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Abstract

In this work, parallel-in-time integration methods are considered as means to reduce the
time-to-solution for numerical algorithms concerned with the solution of time-dependent
partial differential equations (PDEs) arising in the field of fluid-structure interaction (FSI)
modeling.

Parallel-in-time integration methods introduce parallelism in the temporal domain and
complement parallelization techniques that are applied to the spatial domain, such as
domain decomposition methods. This significantly increases the potential for parallel
speedup by employing modern computer architectures, ranging from small-scale clusters
to massively parallel high-performance computing platforms.

In this work, the multigrid-reduction-in-time (MGRIT) algorithm is considered as a true
multilevel method that can exhibit optimal scaling. MGRIT is based on multigrid reduc-
tion and takes inspiration from well-established spatial multigrid methods. Convergence
of MGRIT is studied for the solution of linear and nonlinear (systems of) PDEs: from
single- to multiphysics applications relevant to FSI problems in two and three dimensions.

A multilevel convergence framework is derived that generalizes and extends previous
two-level theory for linear PDEs. The convergence framework establishes a priori upper
bounds and approximate convergence factors for a variety of cycling strategies (e.g., V-
and F-cycles), relaxation schemes and parameter settings. The derived upper bounds
range from sharp but computationally expensive numerical upper bounds to cheap ana-
lytic formulae bounding the worst-case convergence of MGRIT. Furthermore, approximate
convergence factors are proposed that capture MGRIT convergence with reasonable qual-
ity for cases, when analytic formulae are not available and the computational cost of
numerical bounds is prohibitive.

The multilevel convergence framework is applied to a number of test problems relevant
to FSI modeling: solving time-dependent linear PDEs, such as the anisotropic diffusion
equation, the wave equation, the linear elasticity equation and the Stokes equation. Ex-
tensions of the theory to the nonlinear PDE case are explored as well.

This work further proposes an MGRIT variant that exploits the time-periodicity that is
present in many biomedical engineering applications, e.g., cyclic blood flow in the human
heart. The time-periodic MGRIT algorithm is assessed for simple flow problems, for a
novel class of analytic solutions for linear and nonlinear FSI, as well as nonlinear flow in a
patient-specific model of the left atrium and left ventricle. For the range of considered test
problems, the time-periodic MGRIT algorithm proves capable of consistently reducing the
time-to-solution of an existing simulation model with significant observed speedups.
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Deutsche Zusammenfassung

In dieser Arbeit werden parallele Zeitintegrationsmethoden zur Reduktion von
Losungszeiten numerischer Algorithmen betrachtet. Dies gilt insbesondere fiir numeri-
sche Algorithmen zur Losung von zeitabhéngigen partiellen Differentialgleichungen im
Bereich der Modellierung von Fluid-Struktur-Interaktionsproblemen.

Parallele Zeitintegrationsmethoden erméglichen Parallelitét in der Zeitvariablen und
ergianzen Parallelisierungstechniken, die traditionellerweise auf die rdumliche Komponente
von partiellen Differentialgleichungen angewandt werden, wie beispielsweise Gebietszerle-
gungsmethoden. Durch die Ausnutzung modernster Computerarchitekturen, von kleinen
Rechenclustern bis massiv parallelen Hochstleistungsrechnern, erhoht sich das Potential
zur Beschleunigung von Losungsalgorithmen substantiell.

In dieser Arbeit wird der Zeit-Mehrgitterreduktionsalgorithmus MGRIT betrachtet,
fiir den fiir bestimmte Anwendungen bereits eine optimale parallele Skalierfihigkeit nach-
gewiesen wurde. MGRIT ist eine Mehrgitