l"):/gdS—i—v/gdx, (13.1)
r Q
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where I € D denotes the contour and D a set of shapes, g is a given edge detector defined
on the image domain D C R?, Q C D is the set of homogeneous features with boundary
I', and v € R acts as a regularization parameter. In Figure 13.1, for the contrast agent based
kidney image (left plot) we provide a standard edge detector based on Gaussian smoothing
G * I of the intensity map I of the image (right plot). In general, at ideal edges we have
g = 0; otherwise g > 0. However, due to rest noise in the image, we can usually only
expect g & 0. Let us mention that more sophisticated edge detectors compared to the one
presented here are available.

Image Edge detector

Figure 13.1. Image intensity map I (left) and corresponding edge detector g =
/(A +11V(G % DI3) (right).

Active contour approaches in image segmentation consider I' as the optimization
variable which is adjusted iteratively. Earlier accounts for solving (13.1) were based on
parameterizations of I, like in [10]. A particular choice was given by the arc length param-
eterization; see, e.g., [21]. These techniques, however, have several drawbacks including
the need for expensive reparameterizations in case of topological changes. Borrowing a
concept from Osher and Sethian [13] and with the aim of devising a geometrically intrinsic,
i.e., parameter-independent approach, Caselles et al. [4] proposed the representation of "
as the zero-level set of a function ¢ and the approximation of the desired contour by means
of an iterative time-marching process. Based on some initial estimate I'y, the evolution
towards the solution contour is embedded in the propagation of the continuous level-set
function ¢ : D x [0, T] — R as

't)={xeD:px,t)=0}

For this reason ¢ is sometimes called geometrical implicit function, since it implicitly
contains the information of interest [12]. Let us assume that the components of I'(¢) are
closed curves, and let 2 (¢) denote the domain with boundary I"(¢). Then, in order to have
a well-conditioned representation of I'(¢) one usually requires

Q) ={xeD:p(x,t) <0} and D\QW) ={xeD:¢p(k,1)>0. (132
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In this case, the outward unit normal n(x, 7) to ['(¢) at x € I'(¢) is given by

Vo(x,t)
Vo(x, D2

whenever ¢ is sufficiently smooth. A popular choice satisfying (13.2) is given by signed
distance functions. In this case we have ||Vo(x, 1)], = 1 almost everywhere and, hence,
n(x,t) = Ve(x,t). Since ¢ is usually defined on D, these definitions and properties
naturally extend to D.

Now, let us assume that the velocity of the above-mentioned evolution in normal
direction to I'(¢) is given by F(x(¢),t) with F a scalar-valued function defined on I'(¢).
Then it is well known that the transport of ¢ is governed by the level-set equation

n(x,t) =

¢r + FextIV@ll2 =0 on D; (13.3)

see [12, 15]. Here F. denotes some suitable extension of F to D.

The level-set method is celebrated for its numerical robustness, flexibility with respect
to topological changes, wide applicability, and many more attributes. In connection with
velocity fields F coming from shape sensitivity analysis [5, 18], as for instance F being
the negative shape gradient of J or the corresponding Newton direction [9], it is a versatile
tool for shape optimization including image segmentation via (13.1). While the merging or
splitting of existing contours can be handled easily by level-set-based shape optimization
algorithms [2, 9], the creation of new components is in general hard (if not impossible) to
accomplish by using classical shape sensitivity concepts only. As a remedy we propose the
blending of shape sensitivity information with topological sensitivity. The latter concept
goes back to [7, 17] and allows the creation of holes in a domain, rather than operating
with existing boundaries only as it is the case with shape sensitivity analysis. For a given
function J : D — R, where D is an appropriate set of shapes, the fopological derivative
(or topological gradient) at x € D is defined as

T e tim TP\ B0 = T(D)
010 B, ()]

(13.4)

where B,(x) :={y e R" : |ly — x|l < p} N D, B,(x) denotes the closure of B,(x), and
| B, (x)| the volume of B, (x). In the case of two-dimensional image segmentation we have
n=2.

In this chapter, we study edge-detector-based image segmentation algorithms which
utilize both shape as well as topological sensitivity information. Our technique is a phase-
I-phase-II-type approach, which means that the shape sensitivity phase and the phase using
the topological derivative are employed in a serial fashion; i.e., no synchronous blending
of information takes place. This is similar to [3]. Typically, the algorithm is started by
the topological phase for computing initial guesses. Then, if necessary, shape sensitivity
is used to drive the contour. After this phase is stopped, one may again enter the topology
optimization phase and then continue altering the phases until some stopping rule is satisfied.

An additional benefit of the new approach is given by the fact that the segmentation
becomes fully automatic as opposed to state-of-the-art techniques which require a (more or
less) manual selection of an initial contour. This reduction of required user interaction is an
important feature in real-time applications.
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The rest of the chapter is organized as follows. In Section 13.2 we derive a model for
reconstructing topological information in a given image. The corresponding minimization
problem involves a geometrically regularized least-squares objective function subject to a
linear elliptic partial differential equation. Further, the topological gradient for the objective
in the model problem is computed. The section finishes with the phase-I algorithm. First-
and second-order shape sensitivity analysis and the phase-II algorithm, which is a shape-
Newton method, are the subjects of Section 13.3. In the final section (Section 13.4) we
address aspects of an efficient numerical realization and report on results obtained by the
new method. It turns out that the topology optimization phase-I can act as a segmentation
algorithm in its own right.

Notation. We use the standard notation L”(S) and H'(S), HO1 (S) for Lebesgue and
Sobolev spaces, where S C R” is some measurable set. By (-, -)g the standard L?(S) inner-
product is denoted. In a slight misuse of notation we also write (-, -)s for vector-valued
arguments. The norm on HO1 (S)is given by | V|l 12(s) forv € HO1 (S). Moreover, [|w|lz2(s),
w € L*(S), denotes the standard L>(S)-norm; analogously for ||w||f1(s). Further, the
measure of a set S is denoted by |S|.

13.2 Model and Its Topological Sensitivity

In this section we study the segmentation of an image by means of the topological derivative.
Here we assume that images are given in terms of their intensity map 7, which is also at
the core of computing suitable edge detectors. We start by establishing an appropriate
minimization problem and compute the topological derivative of its objective functional
afterwards. We conclude this section by specifying the phase-1 algorithm for topology
optimization.

13.2.1 A Simple Model

Let us assume that uys € Hj (D) is given data related to the intensity map / : D — [0, 1] of
a gray-scale image. For simplicity we assume that the image intensities are scaled to [0,1],
where features of interest have intensity 1, ideally. Since I might contain some rest noise,
one option for computing u, is given by solving

—Auyg=1inD, u;=00ndD, (13.5)

which can be interpreted as the convolution of the intensity map / with a Gaussian kernel.
Our aim is now to find a function u* € Hol(D) which is close to u;. Then —Au™ is an
approximation to the intensity map /. A natural choice realizing this objective is given by

. Bi B2
min Jo(u, Q) = ?Hu — ualj2py + 7||u - ud||§,01(D) (13.6a)

subjectto — Au = foin D, wu=0o0nadD, (13.6b)

where Jp : D — R, and B1, B, € R, with 81 + B, > 0. The right-hand side of the
governing equation is defined as

1 ifx e Q,
0 else.

fax) ={
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Since the presence of noise in / may adversely affect the minimization of (13.6), we propose
to add a regularization term in the form of a volume penalty to the objective function. Then
the resulting model for recovering u* is as follows:

min 7, (u, Q) := Jo(u, Q) + /,L/ ldx (13.7a)
Q
subjectto — Au = foin D, wu=0ondD, (13.7b)

where u € R} is fixed.
The state equation (13.6b) admits a unique solution # = u(€2). This fact can be used
in problem (13.7) to derive a corresponding reduced problem:

min J(Q) = J,(u(2), ) over QeD. (13.8)

We consider (13.8) as our model problem for the topology optimization phase.
Before addressing topological sensitivity issues of 7 (£2), let us point out that different,
more sophisticated approaches and models are possible.

13.2.2 Topological Derivative

Now we compute the topological derivative of 7. For this purpose note that we are not
only interested in creating holes in €2 but also in adding components in D \ €. This is
accomplished by considering for x € D \

T() = lim J(QUB,(x)) — J(Q).

— 13.9
IO |B, (x)| (132

Notice the difference from (13.4). In (13.9) we do not “subtract material’; rather we “add
material” with the aim of changing the topology in D \ Q. Strictly speaking, we have to
consider 7 (D N (U B,(x))) and |[D N (2 U B,(x))| in (13.9).

Let us first recall a result from [3, Proposition 2.2] which is useful in the proof of our
main result, Theorem 13.2.

Proposition 13.1. Let Q C D be some measurable domain with positive measure, and let
Upy € HO1 (D) andu € HO1 (D) be the solutions of

—Aup = fopm and  —Au= fq,
respectively. Then there exists a constant C > 0 such that
lup . —ullmi@ < CIB,(x) N QI (13.10)

fors € (%, +o00].

Now we are prepared for proving the main result of this section.

Theorem 13.2. Let Q@ C D be some measurable domain with positive measure. Then the
topological derivative of J in (13.8) is given by

| —px)—n  foraa x e,
T = { p(x)+p  foraa x € D\Q, (13.11)
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where p € HOl (R2) solves the adjoint problem

—Ap = Bi(u —ug) — BoAu —ug)in D, p=0o0ndD. (13.12)

Proof. We consider first x € € and (13.4). Then

— Bi
T\ Bp(x)) - J(Q) = ?”up,x - M”iqp) + ,Bl(u,o,x —u,u—ug)p
B2 2
+ 7””/),)6 - MHHUI(D)
+ B2 (V(ps — 1), V(u — ug))p — p|B,(x)]
Bi
= T o =l ) + (Vp, Vipe —)p — 1| B,(¥)]
Bi —
= Sl = ullizp) + Sz — far Po = 1IB, (0],

where we used (13.12) in the next to the last inequality and the governing equation for the
last identity. Using Proposition 13.1, we obtain

i T\ B,(x)) —T(Q) /
im — = —lim —— p(z)dz — .
0 | B, (x)| Pi0 | B, (x))| JB,Gpnp

From the localization theorem we infer

i b
—lim p(@)dz = —p(x)
P | B, (x)| JB,&nD

and thus
fim J(Q\ By(x)) — T () - p() — s
P10 1B, ()] '
Forx € D\ Q and (13.9) we obtain in a similar way
TQUB,E) ~ @) = By~ wlaipy + o — for P+ 1B,
and further
fim L&Y B 0D =T _ 1 f p@)dz+u
0 | B, (x))] PV B, (x))| JB,GnnD

= p(x) + u,

which completes the proof. [

According to (13.11) the topological gradient has a simple structure, since—up to
an additive constant—it coincides with the adjoint. In general, the computational effort
is related to the solution of (13.12) which can be obtained efficiently by, e.g., multigrid
methods or FFT techniques. In the special case 8; = 0 and 8, > 0 we have

Bo(ug(x) —u(x)) —pu foraa. x € Q,

T(x) = { Bo(u(x) —ug(x))+p foraa x e D\,
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which shows that for computing 7 only the state equation has to be solved.

As it is the case for classical gradient techniques, the objective function J can be
decreased if there exists a search (update) direction 87 such that for some sufficiently small
6 >0

T +6)) — T Q1) <0, (13.13)

where the new domain 2 (¢ + ;) is given by
Qt+6)={xeD:pkx,t+34) <0}

with ¢ satisfying
¢r(x, 1) = 87 (x,1). (13.14)

It remains to address how (13.11)—(13.12) can be used if the geometry I' is represented by
a geometrical implicit function ¢ and such that (13.13) is realized. Throughout we assume
that ¢ satisfies the sign convention (13.2). We further point out that the evolution of I'(¢),
respectively, €2(¢), is related to a time-dependent process via (13.3), respectively, (13.14).
As a consequence we write 7 (x, t) for the topological derivative of J(2(¢)) at x € D.
Following a reasoning similar to the one in [3], we find the following:

e Forx € Q(t),i.e., forp(x,t) < 0,areductionof 7 (2(¢))(x) is expected if 7 (x, t) <
0 which means that the topology should change; i.e., a hole should be created. Since
¢(x,1) < 0, creating a hole can be accomplished by adding a positive quantity to
@(x,1). Since 7 (x, 1) < 0, the search (update) direction can be chosen as

§T(x,1) = —T(x,1) >0 forx e Q). (13.15)

e Forx € D\ Q(), i.e., for ¢(x, ) > 0, we again expect a reduction if 7 (x, ) < 0.
Changing the topology can now be achieved by subtracting a positive quantity from
¢. This suggests

sT(x, ) =T(x,t) <0 forx e D\ Q). (13.16)

From (13.11), (13.15), and (13.16) we infer
8T(x,1)=p(x)+u foraa. xe D,

where p solves the adjoint problem (13.12) with u = (—A)~! fo) € Hy (D). Note that
in general we do not expect that |87 || w1 (py = 0 at the solution ¥, since the solution set
Q* is invariant with respect to certain update directions. In fact, Q* remains unchanged if
87 <0onQ*and 87 > 0on D\ Q.

13.2.3 Phase-I Algorithm for Topology Optimization

In Sections 13.2.1 and 13.2.2 we gathered all the tools needed for devising the algorithm for
phase-1, i.e., the optimization with respect to the topology. Before we state the method we
briefly discuss a strategy for adjusting the step length &, in (13.13). We propose a technique
very similar to classical line search methods [11].
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As a descent measure we propose with where xg denotes the characteristic function
of aset S, and (-)+ = max(0, -), (-)- = min(0, -). Then starting with 6? > 0 and setting
I = 0 we check whether

Tt +8)) —TQ1) <wsm) <0, (13.17)

where 0 < w < 1 is fixed. If (13.17) holds true, then we set §, = §'; otherwise 8! is
reduced, e.g., by (Sf“ = q(Sf, with 0 < g < 1 fixed, and (13.17) is checked again. For this
procedure to work well, the initial 8 has to be chosen sufficiently large in order to achieve
a topological change.

The algorithm is as follows.

Algorithm 13.3 (Phase-I Algorithm for Topology Optimization).

(i) Choose an initial contour I'y, with associated domain €2y, and the corresponding
¢(x,0),x € D;setty =0and k = 0.

(i) Solve for u; € HO1 () —Aur = fou-

(iii) Solve the adjoint problem (13.12) with u = uy, and let p; denote the solution.
Determine (SkT according to (13.15) and (13.16).

(iv) Choose 8 > 0, and compute the first element of the sequence {8'}°, =
{89,438, q8°, ...} such that (13.17) is satisfied. Denote this stepsize by & .

(v) Update ¢ according to (13.14) with time step &, x; set ty+1 =ty + 84, k := k + 1,
and go to (ii).

Several remarks concerning the algorithm are in order. To ease the notation we subsequently
use Jp = J(2(t)) and 2 = Q).

® Numerically we stop the algorithm if §, 4 < €, or if the difference of two successive
function values is small: |J;+1 — Ji| < €,. Here €, €, are user-specified tolerances
which typically depend on the mesh size of the discretization.

® In our numerical tests we found that a stopping rule solely based on m(t) is not
adequate.

® There is no need for sophisticated initializations. Step (i) merely serves the purpose
of computing a reasonably scaled ¢ which contains geometrical information and can
be used in the updating process. One may choose ¢ to be a signed distance function
initially. However, we point out that different choices satisfying (13.2) are possible.

® In contrast to level-set-based shape optimization methods there is no need to maintain
¢ to be a signed distance function in all iterations.

® In our tests we choose the line search parameters 6? = max(1, ||(ST||;1',(D)), q =0.5,
and v = 0.001.
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13.3 Shape Sensitivity

Now we collect some results concerning the shape sensitivity of the objective functional
of (13.1), and devise a level-set-based shape Newton algorithm for solving (13.1). In
connection with Algorithm 13.3 this provides the phase-II method for shape optimization.

13.3.1 Shape Gradient and Shape Hessian

Suppose that we are given an open set 2 C R” with boundary I' = 9€2, and we would like
to compute the sensitivity of

J(T) = JI(F)+J2(Q)=/gdS+v/ gdx (13.18)
r Q

with respect to small perturbations of Q2 and, hence, I"'. Further we assume that these
perturbations are due to a sufficiently smooth vector field V : R? — R? with compact
support in R?. In a Lagrangian frame, the perturbations are given by

X'(r) = V(X(1)), X(0)=xeR>. (13.19)
From this we define Py : R? x [0, +00) — R with
Py(x,7) = X(7), and I'(r)=Py([T, 1), Q)= Py(Q, 7).

We have I'(0) = I' and ©2(0) = Q2. Then the Eulerian semiderivative of J at I in direction
V is defined by
m J(T () —J(T).

10 T

analogously one defines d J>(2; V). If dJ,(I'; V) and d J»(£2; V) exist for all V € B, with
B a Banach space of feasible velocity fields, and is linear and continuous in V, then J
is called shape differentiable. By the Zolesio-Hadamard structure theorem [18, Theorem
2.27] we have that

dJy(T; V) = li (13.20)
T

dJo(2; V) = ((n, View),.cm)»

where (., -)c/(r),c(r) denotes an appropriate duality pairing. Then the quantity j,(2)n is
called the shape gradient of J,. Note that the structure theorem asserts that the shape
gradient always admits a representation as a distribution on I'. Since this is generically true
for J, the shape gradient of J can be written as

J@) = i) + j2(€2)

with j;(I') the shape gradient of J;.
In a similar fashion one defines the second-order Eulerian semiderivative of J at I
in direction W € B:

dJT(z); V)—dJ[T;V
42T V: W):liﬁ} (I'(x); V) ( )’
T T

where I'(t) = Pw(T; 7).
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In [9] the first- and second-order Eulerian semiderivatives of the function in (13.18)
were computed. We provide only the formulae and refer the reader to [9] for details. The
first-order Eulerian derivative is given by

dJjT;V) =/

d
(—g+g(K+U)>n-VdS, (13.21)
r on

where k denotes the mean curvature of I'; see [5]. Thus, we identify

a
j@T) = B_g + gk +v).
n

The second-order Eulerian derivative, or shape Hessian, is found to be
2 9’8 dg
d“J(T; Vg; Vg) = + 2k + v)a— +vkg | FG+ g(VrF -VrG)dS. (13.22)
r n

an?

Above we used velocity fields Vp, Vi € B satistying

Ve 1) = Fag(x, 1) — 20 (13.23)
X, =lext\ X 1) o= ————> .
" IVl 0l
with the properties
Vo(x,t)
VFui(x,1) - ————— =0, Felr =F; (13.24)
IVo(x, )2

analogously for V. Above, ¢ denotes a geometrical implicit function satisfying (13.2).
Therefore,
(Vp -n)‘r =F and (VG -I’l)‘r =G. (1325)

This choice is motivated by two facts: (i) Analytically it makes nonsymmetric terms in
the shape Hessian vanish; for details see [9, p. 454]. (ii) Extensions of velocities originally
defined only on I" to a neighborhood are frequently chosen to be constant in normal direction;
see [1, 9].

Further, Vv denotes the tangential gradient of v and is defined by

av
VFU‘F = (VU)”" — %n

The term (Vi F, VI G)r for all G denotes the weak form of the Laplace-Beltrami operator
applied to F' which is sometimes written as —Ar F.

13.3.2 Newton-Type Flow and Descent Properties

Using the shape gradient and the shape Hessian at I' = T'(#) we can specify the system
satisfied by a Newron-type velocity field N(I'(t)). Observe that, for instance, for computing
the shape sensitivity information required for obtaining the Newton direction at I'(¢), in
(13.20) the set I'(7) has to be replaced by I'(t + ). The Newton equation is given by

dzJ(F(t); VF; VN(F(Z))) = —dJ(F(I); VF) VVF € B. (1326)
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In general the bilinear form related to d>J need not be coercive. In our particular example
(13.18) we have that the Laplace—Beltrami operator implies only positive semidefiniteness
properties, and the first term in (13.22) may be negative on subsets of I'(¢), which is true
especially far away from the optimal shape. Therefore, it is of interest to consider coercive
modifications S(I'(¢); Vg, Vi) of d2J(I'(t); Vr; Vi). Here we consider

SIT@); Vr; Vo) = /E(F(l))FG + 8¢, (VrF - VrG) dS (13.27)
r
with

d

whenever the first term in the max expression is smooth enough; otherwise we set s(I"(¢)) =
€5 for small €, > 0. Notice that we replaced g by g, with g, > €, for small €, > 0.
As a result there exists € > 0 such that

2
s(T(1))(x) = max ((a—i’ F sy wcg) (x), 65>
on n

ST (t); Vg; Vi) > €||F||§11(F) VVr € B. (13.28)
Let NS(I'(¢)) denote the solution of
S(T(); Vg, VNS(I‘(z))) =—dJ{[T'(t); Vgp) VYVge€B. (13.29)

Further assume that NS(I'(¢)) is sufficiently smooth and that NeS[(F(t)) is an extension

X

satisfying (13.24). Further we assume that Vys()) € B satisfies
Visay - Vo = Ny (T IVl

Plugging Vysry into (13.19) (replacing V(X (¢))), and applying the chain rule to
@(X(t),t) = 0 (recall that the I'(¢) is required to be the zero-level set of the geometri-
cal implicit function ¢ at all times ¢), we get

0= (¢(X(®),7) + Vo(X(2), 1) - X'(1)),_,

— 0.5, 1) + Vo, D (M> Vivsqre (. 1)
= ol DR Ve, np, ) Vot

= ¢i(x, 1) + N3 (C(@))ext(x, D Vo (x, D)2 (13.30)

which is the level-set equation (13.3) with Fexy = N, s

ext*

Now suppose that I'( + &,), with §, > O sufficiently small, is obtained by evolving ¢
via (13.30). From our shape sensitivity analysis and (13.29) we infer

JT@+8)) =JT@)+6dJX@); Visray) +06)
=JT@®) = 8§ST@); Vs Vasawey) +06)
< J(T@) = & IN* (T3 1) + 06,

where we used (13.28) for the last inequality. Thus, if §, > 0 is sufficiently small we have

JT(@+8)) < JT @) — €8 INSTON (13.31)
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for some fixed € satisfying 0 < € < €. This proves that the Newton-type flow is a descent
flow; i.e., if I'(#) (respectively, €2(z)) is not optimal, then there exists a small positive time
step in (13.30) such that the objective value is sufficiently reduced. We summarize this
result in the following proposition.

Proposition 13.4. Let Ng(I'(t)) be the solution of (13.29) with extension NES,(F(I)) satis-

X

Sfying (13.23)—(13.24). Then there exist € > 0 and §, > 0 such that (13.31) is satisfied.

Proposition 13.4 and (13.31) are the basis for a strategy for selecting §;. In the spirit
of classical backtracking line search techniques an initial step length 8 > 0 is selected and,
if necessary reduced, until (13.31) is satisfied. This can be done by determining the first
element of the sequence {8/}, = (82, ¢8°, ¢*87, ...), with 0 < ¢ < 1, which satisfies
(13.31).

13.3.3 Phase-Il Algorithm for Shape Optimization

Now we specify the shape-Newton algorithm for solving (13.1). Here the method is pre-
sented on the continuous level. Details for its discrete counterpart are the subject of Sec-
tion 13.4. For ease of notation, below subscript k refers to quantities at time #.

Algorithm 13.5 (Phase-II Algorithm for Shape Optimization).

i oose an initial contour I'y with associated domain £¢. Compute the correspondin

Ch tial contour I'g with ted d Q. Compute th ponding
geometrical implicit function ¢y which satisfies the sign convention (13.2); setfy := 0
and k := 0.

(i1) Solve the Newton-type equation

Sk(Ti; Vi Vi) = —dJ(Ty; VF)  VVp € B.

(iii) Extend Ny to a neighborhood of I'y to obtain Ny exi.

(iv) Compute ¢ by using (13.30) with velocity N x and a time step §; x > O such that
(13.31) is satisfied.

(v) If necessary reinitialize ¢y 1; set ty+1 : =ty + 8, x and k := k + 1. Go to (ii).

A few words on details and the realization of the steps of the algorithm are in order.

e Compared to our phase-I algorithm (Algorithm 13.3) the initialization of I" is more
delicate. In fact, depending on the sign of the parameter v, see (13.1), the initial
contour has to be a closed curve which is either completely contained in the region
of interest (v < 0), or the region of interest is a subset of 2y (v > 0). A poor initial
choice results in a segmentation failure.

® Choosing ¢y to be a signed distance function has several implications:

- Flatness in the implicit function is avoided, which allows a numerically stable
identification of 2 (¢).
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- Geometric information can be easily computed; e.g., n(I'(¢),t) = Vo(I'(¢), 1),
k(T(1), 1) = div(n(I' (1), 1)) = AT (1), 1).

- If the aforementioned relations are used to simplify geometrical expressions, then
it is essential that ¢ remains a signed distance function for all times #; otherwise
the geometrical terms are inaccurate.

- Numerically, the latter aspect requires areinitialization; i.e., if ¢ deviates sufficiently
from being a signed distance function, then it has to be “reshaped” into a signed
distance function.

® There are several options for the reinitialization process; see [12, 15]. We focus on
solving the Eikonal equation

IVell = 1in D with ¢y, = @1y, = 0. (13.32)

The solution of (13.32) is called ¢4 again.
® We propose the following extension:

ViNiext e =0 and  (Ngex)r, = Ni.

Then Vi, = N exttix satisfies (13.25).

13.4 Numerical Realization and Results

In this section we discuss several aspects of the implementation of our phase-I-phase-II
algorithm. Especially phase-II requires some care in its numerical realization. This is
necessitated by the discretization of the shape gradient and shape Hessian. We close the
section by a report on extensive test runs. All computations were performed on a Dell
Latitude C laptop computer with a Pentium 4-M processor with 2.00GHz.

13.4.1 Numerical Realization

The Laplacian operators in the state equation (13.7b) and the adjoint equation (13.12) are
discretized by the standard 5-point stencil. The solution of these Poisson problems is
achieved by a multigrid technique with a Gauss—Seidel-type smoother.

Phase-1. Compared to the phase-II method, Algorithm 13.3 israther easy to implement.

e We initialize the method by some easy to generate shape I'y like a circle, ellipse, or
{xeD:|x —xm||Z =r},1<g < 4o0,r > 0,and x,, € R%. In our experience the
method behaves robustly with respect to the initialization of the geometry.

® As described earlier, we stop the method if §, ; or | Ji+1 — Ji| is smaller than some
prescribed tolerances €, €, > 0. In our test runs we typically choose €, = ,/ep,
with €, equal to the machine precision, and €, = (% (nx,ny,))Jo, where 9>0
(typically ° = 0.01 in our tests) and n,,, n,, are set to the numbers of pixels in the
x1- and x,-direction.

Phase-11. The challenges in the discretization of Algorithm 13.5 for shape optimization
are primarily related to the shape gradient and the shape Hessian. In level-set-based front
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\/ Bilinear model

Figure 13.2. Left plot: Interior (black circles), exterior (white circles) interface
neighbors, and intersection points (crosses). Right plot: Bilinear interpolation model.

propagation one typically avoids the resolution of the interface I'y. While in many cases
this may lead to satisfactory evolution (see [12] and the references therein), in the case
of optimization techniques one encounters the following troubles: An inaccurate shape
Hessian approximation, as long as it induces a coercive bilinear form, may yield no improved
convergence speed compared to a pure shape gradient flow. This is in contrast to one of
the aims for employing higher-order derivatives in optimization. Inaccurate shape gradients
typically cause the algorithm to get stuck away from the (discrete) solution. Then the
distance to the optimal solution depends on the condition of the problem and the size of the
error.

One way to overcome these difficulties is to resolve the interface which allows one to
compute more accurate approximations to normals, curvatures, function values, and other
geometry-dependent information and, thus, yielding rather accurate shape gradients and
shape Hessians. Below we provide some details of the numerical realization of Algorithm
13.5.

e The level-set equation (13.3) is discretized on a fixed Cartesian grid. Since it is a
PDE of Hamilton—Jacobi-type, one has to be careful in selecting spatial and time
discretizations. With respect to time we use a first-order explicit Euler scheme (in our
tests it appears that spatial accuracy is more important than accuracy in time). For the
spatial discretization we use a second-order essentially nonoscillatory scheme (ENO
scheme); see [12, 15, 16].

e The interface is resolved in the following way. In a first sweep we detect interior and
exterior interface neighbors among the grid points. An interior neighbor is considered
to be in the discrete analogue of €2;, and an exterior neighbor is an element of the
discrete version of D \ €; see Figure 13.2 where the black nodes correspond to
interior and the white nodes to exterior interface neighbors. Based on this information,
then for every cell with an interface transition a local bilinear interpolation model is
established. The function values of the model are given by the signed distance values
at the grid points, i.e., the corners of the cell. Then discrete approximations of the
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intersection points (crosses in Figure 13.2) are given by the roots along grid lines of
the interpolation polynomial.

® We choose a locally linear approximation of the interface. For instance, in the case of
the exemplary cell in Figure 13.2, the portion of an interface in a cell is approximated
by connecting the interface points. From this we can easily compute the outward
normal direction of the interface model. Since we are interested in the outward unit
normal at an intersection point, which is not unique due to the kinky structure of the
piecewise linear model, we use a linear combination of the normals of neighboring
linear pieces. The weights are given by the lengths of the interface in the respective
cell. Normal derivatives and curvature values are computed as follows: Standard finite
difference models are used for computing the gradient of a function on the fixed grid
points. At the intersection point the gradient of a function is computed by weighted
averages. Then the normal derivative is obtained as the inner product of the gradient
times the normal. The curvature at regular grid points is computed by discretizing
Ag. At intersection points again weighted averages are used.

® For the discretization of the Laplace—Beltrami operator we refer the reader to [6, 9].
In the case of a one-dimensional interface in the form of a closed curve, it is closely
related to a nonuniform discretization of the Laplacian operator on an interval with
periodic boundary conditions.

® The (re)initialization of ¢ is based on (13.32). On the numerical level we employ a
fast marching technique for solving the Eikonal equation; see [14] for details.

® In order to reduce the computational effort a narrow band approach is used; i.e., ¢ and
all related quantities and equations are only considered on a band around the actual
interface (contour).

13.4.2 Numerical Results

In this section we report on numerical results obtained from applying our algorithm. Phase-I
is initialized by ¢y = (x; —0.5)* 4 (x —0.5)> — 0.06. Our initialization of phase-II uses the
contour obtained from applying phase-I and computes the corresponding signed distance
function. The intensity map [ is obtained by a simple thresholding technique. In fact, let
I € [0, 1] denote the original image intensity map. Then, for a grid point x;, we set

1 ifI(x) >0,

0 ifl(x) <6 (13.33)

I(x;) = {

with & > 0 a user-defined threshold. An alternative is to use I = I , but, of course, more
sophisticated choices are possible.

Phase-l as an Initialization Procedure

We first focus on results where phase-I is used as an (re)initialization procedure for phase-
II. To this end note that the second integral in (13.1), depending on the sign of v, either
minimizes or maximizes the area of 2. If v > 0, then 2 is intended to be small; otherwise,
if v < 0, then Q2 should be large. Thus, depending on the sign of v the initialization of
phase-II is either a contour within the feature of interest (v < 0), or ¢ contains the feature
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Figure 13.3. Image (left) and the result obtained from phase-1 (right); B = 1,
B =1.0E4, n =50, 6 = 0.45.

of interest (v > 0). Here we focus on the first case. In this situation phase-I should provide
a geometry which is contained in the region of interest. Then phase-II should drive the
contour to its optimal location with respect to (13.1). This requires v > 0, and u > 0, to
be relatively large. Note that if u is large, then |€2] is supposed to be small.

In Figure 13.3 we show the result of phase-I (right plot) when applied to the image
in the left plot. For this run the parameters had values 8, = 1, , = 1.0E4, u = 50,
0 = 0.45 and the algorithm terminated after 9 iterations. The initialization of the contour
is displayed in the right plot of Figure 13.7. The corresponding solutions u of (13.7b) and
p of (13.12) are depicted in the left and right plots of Figure 13.4, respectively. One can
see that the contour is far off the desired contours at places and stays within the region of
interest. Consequently, the set Q”, the numerical approximation of the solution to (13.1),
upon termination of phase-I is smaller than the optimal set. In Figure 13.5 we present the
result for a smaller parameter u = 25 as compared to the previous run. In this case the
algorithm took 14 iterations. Due to the reduction in u the area of Q is larger. Still, Q"
is smaller than the optimal solution. However, the contour in Figure 13.5 is an excellent
initial guess for phase-II with v < 0.

If we use the result of Figure 13.5 as the initial guess for phase-II with v = 1.25 (¢
for phase-II is depicted in the right plot of Figure 13.5), then after 14 phase-II iterations the
segmentation result shown in Figure 13.6 is obtained. Observe that there is no change of
the initial topology. This reflects the general fact that a level-set-based method using shape
sensitivity, except for merging and splitting existing components, is unable to create new
topological information. On the other hand, phase-I provides an excellent automatically
produced initial guess for phase-II.
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Figure 13.4. State u (left) and adjoint state (right) for phase-1; 1 = 1, f =
1.0E4, u =50, 6 = 0.45.

Figure 13.5. Segmentation result for phase-1 and the corresponding signed dis-
tance function; 1 = 1, B = 1.0E4, u = 25, 6 = 0.45.

Phase-l as a Segmentation Algorithm

In our numerical tests we found that our new phase-I algorithm for topology optimization has
the potential to serve as a segmentation algorithm even without applying phase-II. Then,
of course, u has to be adjusted adequately. But let us mention that in our test runs no
“sophisticated” selection strategies appeared to be necessary.

In Figure 13.7 (left plot) we show the segmentation result for the contrast agent
based kidney image in Figure 13.3 (left plot) together with the initial contour (right plot
in Figure 13.7 ). We chose the parameters 8; = 1, 8, = 1.0E4, u = 1.0E — 2, and
6 = 0.45. The algorithm required 20 iterations (23s CPU time). Compared to segmentation
runs using the phase-II method with a simple manual initial choice (> 60 iterations) and
level-set-based methods using the shape gradient as a descent flow (> 100 iterations), the
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Figure 13.6. Segmentation result obtained by phase-11 with initialization by phase-
I; 81 =1, g =1.0E4, u =256 =0.45.

Figure 13.7. Segmentation result (left) obtained by phase-1 only and initial contour
(right); B1 =1, B = 1.0E4, u = 1.0E — 2,6 = 0.45.

iteration count is in favor of our phase-II method. The optimal state and optimal adjoint
state for the run documented in Figure 13.7 are shown in Figure 13.8.

In Figure 13.9 we demonstrate that the method is able to detect rather complicated
topologies. The initial guess for our topology optimization algorithm is similar to the one
shown in Figure 13.7. We ran phase-I with 8 = 1, , = 1.0E4, pn = 1.0E — 2, and
0 = 0.525. The algorithm stopped after 16 iterations (25s CPU time). The difference
between uﬁ, the state upon termination, and uZ in the pointwise £-norm is shown in the
left plot of Figure 13.10. The right plot depicts the behavior of {J” (Qﬁ)}, the sequence of
discrete objective values. Note that the scale on the vertical axis is a logarithmic one. Due
to our line search procedure {J" (QZ)} is monotonically decreasing.

Our final example is shown in Figure 13.11. The left plot is an MRI scan of a male
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Adjoint state p

Figure 13.8. State u (left) and adjoint state (right) for phase-1; 1 = 1, f =
1.0E4, u = 1.0E — 2,6 = 0.45.

Figure 13.9. Image and segmented image using phase-lonly; By = 1, B, = 1.0E4,
uw=10E —2,6 =0.525.

chest. The image contains many small components as well as comparatively large ones.
Our simple initial guess is depicted in the right plot of Figure 13.11. It is completely
different from the segmentation result shown in the left plot of Figure 13.12. The parameter
values were the same ones as for the results in Figure 13.9. The algorithm stopped after 53
iterations. In the right plot of Figure 13.12 we show the zero-level set without the image
in the background. As can be seen, our phase-I algorithm combined with our thresholding
strategy allows us to detect complex topologies with components of quite different sizes. In
Figure 13.13 we show the signed distance function whose zero-level set is displayed in the
right plot of Figure 13.12. Also, we show the convergence behavior of {J h(Q,’j)}. Again,
we can see that {J h(QZ)} is monotonically decreasing due to our time-step size selection
strategy.
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lu ud\L Reduced objective J(Qk)

2 4 6 8 10 12 14 16
2 4 iteration

Figure 13.10. Difference |u" — uZlgm and behavior of{Jh(QZ)}; Bi=1, 8 =
1.0E4, n = 1.0E — 2, 0 = 0.525.

Figure 13.11. Image (left) and initial guess (right) for phase-1; By = 1, B, =
1.0E4, u = 1.0E — 2,6 = 0.55.

13.5 Conclusion

We have presented a phase-I-phase-II concept for real-time image segmentation. Phase-I
is based on topological sensitivity information in a given image, and phase-II uses shape
sensitivity for computing descent flows for a shape functional. Both phases rely on geomet-
rical implicit functions for representing the geometry and utilize line search techniques for
computing adequate time-step sizes for updating the geometry. In addition, phase-II utilizes
a level-set framework for updating the geometry.

From our numerical tests we find that phase-I can be used as an initialization method
for phase-1I and, thus, allowing us to dispense with manual initialization techniques. This
feature is attractive in intraoperative imaging where the amount of required user interaction
with the algorithm should be kept as small as possible. Another important consequence of
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Figure 13.12. Segmented image (left) and zero-level set without image background
(right); B1 =1, fo = 1.0E4, u = 1.0E — 2,0 = 0.55.

Reduced objective J({).j

Figure 13.13. Signed distance function at the solution (left) and behavior of
{JM(QM)} (right); B1 = 1, B = 1.0E4, u = 1.0E — 2,6 = 0.55.

our investigation is related to the fact that phase-I may serve as a segmentation method in
its own right, rather than being an initialization method only. In our experience it provides
excellent segmentation results. The latter efficiency is based on a preprocessing step for
the intensity map. We use a simple thresholding technique which usually follows an image
enhancement phase. However, it appears that in difficult situations where tumorous tissue
and surrounding tissue are hard to distinguish further investigations for preprocessing the
intensity map are necessary. Also more sophisticated techniques than convolution with a
Gaussian-type kernel for obtaining a model problem for the topology optimization phase
should be the subject of future investigations.
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Chapter 14

COFIR: Coarse and Fine
Image Registration

Jan Modersitzki* and Eldad Haber'

14.1 Introduction

Image registration is one of today’s challenging image processing problems. The problem
can be formulated as follows: Given two images, find a “reasonable” transformation such
that a transformed version of the so-called template image becomes “similar’” to the so-called
reference image. Image registration is applied whenever images resulting from different
times, devices, and/or perspectives need to be compared or integrated; see, e.g., [20, 26]
and the references therein.

A registration procedure is typically based on two main building blocks. The first
one is a distance measure. The distance measure quantifies the meaning of similarity or
proximity of images. A distance measure can be based on image features (e.g., moments [1],
landmarks [20, 23], or markers [19]), on image intensities (e.g., L,-norm or sum of squared
differences [7], correlation, mutual information [10, 25]), on image surfaces [3, 4], on
level sets [11], or on combinations thereof [8, 13]. For an overview and comparisons, see
also [17, 20, 22].

The second building block is a regularizing term. Since image registration is an
ill-posed problem, regularization is inevitable and becomes a central topic [20]. Typical
regularization techniques are a restriction to a low-dimensional transformation space (e.g.,
the space of rigid or affine linear transformations) or an explicit regularization of the problem.

*Institut fiir Mathematik, Universitit Liibeck, D-23560 Liibeck, Germany.
"'Department of Mathematics and Computer Science, Emory University, Atlanta, GA 30322.
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The regularizer of the latter approach is typically based on a bilinear form

Slu] = %/ (Bu, Bu) dx, (14.1)
Q

where B is a partial differential operator. This includes well-known regularizers like, for
example, the elastic [2, 6], diffusion [12, 24], or curvature [14], and, in a qualified sense,
also the fluid registration [35, 9]; see also [20] for an overview.

In many applications one has to deal with large linear but also important nonlinear
deformations of the displayed object. Typical examples arising from medical applications
include the registration of a histological serial sectioning or the registration of two images
from a joint taken at different positions; see also Figure 14.1. Therefore one would prefer a
registration scheme which handles both the linear (more general: the coarse) and the remain-
ing nonlinear (more general: the fine) part simultaneously. However, as it is well known to
practitioners, existing registration schemes cannot handle this goal in an appropriate way,
and in some cases such registration does not converge to an acceptable solution.

In the literature either of the following two ways is used to bypass this problem.
The first one is to assume that the overall registration problem decouples into a linear
and nonlinear part and to solve for the two parts separately and sequentially. However,
though this approach seems to work quite well in practice, the decoupling assumption is
artificial and it is an open question whether this assumption is true or not. The second
remedy is to design a regularizer that does not penalize the affine linear part. In [14] it is
suggested to use B = A, since a second-order derivative operator does not penalize affine
linear transformation. However, not all applications allow for an arbitrary regularization.
Higher-order derivative-based operators result in smoother transformations which may not
be physically correct. Finally, from an implementation point of view, boundary conditions
and the solution of the resulting system of equations become more troublesome.

Therefore we proposed a new way of dealing with these difficulties. We split the
transformation space into two disjoint subspaces, a coarse space and a fine space. The
coarse space is a low-dimensional linear space and the fine space is the remaining orthogonal
complement. Only the components of the transformation belonging to the fine space are
regularized. We call this novel COarse and Fine Image Registration scheme COFIR. In this
new approach, the coarse and the fine spaces are guaranteed to be disjoint, and therefore the
above-mentioned decoupling assumption holds by construction.

Different applications may demand different choices of the coarse space C. For
example, in studying tumor growth, one may want to consider only volume-preserving
transformations and thus choose C to be the set of rigid transformations. In our mathematical
formulation we therefore consider a general coarse space but concentrate on the space of
affine linear transformations in our examples.

The chapter is organized as follows. In Section 14.2 we introduce the continuous
mathematical framework which is of particular interest for our multilevel approach and in
Section 14.3 we discuss discretization issues. The optimization schemes and the implemen-
tation of COFIR are discussed in Section 14.4. Finally, in Section 14.5 we present results
for a highly nonlinear real life application; see also [18].
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14.2 The Mathematical Setting

Withd € N we denote the spatial dimension of the given images R, T : RY — R which are
assumed to be sufficiently smooth. To be precise, we interpolate or approximate the given
discrete data by smooth spline functions R and T, respectively. Thus, for any spatial position
x = (x1,...,xq9), T(x) gives the corresponding gray value. We assume that the supports
of the images are contained in a bounded domain € :=]0, L[¢, i.e., R(x) = T(x) = 0
forx ¢ Q.

Our goal is to find a “reasonable” deformation u = (u',...,u®)’ : R — R?
such that the “distance” between the reference image R and the deformed template image
T (x+u(x)) becomes small. Asexplained in the introduction, we divide the space of feasible
transformations into two disjoint subspaces, a coarse space C and a fine space F. The space C
is an m-dimensional linear space spanned by some basis functions ¢;, j =1, ..., m, such
that a generic element reads

ut = Zchj(x) =: C(x)z, z € R™. (14.2)
j=1

Example: Probably the most important example is when C is the space of affine linear
transformations. For spatial dimension d = 2 we have

uC = (41 + z2x1 + 23x2
T \24 + 251 + Z6X2

and ford = 3,

75 + 26X1 + 27X2 + 28X3

21 + 22X1 + 23X + 24X3
u€ =
29 + Z10X1 + 211X2 + 212X3

To find u = u€ + u”, we formulate the following optimization problem:

min D[R, T; u® +u” ]+ aS[u’] (14.3a)
subjectto  (u”,c;)=0, j=1,...,m, (14.3b)

where D is some distance measure, S is some regularization term, and o > 0 is a regulariza-
tion parameter that compromises between similarity and regularity. In contrast to previous
approaches the transformation has been divided into two parts and only the fine part is reg-
ularized. Moreover, and most importantly, the fine part is constrained to be orthogonal to
the coarse part and therefore, unlike previous work, this splitting is disjoint.

Any differentiable choice of building blocks D and S is feasible. However, for ease of
presentation, we restrict ourselves to the sum of squared differences (SSD) and the elastic
regularizer,

D[R, T; u] = lf (T(x + u(x)) — R(x))2 dx, (14.4)
2 Ja

Blul = [/uVuy, ..., uVug, Vr+upV-ul’, (14.5)

A:=BB=pA+Gx+pVV-, (14.6)

where A and p are the so-called Lamé constants and natural boundary conditions are im-
posed; see, e.g., [20].
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Remark: Let P denote the projector onto the orthogonal complement of C. Hence, (14.3)
can be replaced by
min D[R, T; u] + aS[Pu]. (14.7)

14.3 Discretization

The image registration problem (14.3) is discretized using staggered grids for the com-
ponents of u . Since the images may be noisy and derivatives are needed for efficient
optimization procedures, we use a smoothing B-spline approximation R*"'" and 7'*Pi"® for
the images R and T, respectively; see also [16]. In order to reduce the notational overhead,
we denote discrete quantities with the same symbol as their continuous analogues. The
precise meaning will be clear from the context. For ease of presentation, we also discuss
only the two-dimensional case.

Let x; denote the knots of the jth staggered grid, u; the values of the jth component
of u on x;, and u the collecting of all these values. Our discretization of T is given by

T(u) := TP (x; + Pyuy, xo + Pous),

where P; denotes an averaging from the jth staggered to the cell centered grid and we
use a B-spline interpolation or approximation scheme; see [16] for details. We denote the
Jacobian of T by

oT - T . T
T = o) = (dlag(Pl o\T), diag(P, 82T)), (14.8)

where the partial derivatives 9;T have to be evaluated at (x; + Pjuy, xo + Pu;). For a
discretization of the SSD distance measure (14.4), we use

D) :=i|T@)—R|5 and D,()=T,w) (T () —R)
and for the regularizer (14.1) we take
Su) = %uTAu and S,(u) = Au,

where A = BT B is based on a finite-difference-based discretization of B. For details
concerning the discretization of the elastic regularizer (14.5) see [16].

14.4 Optimization Scheme

In order to have an efficient optimization scheme we use a multilevel strategy (or grid con-
tinuation) where the problem is discretized and solved on a sequence of grids starting from
a coarse grid . On level ¢, the discretized analogue of the image registration problem (14.3)
foruy = uj + C,z, reads

min = Dy(u] + Cyz¢) + aSe(u)) (14.92)
subjectto  C, u =0. (14.9b)

The discrete version C, on the £th level is computed directly by evaluating the basis func-
tions c¢; on the the underlying grids.
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On each level, we use an iteration alternating between the minimization with respect
to z and with respect to #”. In the next subsections we describe the three parts of our
algorithm: the minimization with respect to z, the minimization with respect to u” , and the
multilevel approach. The algorithm is summarized in Algorithm 14.1. For the discussion
of the optimization schemes we consider a fixed level and therefore drop the level index in
the description.

Algorithm 14.1.

Multilevel COarse and Fine Image Registration [u”,z] « COFI R(R, T, C).
for ¢ =1,... max,

transfer the images to the level ¢;

solve the coarse problem for z with uf fixed;

solve the fine problem for uef with z fixed;

prolongate uf to the finer level;

setf < £+ 1;

endfor

14.4.1 Optimizing the Coarse Part

Assuming we have an approximation to the fine part u” we compute a solution to the
problem
given u”,C, min D(z):=Dwu” + Cz), (14.10)

we apply a Gauss—Newton scheme with an Armijo line search; see, e.g., [21]. Note that
the computational expensive parts of this algorithm are the computation of 7' (v) and 7, (v).
Particularly the linear system in the Gauss—Newton approach are just m-by-m, where m is
the dimension of the linear space C; i.e., m = 6 for the two-dimensional linear space.

14.4.2 Optimizing the Fine Part

Assuming we have an approximation to the coarse part, i.e., z is given, we compute a solution
to the problem

min DT W) := bfDW” + Cz) + aS”) (14.11)
subjectto  CTu” = 0.

To solve the problem we consider the Lagrangian
L@”, p):=D"@”) +p'CTu”,

where p denotes a vector of Lagrange multipliers. The necessary conditions for a mini-
mizer u” of (14.11) read

F(yF
(Du iy CP> ~0, (14.12)

and a numerical solution of (14.11) is computed using a sequential quadratic programming
(SQP) scheme (cf., e.g., [21]). Starting with a feasible initial guess u” Ge., CTu” =0),
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<£IT g) (i)) _ (D,f(ufo+ Cz)) (14.13)

and update u < u + §,. Note that typical to SQP algorithms the Lagrange multipliers are
computed directly. For the Hessian we use a Gauss—Newton approximation with respect to
the data term

we solve

H=T/T,+aA.

For the computation of a numerical solution of the so-called KKT system (14.13) we
use the multigrid-based solution scheme as proposed in [15]. The optimization procedure
is summarized in Algorithm 14.2.

Note that in contrast to the linear part we now have to solve an (n + m)-by-(n 4+ m)
linear system, where m is the dimension of the linear space and n is approximately the
number of pixels/voxels.

Algorithm 14.2.
Fine Image Registration: [u,f] ~ FIRR, T, C, u”, 2).
fork=0,...
Setu < u” + Cz and compute T (), T,(u), D” (u”), DJ (u”).
Set H <~ T,/T, + @A and solve

H C)\ (S DS
(¢ 5)(5)=-(%)
sety < 1 while |l i ne_sear ch
ul —u” +ys,
ifD}-(uf) < DT (uh)
STOP | i ne_search
endif
y <v/2
endwhile
if [|uf —u” || <tol
return
endif
u” <~ u’.
endfor

14.4.3 The Multilevel Approach

For our multilevel approach we require two types of grid transfer operators. First, we need
a grid transfer operator which coarsens the images, i.e., transfers an image from a fine
level £ — 1 to a coarser level £. Second, we need two grid transfer operators which restrict
and prolongate the transformation u” .

For image transfer we use the down-sampled and convolved image
R, = transfer(R,_1),

where the convolution stencil corresponds to a smoothing with (1, 3, 3, 1)/8 in each coor-
dinate direction. For the prolongation of #” we use a linear interpolation scheme, as it is
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common for multigrid approaches. We denote the matrix representation of the prolonga-
tion by P, and use P, as a restriction operator. We assemble By on the finest level and
define By := By_ Py_; for the coarser levels. Our numerical approach is summarized in
Algorithm 14.1.

For the minimization on the coarsest level max, we initialize uﬁaxk =0and zna, = 0.
The numerical solutions of the optimization problems are transferred to the finer grid and
used as starting values. For the linear part we set z, = 2,41 and for the nonlinear part we use
the prolongation operator P, . However, since our prolongation scheme may not maintain
the constraints, we apply an additional explicit orthogonalization step

u; = proj(Puugsy, Cp), where proj(u,C) =u—C(CTC)"'C u.

The optimization scheme on the £th level is considered as converged if uf and/or z; con-
verges.

14.5 Numerical Example

Figure 14.1 shows two two-dimensional sections of two three-dimensional magnetic res-
onance (MR) scans of a human knee; see also [18]. In this example, we choose C to be
the space of affine linear transformations, such that the coarse and the linear registrations
schemes coincides.

We start with some general remarks. Table 14.1 summarizes our results for four
different multilevel registrations of the two 256 x 256 images, where five levels have been
used such that the images on the coarsest level are 16 x 16. For comparison reasons, we
used the same stopping criteria for the building blocks. The coarse registration on an £th
level is considered as converged if ||z® — z*=1 H2 < 1% or the number of iterations k
exceeds 100. For the nonlinear/fine part, we stopped if ||u® — u®~V | < 0.01% or the
number of iterations k exceeds 5.

In the following we discuss three registration approaches , the linear (or coarse), the
common sequential linear/nonlinear, and the new COFIR registrations.

Plain coarse/linear. The most common approach is to use a linear preregistration. The
results of the linear registration are depicted in Figure 14.1 ((d), (e), (f)). We observe
that the overall result is fair in average, but considerable deformations are still observable
particularly at the upper part of the Tibia. This is in accordance to the chosen integral-based
distance measure; cf. (14.4). The computed deformation field is almost a pure rotation about
13 degrees.

Plain nonlinear. The results of a nonlinear registration without an affine linear preregis-
tration are depicted in Figure 14.1 ((g), (h), (i)). Note that the results are meaningless (see,
e.g., the deformation of the Tibia).

The new COFIR approach. Figure 14.1 ((j), (k), (£)) shows the results of the new COFIR
registration scheme. As is apparent from this figure, this registration gives reasonable results
for the deformation as well as for the transformed image T OFIR,
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Figure 14.1. Two MR images of a human knee (a), (b) and the difference image
(c) as well as results for the linear or coarse (d), (e), (f), the nonlinear (g), (h), (i),
and the new COFIR (j), (k), (1) registrations: final transformed images (first column),
difference image (second column), and deformed grid (third column).

Remark: The new COFIR approach combines two features, the clear segregation of the
transformation space to coarse and fine parts and their treatment in a combined multilevel
strategy.



14.6. Conclusions and Further Discussion 285

Table 14.1. SSD reduction and convergence results for the knee example. The
tables show the image sizes and the reductions of the image difference versus the discretiza-
tion level. The reduction in the difference is obtained from either the coarse grid correction,
the coarse/linear, or the fine/nonlinear registration. The reduction is given in percent (%),
where the initial difference on a particular level is considered as 100%. We also give the
number of iterations spent for the coarse/linear and fine/nonlinear parts.

Coarse/linear
Level Size Coarse Red. Iter.
16 x 16 - 46.4% 21
32 x 32 53.1% 52.0% 10
64 x 64 584% 58.0% 29
128 x 128 | 63.4% 62.8% 62
256 x 256 | 66.7% 66.6% 100

O O S

Sequential linear/nonlinear
Level Size Coarse Red. Iter.

1 16 x 16 52.1% 352% 5
2 32 x 32 385% 33.4% 5
3 64 x 64 382% 34.1% 5
4 128 x 128 | 39.1% 36.6% 5
5 256 x 256 | 42.9% 41.6% 5
COFIR
Coarse Fine
Level Size Coarse Red. Iter. Red. Iter.
16 x 16 — | 46.4% 21 | 282%

32 x 32 35.5% | 33.6% 8 | 29.9%
64 x 64 372% | 32.6% 5| 29.9%
128 x 128 | 34.4% | 34.0% 9| 322%
256 x 256 | 38.8% | 38.5% 17 | 37.0%

O O R S R
(O, BV, IRV, BV, B

In all our examples, the new COFIR registration and the usual sequential lin-
ear/nonlinear registration lead to visually indistinguishable results. Therefore, one may
conjecture that the separation assumption is true.

14.6 Conclusions and Further Discussion

In this chapter we present a novel and general framework for image registration based on a
variational principle. As compared to other variational-based registration schemes, the new
approach has two new features. First, a clean separation of the transformation space in a
coarse and its orthogonal complement, the fine space, is performed. Only the fine part of the
transformation is regularized. Second, rather than optimizing the parts separately using a
multilevel scheme for each of the parts, we combine and solve for both parts simultaneously.

We present an implementation which is based on a multilevel sequential Gauss—
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Newton scheme that allows for the introduction of coarse and fine transformations on coarse
grids. For the fine part, we used a constrained optimization procedure to ensure the proper
segregation of spaces.

For convex optimization problems, the optimization procedure is of minor importance.
For nonconvex problems, like image registration, where one generally encounters many local
minima, the procedure does play an important role. Therefore, the simultaneous treatment
in the multilevel approach becomes essential.

Though the differences between the usual sequential linear/nonlinear and the COFIR
registration appear to be very small, we prefer the COFIR scheme for two reasons. The
first reason is that the COFIR scheme is based on a sound mathematical formulation. The
second reason is that this clear approach comes almost for free: the computation times for
a COFIR and a sequential linear/nonlinear registration are about the same.
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Chapter 15

Real-Time, Large-Scale
Optimization of Water
Network Systems Using a
Subdomain Approach

Carl D. Laird*, Lorenz T. Biegler*, and Bart G. van Bloemen
Waanders'

15.1 Introduction

Certain classes of dynamic network problems can be modeled by a set of hyperbolic partial
differential equations (PDEs) describing behavior along network edges and a set of differ-
ential and algebraic equations describing behavior at network nodes. In this chapter, we
demonstrate real-time performance for optimization problems in drinking water networks.
While optimization problems subject to partial differential, differential, and algebraic equa-
tions can be solved with a variety of techniques, efficient solutions are difficult for large
network problems with many degrees of freedom and variable bounds. Sequential opti-
mization strategies can be inefficient for this problem due to the high cost of computing
derivatives with respect to many degrees of freedom [11]. Simultaneous techniques can
be more efficient but are difficult because of the need to solve a large nonlinear program;
a program that may be too large for current solver. This study describes a dynamic opti-
mization formulation for estimating contaminant sources in drinking water networks, given
concentration measurements at various network nodes. We achieve real-time performance
by combining an efficient large-scale nonlinear programming algorithm with two problem
reduction techniques. D’Alembert’s principle can be applied to the PDEs governing be-
havior along the network edges (distribution pipes). This allows us to approximate the
time-delay relationships between network nodes, removing the need to discretize along the

*Department of Chemical Engineering, Carnegie Mellon University, Pittsburgh, PA 15213.
fOptimization and Uncertainty Estimation Department, Sandia National Laboratories, Albuquerque, NM
87109.
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length of the pipes. The efficiency of this approach alone, however, is still dependent on
the size of the network and does not scale indefinitely to larger network models. We further
reduce the problem size with a subdomain approach and solve smaller inversion problems
using a geographic window around the area of contamination. We illustrate the effective-
ness of this overall approach and these reduction techniques on an actual metropolitan water
network model.

15.1.1 Contamination Source Determination

The vulnerability of municipal drinking water networks to intentional and accidental con-
taminations requires efficient systematic protection measures. Distribution networks cover
a very large area, including private locations, making it impossible to use physical security
alone to prevent drinking water contamination. If a contamination occurs, it is important
to quickly identify the magnitude, time, and location of the contamination source to stop
the spread of contaminant and devise a control strategy. Here we describe an approach
for identifying contamination sources in water networks using concentration measurements
from a set of installed contaminant sensors. Assuming that the cost of these sensors is high,
the contaminant source must be effectively identified using few network sensors. It is also
important to solve the inversion problem as quickly as possible. Since the inversion may be
one component of an overall control strategy, it must be efficient and solve in real time for
large water distribution networks.

Using known network flow rates and concentration measurements, we formulate a
least-squares dynamic optimization problem subject to the constraints of the water quality
model and unknown contaminant injection sources. Solving this dynamic optimization
problem for the unknown, time-dependent source terms identifies both the time and location
of possible contaminant injections.

A number of different techniques can be used to solve the dynamic optimization prob-
lem, progressing from minimal interfacing with an existing simulator to a more intrusive
fully simultaneous technique. Although the fully simultaneous discretization technique pro-
duces a very large nonlinear program, in many cases it can be significantly more efficient
than sequential techniques [2, 10, 11]. Because of the large number of degrees of free-
dom and the high cost of calculating derivatives for the time-discretized injection profiles,
sequential techniques are not appropriate for the solution of the time-dependent network
source determination problem. A straightforward application of the simultaneous approach
is not possible, since a naive discretization of the network model in both time and space
produces a nonlinear program that is too large for general nonlinear programming (NLP)
tools. Indeed, given a network of 500 nodes, with 100 discretizations in time and an average
of 1000 discretizations along the length of the pipes, the NLP would have on the order of
1 - 10® variables. Removing the need to discretize in space decreases this problem size by
three orders of magnitude.

We recently developed a reformulation of the pipe constraints, converting the spatial
PDEs into a set of algebraic time-delay expressions, allowing the use of a simultaneous
technique for solving the time-dependent problem [4]. In that study, efficient numerical
results were presented for a network model of approximately 500 nodes, with solution times
under two minutes of wall clock time for all test scenarios. However, this approach performs
the optimization over the space of the entire network and does not scale to significantly larger
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networks. The bottleneck in addressing very large systems is the need to find solutions for
large linear systems at each iteration of the optimization algorithm. Since processing and
memory requirements are not linear in the number of variables, increasing the problem
size can cause a dramatic increase in solution times. Furthermore, with direct factorization
techniques, memory limitations place restrictions on the overall size of the linear system,
thus restricting the number of network nodes and the number of time steps that can be
considered.

To consider larger metropolitan water networks, we apply a network subdomain ap-
proach to reduce the problem size further. Since the time delays associated with paths
through water networks are typically long, a rapid source inversion method should identify
contamination sources before the contaminant spreads significantly through the network.
Therefore, the optimization problem can be formulated on a subset of the overall network.
The required subdomain size is not dependent on the size of the entire network, and so this
approach can deal with large municipal drinking water networks very efficiently. Moreover,
the location and size of the subdomain need not be fixed, and tracking the spread of the
contaminant and implementing a control strategy allows straightforward extensions of this
approach to moving subdomains. While the primary purpose of the subdomain technique
is to reduce computational effort, evidence suggests that this technique may also improve
solution quality by allowing a finer discretization in time. To demonstrate this subdomain
approach we consider the source inversion problem for a network model that describes the
distribution system for a large city. We examine the quality of the inversion solutions under
varying subdomain sizes. Our results indicate that, shortly following an injection, this sub-
domain approach is an effective problem reduction technique, and that the overall algorithm
is an efficient method for contaminant source detection.

15.1.2 Outline of the Chapter

Section 15.2 presents the formulation of the contamination source determination problem
and describes solution techniques for this problem. In particular, we consider an origin
tracking algorithm that converts the PDE-constrained problem into a differential algebraic
optimization problem. This problem can then be discretized in time and solved with large-
scale NLP methods. We then develop an alternative formulation that applies to any selected
subdomain of the network. Section 15.3 applies the subdomain approach on a real municipal
water network model. This approach considers hydraulics and sensor measurements from
the entire network, selects a subdomain for the optimization, and solves the optimization
problem in the space of these selected network nodes only. A case study illustrates the
effectiveness of this approach and the effect of subdomain size on computational effort and
solution quality. Section 15.4 then concludes the chapter and offers a number of directions
for future work.

15.2 Dynamic Optimization Formulation

Before developing the optimization formulation for the subdomain approach, we first de-
scribe the formulation for the full network model as given in [4]. Water distribution systems
can be represented as networks with nodes and edges. The nodes represent zero-volume
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Figure 15.1. Link boundary designation. Z;(t) indicates the inlet of the link, based
on the current flow direction, while O;(t) indicates the outlet of the link. The index k;(t)
refers to the node connected at the inlet.

junctions, storage tanks, or reservoirs (network hydraulic sources). The network edges
represent pipes, valves, or pumps. We assume that all time-dependent pipe flows in the
network can be determined in advance either from measurements or numerical simulation,
and these become defined inputs to the water quality model [5, 7, 8, 9, 14]. Generally, low-
flow residential areas are collapsed into single network nodes and only larger distribution
pipes are modeled. Because the flow in these main distribution lines have high Reynolds
numbers in the turbulent regime, we assume plug flow behavior in all pipe segments. Also,
contaminant decay through reactions within the pipe segments is assumed to be negligible,
although the model could be formulated with first-order decay kinetics without affecting
the model properties.

The water quality model is developed using P, 7, and S to refer to the index sets of
all pipes, junctions, and storage tanks, respectively. In addition, ¢;(x, t),i € P, represent
the concentration in the pipes, and ¢, (¢), k € N/, represent the concentration at the nodes,
where N' = J U S is the index set of all nodes including junctions and storage tanks. We
make no assumption about the time of the injection or the duration and introduce unknown,
time-dependent mass injection terms, m; (¢), for each node, k € V.

Here ¢ € [0, t;] defines the time horizon considered, and x > 0 is the displacement
along a pipe. The notation for designating pipe boundaries is based on flow direction, as
shown in Figure 15.1. Here x=Z;(¢) refers to the boundary where fluid is entering pipe i
and x=Q; (¢) refers to the boundary where fluid is leaving pipe i. The index k;(¢),i € P,
refers to the node connected at the inlet of pipe i at time ¢, again, determined by the flow
direction. The source determination problem can therefore be stated as

min W =/f DD wi) (&) — &)’ St —t)+p Yy m(t)dt (15.1)
0

(1).¢; (x.1).C (1)
”1\1;i€t713fk€<jl{/ re®@* ke N* keN

subject to

dci(x,1) dc;(x,t) __
T tuiO == =0,

. Vi e P,
ci(x=Zi(t),t) =iy, ¢ (x,0)=0 }
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Letting ® be the complete set of discretized points in time, ®* C © is the index set of
sample times for the measured concentration data and N* C A is the index set of nodes
with installed sensors. The objective function (15.1) minimizes the difference between
measured nodal concentration data E,:(t), k € N*, and corresponding values calculated
from the network model, weighted by a flow-based function, wy (f), k € N*. The measured
concentrations are known at the selected sampling times, ¢., r € ©;, and §(¢) is the Dirac
delta function. The final term in (15.1) regularizes the objective and forces a unique solution
to the inversion problem, where p is the regularization parameter.

Equation (15.2) models the network pipes and the junctions, (15.3) models the tanks,
and (15.4) bounds the injection terms to be nonnegative. Here 't (¢), k € N, is the set of all
pipes flowing into node k at time ¢. This designation is time dependent and changes with the
flow direction. In addition, u;(¢) is the known fluid velocity in pipe i, Q;(¢),i € P, is the
known volumetric flow rate in pipe i at time 7, Qz"’ (1), k € N, is the volumetric flow rate
for known external sources (e.g., reservoir flow), and Q;("] (t), k € N, is the volumetric flow
rate of the unknown contaminant mass injection, m(¢). In practice the unknown value of

" is set to a negligible quantity relative to other network flow rates. Finally, Vi (1), k € S,
is the volume in tank k at time ¢.

Since the network flows are specified inputs, the only unknowns are the pipe and
node concentrations, c¢;(x, ¢t) and ¢,(¢) respectively, and the mass injections, m(¢). The
traditional forward problem is that of setting the mass injections, my (¢), and solving (using
(15.2)—(15.3)) for the network concentrations. In the inverse problem (15.1)—(15.4), the
goal is to solve for the values of the injection terms, my (t). Significantly positive values
for the solution at a particular node indicate a potential contaminant source location. The
optimization solution also gives the complete time profiles for the network concentrations.
Problem (15.1)-(15.4) presents an infinite-dimensional optimization problem subject to
algebraic, ordinary differential, and partial differential constraints.

Problems of this type can be solved with a direct simultaneous method , where we fully
discretize all the state and control variables in the problem and solve the resulting system
as a large-scale optimization problem with algebraic constraints. The forward problem is
converged only once, along with the optimality conditions. Accurate analytical derivatives
are often straightforward and efficient to calculate, and significant computational gains over
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alternative approaches are possible using this more intrusive technique. A review of this
and other methods as applied to optimization of differential algebraic optimization prob-
lems can be found in [2]. However, straightforward application of the direct simultaneous
method to problem (15.1)—-(15.4) leads to a discretization in both time and space and a
nonlinear program that is too large for current optimization tools. Real-time performance
is a requirement for this application and many others, and while a Lagrangian viewpoint [5]
of the pipe equations (15.2) provides a much more efficient simulation, a reformulation of
the pipe equations is required within a simultaneous setting.

In the remainder of this section, we discuss two problem reduction techniques. The
origin tracking algorithm [4] preprocesses the network flow patterns, derives a delay differ-
ential system of equations, and approximates the time delays. This reformulation removes
the need to discretize in x. In addition, we briefly sketch a network subdomain approach.
If the spread of contamination is slow, the relevant region is a small subdomain of the entire
network and a much smaller NLP problem can be considered.

15.2.1 Origin Tracking Algorithm

The origin tracking algorithm approach has a physical interpretation for the water net-
work inversion problem [4], but it is general in nature and applies to any problem where
d’ Alembert’s principle can be applied to the PDEs governing behavior along network edges.
Consider the discretization of the node concentrations, ¢, (¢), and the injection terms m (¢)
in time 77,1 € ©. To reformulate the pipe equations, we use the known flow profiles to
calculate the time-delay relationships between pipe boundaries for all pipes and each time
discretization. Specifically, we need to develop expressions for ¢;(x = O;(#;), ;) given
ci(x =Z;(t)), ;) for all i € P and all points #;,/ € ®. Assuming that the form of u; (¢) is
known, the relationship for the inlet pipe boundary is straightforward to write from the pipe
boundary conditions as

¢i(x=Z;(t1), 1) = Cr, ) (1) (15.5)

for nonzero u; (t).

Writing the relationship for c(x=0(f;), ;) requires further consideration of the pipe
segment equations (15.2). Following elementary solutions of one-dimensional wave equa-
tions, we apply d’Alembert’s principle and write

dc; oci(x, 1) dx\ dci(x,1t)
e )y =7 15.6
dt ot + (dt) ox (15.6)
dci(x,t dci(x, t
_daxn L ndaEn (15.7)
ot 0x

for each pipe segment, i € P. Equating (15.6) and (15.7) yields

dai _ ax _ o (15.8)
dt ar '

and from the boundary conditions, we have

¢i(x, 1) = ci(Zi (1), 1) = C i) (1) (15.9)
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for values of x, ¢, and 7 that satisfy

x(t) =I,~(t_)+[ ui(r)dr. (15.10)

Since the form of u; () is known, we can write this equation for the outlet boundary as

Oit) = TP + / (). (15.11)

where the only unknown is 7. Solving this equation for 7 then allows us to write an expression
for the outlet concentration

ci(Oi(), 1) = ¢;(Z;i (1), 1). (15.12)

Of course, it is unlikely that # will be in the set of discretized points #;,! € ©. Therefore,
we accept an approximation to the time delay and exchange  with some nearby discretized
point in time, f,

ci(Oi(n), 1) = ;i (i (1), 17). (15.13)

The method for selecting this nearby point is problem specific and for physical reasons, we
select the nearest point smaller than 7 (i.e., f; <1 < 17,).

In the drinking water network source inversion problem, u; (¢) represents the known
pipe velocities and is assumed piecewise constant over each interval ; < ¢t < #;|. We write
(15.11) as

Oi (1) Zz-i(f)+[1ui(f)dt (15.14)
l -1

=IO +ui@ - W =D+ D ulty) -t —1)). (15.15)
j=l+1

In this expression we assume that the time discretization is sufficiently fine that neglecting
the second term on the right-hand side does not lead to large errors. Determining the time
delay then reduces to the problem of finding the index / such that we can satisfy the following
inequalities:

-1 -1
D ulty) - (i — 1) < Oi(0) = L) < Y _ulty) - (tja1 — 1)) (15.16)

j=I+1 j=I
Here the quantity O; (1)) — Z; (7) is the length of pipe segment i, or zero if the weighted sum
of the flows is zero. In particular, if I = 0 is reached before the solution is bracketed, O; (#;)
would be set to the initial condition for the segment. This approach sets the time delay and
hence the relationship between the concentrations at the inlet and the outlet by truncating
the result at time discretizations. There is no guarantee that this truncated approach will
preserve the mass traveling through the network. While the approach could be modified to
include some interpolation of the individual packets, this leads to a smearing of the sharp
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Figure 15.2. Origin tracking algorithm. This figure illustrates the flow of a single
volume element through a pipe. Tracking these elements allows us to determine relationships
for the boundary concentrations at each point in time.

front as it travels through the network, and this smearing is compounded as fluid travels
through each node.

Furthermore, the simulated injections used in this study are all square pulse injections,
and we feel it is as important to accurately identify the time and location of the injection as
the true mass injected.

To determine the time delay that satisfies (15.16) we apply an origin tracking algorithm
that calculates the position of past boundary conditions as they progess along the length of
the pipe segment. This approach is equivalent to tracking the origin of discretized packets
of fluid as they enter and travel through the pipe, allowing us to write an expression for
c(x=0;), 1).

To illustrate this idea, Figure 15.2 shows an example for pipe i with flow conditions
from left to right. At time step /; = 1, a fluid element enters the left boundary of the pipe,
and we can record its originating node as “A” and its originating time step as /; = 1. The
concentration at the left boundary of the pipe is equal to the immediate concentration from
node A, that is, ¢; (Z; (#;,), t;,) = ¢a(#;,). As time progresses, the element advances through
the pipe and at some future time step, say /; = 5, the concentration at the right boundary,
however, is now the same as the concentration from node A at time step /1, ¢; (O; (#,), t,) =
¢(,). The linear time relationships in Figure 15.2 describe the concentration of the pipe
boundaries as a function of the concentrations of connected nodes.

While this simple example illustrates the basic idea, the more detailed origin track-
ing algorithm developed in [4] formalizes the approach and handles situations of chang-
ing pipe velocity and flow reversals. This algorithm defines expressions for all network
pipes under varying flow conditions. We denote these linear linking equations (15.13) by
pi(ci (O, 1), éki(li)) (t7)) = Oforall/ € ©. These linking equations replace (15.2) in the op-
timization problem, thus removing the spatial dependence. From [4], our Lagrangian-based
algorithm has two advantages over previous work. First, it allows application of the simul-
taneous approach where the time discretization is fixed a priori by some scheme selected
for the differential tank equations. Second, the analysis is performed on a pipe by pipe
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basis, not on the network as a whole. The processing and memory requirements are then
linear with the number of pipes and efficient for large networks. While these simplifications
introduce estimation errors in the time delays associated with paths through the network,
they provide efficient scaling and sparsity.

15.2.2 Network Subdomain Approach

The above algorithm has successfully inverted for the magnitude, time, and location of
contamination sources on a relatively complex network model of approximately 500 nodes.
Due to the limitations of direct linear solvers, it becomes significantly more expensive to
solve the full network problem for increasingly larger networks. The challenge in this current
work is to invert for contamination sources in much larger networks, where solving the
optimization problem on the entire network is not possible. Instead, hydraulics and sensor
measurements are considered from the entire network, a subdomain of the entire network
is selected, and the optimization problem is formulated and solved for this subdomain only.

The subdomain is identified by choosing some subset of selected nodes and edges
from the full network and is defined by the sets SN € N, S§J € J, SP € P, and
SS € S. We then rewrite problem (15.1)—(15.4) for this subset of selected nodes. The
node concentrations, ¢ (), injection terms, m (t), and node expressions, (15.2)—(15.4), are
only necessary for selected nodes. Given a set of selected nodes, it is straightforward to
determine which pipes need to be considered in SP. If pipe i is connected to a selected
node at each end, the pipe itself is selected and must be modeled. On the other hand, if pipe
i is not connected to any selected nodes, it is deselected and can be completely excluded
from the model. When pipe i is connected to a selected node at one end and a deselected
node at the other, the pipe is still classified as deselected, but it represents a boundary to the
subdomain. Since the flow conditions for the node at this boundary must be rectified, the
flow into the subnetwork from this pipe is treated as a known external source and does not
contribute any contaminant to the node.

The optimization problem in the space of the selected subdomain is given by

min = [1F P w0 @0 -G0) 60 +p 3 oy

my(1),¢; (x,1), ck(l)

VieSP.keSN re®* keSN* keSN
(15.17)
subject to
p,‘(C,'(O,‘, l‘]), 6](’.(;7))(1‘[')) =0 Vie® Vie 87), (1518)
Yo 00 ax=0;(), 1) | +mi(0)
R ieSPU(1)
Cr(t) = Vke ST, (15.19)
Do |+ 08+ 0 @)
iely(r)
dci(t
Vi(r) c[’;f ) >0 aG=0,).0) | +m)

ieSPU(1)
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1 X, oo |+ 0@+ 0 @) [ &), &©)=0 VkeSS, (15.20)

iely (1)

mi(t) >0 Vk € SN.(15.21)

Note that the objective has been modified to sum the concentration errors for the se-
lected sensor nodes in SN and to regularize over the injection terms in SN. Similarly,
the mass balances for the junctions and tanks have been modified to include nonzero con-
centrations from selected pipes only. In the event of a contamination, a subdomain of the
entire network can be selected and the solution techniques described in Section 15.2 can be
used to solve the smaller, reduced network problem (15.17)—(15.21). While the formulation
presented is general enough for any set of selected network nodes, it remains to select a
suitable subdomain. Any subdomain selection technique must satisfy the following goals:

1. The resulting nonlinear program must be small enough for current optimization tech-
niques; therefore the selection technique must choose a reasonable number of nodes
from the network.

2. This source inversion problem uses real-time sensor measurements from the network
and needs to be solvable in an online setting. Therefore, any preprocessing to select
the network subdomain must be efficient for large networks.

3. The algorithm must select a subdomain that sufficiently represents the area of interest
to the source inversion problem. This can be difficult, since the actual source is, of
course, not known.

In this study, a simple topological window is used to select the network subdomain.
The geographical location of the first sensor to detect contaminant is identified. Then,
the n closest nodes to this location are selected for the subdomain, where the value of
n is chosen large enough to represent the area of interest but small enough to produce a
solvable nonlinear program. Of course, there is no explicit guarantee that this subdomain
will include the actual contamination locations, but if a contamination source is identified
on the boundary of the subdomain, the window could be expanded or moved.

15.3 Numerical Results

Previous work has illustrated the effectiveness of formulation (15.1)—-(15.4) and the origin
tracking algorithm for identifying contamination sources for network models with approx-
imately 500 nodes [4]. Nevertheless, we observe that problem sizes cannot increase indefi-
nitely for the source inversion problem. This is particularly true because, at every iteration,
the interior point NLP solver used in this study requires the solution of a symmetric indef-
inite linear system; solver reliability requires the inertia of this linear system to ensure the
generation of descent directions. Moreover, the arbitrary structure of the network and the
linear system makes preconditioned iterative methods difficult to apply; direct methods are
needed instead. This limits us to a particular class of sparse direct linear solvers, and we
currently use MA27 from the Harwell Subroutine Library. With arbitrary network struc-
tures, we do not have an easily defined complexity with respect to problem size; however,
our experience has shown scaling greater than linear for these problems.
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As aresult, the primary purpose of the subdomain approach is to sufficiently reduce the
size of the resulting nonlinear program, thus allowing solutions of large network inversion
problems with optimization packages that use direct linear solvers. As the size of the
subdomain is varied, we are interested in both the computational requirements (time and
memory) and the quality of solutions. We first examine these effects by decreasing the size
of the subdomain while keeping the time discretization fixed. The size of the nonlinear
program decreases with the size of the subdomain, showing the efficiency gains that can
be realized with the subdomain approach. Of course, the problem size cannot be reduced
indefinitely, and we are more interested in determining the best subdomain size given a fixed
budget of computational effort. A second set of results examines the effect of decreasing
the subdomain size while keeping the size of the nonlinear program constant, by increasing
the number of time discretizations. This result shows how the subdomain approach can
be used to produce higher quality solutions by allowing a finer discretization for the same
computational effort.

Results are demonstrated using a real municipal water network model, shown in Figure
15.3, with 3500 nodes with 350 randomly placed sensors.'? Figure 15.4 shows the circled
portion of the network in more detail, where shaded nodes indicate nodes with installed
sensors. The attack scenario is simulated using EPANET [6], where an hour long injection
is simulated at hour 7 from node 2921.

We have developed a formulation tool that produces the nonlinear program for the
subdomain problem. Specifying the optimization horizon, the subdomain size, and the time
discretization, the software tool reads the simulated hydraulic information for the entire
network and the concentration measurements for sensor nodes. The tool then forms the
subdomain by identifying the first sensor to detect contaminant and selecting the nearest n
nodes.

For a given time discretization, the formulation tool performs the origin tracking
algorithm and determines the time delays for all the selected network pipes. It then writes
the time-discretized nonlinear program (15.17)—(15.21) using a simple backward Euler
technique for the tank equations (15.20). Although more elaborate discretization techniques
could be used (like collocation on finite elements [1]), the stepsize tends to be governed by
accuracy requirements on the time delays and a simple technique is sufficient for the tank
equations. The discretized nonlinear program is written in AMPL [3] format. AMPL is
an optimization modeling language that provides first- and second-order derivatives using
automatic differentiation. Although the optimization problem (15.17)—(15.21) is a large-
scale quadratic program, the addition of general nonlinear reaction terms would destroy the
linearity of the constraints. As well, (15.21), once discretized, produces a large number of
variable bounds, and interior point algorithms provide an efficient alternative to active-set
strategies for these problems. For these reasons, the nonlinear program is solved with [POPT

[12, 13], a large-scale, interior point, optimization tool (see http://www.coin-or.org). All
optimization results were formulated with a 6-hour time horizon from the 5th to the 11th
hour and were solved on a 1.8 GHz Pentium 4 machine.

10This image has been cropped and does not show the full network model.
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Figure 15.3. Municipal water network. The circled area is shown in more detail
in Figure 15.4.

15.3.1 Results: Fixed Discretization, Variable Problem Size

In this set of results, the size of the subdomain is varied, but the time step is kept fixed at 5
minutes, giving 72 discretizations over the 6-hour optimization horizon. Figure 15.5 shows
the inversion solution for a subdomain size of 900 nodes, plotting all injection profiles
that, at some point, have significant values. Here we see that the inversion solution is
nonunique and has indicated four possible injection locations at nodes 2820, 2879, 2921,
and 3612. Nevertheless, we can see two significant profiles for nodes 2921 (the actual
injection location) and 2879 (a neighboring node), and the method has reasonably identified
a small region containing the injection location (2921) and also correctly identified the
injection time (7-8 hours) for this location.

The solution nonuniqueness is primarily due to the sensor locations and network
topology [4]. Since the nonlinear program makes no assumption about the location, time,
or number of injections, any linear combination of injections that produces the observed data
is a valid solution and hence the need for the regularization term in the objective. Errors in
the time-delay approximation (the use of 7 instead of 7) can also contribute to poor solution
quality. Since these errors propagate, they are more pronounced when optimizing over
larger networks (or larger subdomains) and longer time horizons. We can see the evidence
of this effect by examining the solution profile for a smaller subdomain. Smaller subdomains
provide less information for the optimization problem, and it is expected that the solution
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Figure 15.4. Municipal water network. This figure shows increased detail near
the injection location, where shaded nodes indicate sensor locations.

quality would deteriorate as the subdomain size decreased. This is not necessarily the case.
Figure 15.6 shows the inversion solution using a subdomain size of 100 nodes. Here we can
see that the two suspect locations (2820 and 3612) are no longer a part of the solution. For
window sizes smaller than 400, these two nodes are no longer included within the window.
While it may seem that this approach has excluded possible solutions, the injection time for
these suspect nodes was later than the time that the first sensor detected contaminant. This,
coupled with the fact that they are far from the center of the window, leads us to believe that
they are a result of model errors alone.

Table 15.1 summarizes the inversion results for subdomain sizes ranging from 900
to 50 nodes. The first column shows the number of nodes selected for the subdomain,
the second column is the number of variables in the resulting nonlinear program, the third
column is the approximate computational time required to perform the optimization, and
the last column indicates the number of possible injection nodes identified in the solution.
In all cases, the actual injection node was also identified as a possible injection location.

As expected, the computational time is dramatically reduced as the size of the subdo-
main is decreased. Interestingly, for this example, the solution quality does not deteriorate
with smaller subdomains but actually improves. This result is not general and using in-
creasingly smaller subdomains may result in loss of necessary sensor information. On the
other hand, our experience with smaller subdomains shows that they can remove network
nonuniqueness and reduce the effect of errors in the time-delay approximation.
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Figure 15.5. Solution with 900 node subdomain. This figure shows the solution of
the inversion problem for a 5-minute time discretization and a subdomain size of 900 nodes.
Although the solution is nonunique, showing 4 possible injection locations, the significant
profiles 2921 and 2879 are the actual injection location and its neighbor. The solution has
also correctly identified the injection time.
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Figure 15.6. Solution with 100 node subdomain. This figure shows the solution of
the inversion problem for a 5-minute time discretization and a subdomain size of 100 nodes.
The solution quality has improved over the larger 900 node subdomain.
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Table 15.1. Optimization results with fixed time discretization.

Subdomain size [ Number of variables | Execution time (sec) [ Identified nodes

900 267698 70 4
800 238329 62 4
700 208656 56 4
600 178848 47 4
500 148176 38 4
400 117072 29 4
300 88128 18 2
200 57888 10 2
100 28800 5 2
50 14256 2 2

Table 15.2. Formulation parameters for different subdomain sizes.

Subdomain size [ Number of discretizations [ Timestep size (min)

300 24 15
200 36 10
100 72 5
40 180 2

15.3.2 Results: Fixed Problem Size, Variable Discretization

In this section, we examine the effect of changing the size of the subdomain while keeping
the size of the nonlinear program constant. We are still interested in solutions using the 6-
hour time horizon. Therefore, as the size of the subdomain is decreased, the number of time
discretizations are increased proportionally, keeping the computational effort approximately
constant. The quality of solutions is examined as the subdomain size decreases and the
discretizations are refined.

Table 15.2 shows the parameters used to generate the inversion results. Here we have
kept the size of the nonlinear program approximately constant with |A/[|®| = 7200, where
| - | denotes the cardinality of the set. For example, this corresponds to a subdomain of 300
nodes, and 24 time discretizations, requiring a 15-minute time step to cover the complete
6-hour time horizon. Using this expression, we calculate the number of allowed time
discretizations (and hence the length of each time step) for each subdomain size. Therefore,
finer discretizations are used at the expense of smaller subdomain sizes.

Using the formulation tool with the contamination scenario described previously, we
generate the inversion solutions shown in Figure 15.7. The solution quality is very poor for
large subdomains with the coarse discretizations. This can be attributed to the approximation
errors resulting from the problem discretization and time delay calculation, which increase
with the discretization size. Using a smaller subdomain reduces the modeling errors by
decreasing the span of the network considered and by allowing finer discretization. Figure
15.7 shows how higher quality solutions can result as the subdomain size is decreased. Of
course, if the subdomain size is decreased further, however, we may exclude nodes with
important sensor information.
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Figure 15.7. Optimization solutions for fixed problem sizes. This figure shows the
optimization solution for different subdomain sizes, where the size of the nonlinear problem
was kept constant using the parameters specified in Table 15.2.

15.4 Conclusions and Future Work

The origin tracking algorithm successfully reduces the size of the optimization problem,
allowing the use of simultaneous techniques on medium-sized network models in a real-time
setting. Previous results have demonstrated the effectiveness of the dynamic optimization
formulation on over 1500 test scenarios with real municipal network models. The use of
the subdomain approach further reduces the problem size allowing real-time solutions for
large network models.

The subdomain approach can also be an effective technique for improving the quality
of the inversion solution. The cause for this is twofold. While decreasing the subdomain
size reduces the amount of information available to the optimization, it also allows a finer
time discretization for the same computational effort. Furthermore, errors in the time-
delay approximations are less pronounced in a smaller network, helping to improve solution
quality. Care must be taken, of course, to select a subdomain that does not exclude necessary
information for the inversion problem.

In these examples, we found solutions with randomly placed sensors. It is important
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to identify optimal sensor locations to reduce solution nonuniqueness and decrease iden-
tification time. Also, statistical analysis is necessary to determine the effectiveness of the
formulation when there are errors in flow and sensor data.

The formulation presented here assumes that the network flow rates are known inputs
to the water quality model. In actuality, the network hydraulics may not be known exactly due
to uncertain demands and few flow measurements. We propose to formulate a multiperiod
optimization problem that will account for the demand uncertainty in the inversion results
by solving a single-estimation problem that includes a large number of realizable demand
scenarios. The problem grows linearly in the number of samples but has a specific structure
that can be exploited to provide efficient solutions.

This chapter presents a rudimentary algorithm for selecting the subdomain of interest
based on geographical location. Future work includes the investigation of more advanced
techniques for selecting this subdomain. If contamination sources are found on the boundary
of the subdomain, this indicates that the subdomain may need to be expanded or moved.
The subdomain can be expanded up to acceptable computational limits of the direct linear
solver. Also, the window itself can easily be moved, solving the formulation again, until
the identified contamination sources are interior to the subdomain. Moreover, multiple
windows could also be used in a single optimization, each over a different period of time.
This requires a multistage approach, where the first window is used for ¢t = [0, #;], the
second for t = [t, 1], etc. Multiple windows could also be solved in parallel. Using
distributed parallel processing, each window can be solved independently, with an external
algorithm to resolve the connected boundaries.

In conclusion, these preliminary results indicate the potential of simultaneous opti-
mization techniques for efficient, effective identification of contamination sources in mu-
nicipal drinking water networks. The subdomain approach allows consideration of large
water networks, and reasonable solution times allow its use in a real-time setting. Finally,
although the simultaneous optimization formulation using the origin tracking algorithm has
only been demonstrated on the contamination source inversion problem, its importance ex-
tends to other applications, including real-time optimization for contaminant control of pipe
networks.
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Hamilton—Jacobi—Bellman (HJB) equa-
tion, 233
Hankel matrix, 226, 228
model reduction, 219
singular values, 222
harmonic problems
second-order, 117
heat equation, 65, 210, 213
heat shock
model, 188, 190
proteins, 188
Helmbholtz equation, 199, 204
Hessian, 5, 8, 9, 18, 60
BFGS approximation, 164, 175
reduced, 154, 171, 175
Hessian blocks, 32
Hicks—Henne parameterization, 175
Hilbert space, 55
horizon, 26
control, 4, 44, 46
prediction, 4, 27
receding, 105
time, 4
Hurwitz closed-loop matrix, 57
hyperbolic equations, 289
hyperbolic problems, 116, 117, 122, 125,
132

image registration, 277, 283
affine mapping, 279
elastic regularization, 279

image segmentation, 253
edge detector, 253

implicit function theorem, 9
implicit time integrator (ITA), 118, 120
initial value
embedding, 9
problem, 116
interior point constrained trust region
(IPCTR), 58, 65
interior point methods, 188, 298
normal step, 59
tangential step, 59
trust-region, 54, 58
inverse problem, 290
IPOPT, 299

Jacobian, 5, 8, 18, 32
approximation, 19
constraint, 9

Karhunen—-Logve decomposition, 219
KKT conditions, see first-order optimal-
ity conditions, 19

see Karush—Kuhn—Tucker, 15
KKT matrix, 31, 32, 34, 282
KKT point

see Karush—Kuhn-Tucker, 15
KNITRO, 187

Lagrange multiplier, 8, 32, 58, 74, 151
Lagrange—Newton—Krylov—Schur
method, 172
Lagrangian, 5, 8, 32, 56, 80, 171, 281
function, 30, 58
gradient, 18, 22
Laplace operator, 62
Laplace—Beltrami operator, 262, 267
least-squares formulation, 76
least-squares integrals, 44
least-squares penalty, 14
level set
compact, 28
level-set method, 254, 261
level-set equation, 255
signed distance function, 255, 264,
267
line search, 259, 264
linear oscillators, 127
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linear time invariant (LTI) models, 211,
218, 225
Lipschitz
continuity, 34
continuous, 55
Lyapunov function, 29

magnetic resonance image (MRI), 253,
270
massively parallel, 116
MATLAB, 238, 242
matrix inequalities
linear (LMI), 53
nonlinear, 58
matrix inequality, 60
MGNet, 107
model reduction, 53, 54, 116, 217, 238
balanced truncation, 219, 222, 226
certified bounds, 200
Fourier, 218, 223, 226, 228
MPI, 242
MRI, 283
multigrid, 116, 164, 258, 265
collective Gauss—Seidel, 102
FAS method, 100
Fourier smoothing analysis, 106
methods, 97
smoothers, 102
space-time, 97
multilevel, see also multigrid
algorithms, 280
method, 242, 280, 282
multiobjective optimization, 187, 189,
190
multiple shooting, 21
multiple shooting method, 5, 6, 45, 147,
150
multipliers
inequality, 16
Lagrange, 30

natural convection, 207

Navier—Stokes equations, 199, 207, 234
negative curvature, 60

Newmark algorithm, 132

Newton method, 8, 9, 30, 31, 33, 35, 43,
47,58, 122,156,255,261,262,
264
contractive properties of, 35
convergence analysis, 12
inexact iterations, 20
optimization, 26, 33
NMPC
see control
nonlinear model predictive, 3
discrete time, 27
feedback law, 29
ideal dynamics, 27
ideal feedback, 33
nominal stability, 48
nondestructive evaluation, 204
nonlinear program (NLP), 9, 17
nonlinear semidefinite program (NSDP),
54,57, 69

observability, 45
offline computation, 201
online
optimization, 30
solution, 22
open-loop stable, 44
optimality
conditions, 99, 151, 171
Euler-Lagrange equations, 77, 80,
81
system, 74, 80
optimality conditions
necessary, see KKT conditions
optimality improvement, 16
optimization
dynamic, 25
on-line, 3
optimization problem
neighboring, 9
shrunk, 38
ordinary differential equations (ODEs),
115,118, 172, 183, 218
origin tracking algorithm, 294
orthonormal basis, 55
oscillator
linear, 117, 119, 123, 127, 131



Index

311

parabolic equation, 116, 117, 163, 210
parallel
fine-grid corrector, 145, 148
parallel efficiency, 121, 166
parallel implicit time integrator (PITA),
117, 120, 128
parareal, see also time parallelism
algorithm, 117, 120, 122, 125, 145,
146
convergence, 148
preconditioner, 149
parasitic beating phenomenon, 117, 122
Pareto optimality, 187, 189
partial differential algebraic equations
(PDAEs), 3
partial differential equation
semilinear elliptic, 163
semilinear parabolic, 163
Stokes, 84
time-dependent, 145
partial differential equations (PDEs), 53,
217
partial differential-evolution equation,
115
PDE
parabolic, 61
penalty term, 28, 44
POD
basis functions, 62, 65
see proper orthogonal decompo-
sition, 61
snapshot ensemble, 62
preconditioning, 149, 172
predictor, 145, 148
primal-dual solution, 34
primal-dual variables, 33
principal component analysis, 219
proper orthogonal decomposition (POD),
see also model reduction, 53,
54,56, 218, 219, 233, 236
balanced, 221
frequency-domain, 220
snapshots, 54
pseudo-timestepping, 169, 172, 174

quadratic program (QP), 5, 11

condensed, 13, 15

condensing of, 13
quasi-Hamiltonian problems, 117
quasi-normal step, 60

reaction-diffusion

equations, 97, 98

model, 65
real-time

multilevel algorithm, 22
real-time iterates

contractivity, 13
real-time iteration, 3, 5, 9, 21, 26, 30, 37,

41, 43,217

algorithm, 11

contractivity, 35

convergence, 18

multilevel, 17

shifted, 26, 38

stability, 12, 38

variants, 17

variants of, 12

without shift, 32, 42, 47
receding horizon, 105
reduced-basis approximation, 200
reduced-order models, see model reduc-

tion

regularity

matrix, 19

QP solution, 19
regularization, 254, 277
robustness, 29, 38
Runge—Kautta, 175

sampling time, 26
secant information, 18
second-order conditions, 19
sensitivities, 185
adjoint, 170, 258
directional, 122
Eulerian semiderivative, 261
shape, 255, 261
shape Hessian, 262
temporal, 115
topological, 255, 257, 259
sensitivity computation, 16
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separation bubble, 243
sequential quadratic programming (SQP),
8, 11, 20, 188, 281
algorithm, 145, 153
convergence, 158, 161
fraction of Cauchy decrease condi-
tion, 155
generalized, 152, 155, 158
partially reduced, 173
preconditioner, 173
reduced, 153, 170, 171
trust-region globalization, 154
trust-region method, 188
setpoint, 44
shape optimization, 169, 255, 264
aerodynamic, 169
single input single output (SISO) system,

222
singular value decomposition (SVD),
219, 237

snapshots, method of, 220
space parallelism, 115
stability, 26, 29, 117, 121, 122, 125, 127,
226, 264
asymptotic, 29, 38
NMPC, 5, 12
nominal, 26, 28, 39, 42
stability condition, 54
stability properties, 70
stage costs, 44
staggered corrector method, 185
state variables
predicted, 27
step
generalized quasi-normal, 155, 156
generalized tangential, 155
quasi-normal, 154, 156
tangential, 154, 155
stepsize
controller, 185
reduction, 40
shrinking, 37
Stokes equations, 84
subdomain approach, 291, 297
subspaces, 53

successive quadratic programming, see
sequential quadratic program-
ming

supersonic diffuser, 227

SynapsPointerPro, 175

systems biology, 188

tangential predictor, 9
Taylor—Hood element, 207
temperature distributions, 66
time parallelism, see also parareal, 115,
116
waveform relaxation, 116
topological optimization algorithm, 259
tracking-type objective, 99, 235
trajectories, 45
trajectory
control, 8
reference, 13, 17
state, 8
transfer function, 218, 225
transition function, 36
trust-region method, see also sequential
quadratic programming

uncertainty quantification, 206
unstable systems, 48

water distribution networks, 289
waveform relaxation, 117

Zolesio-Hadamard structure theorem,
261



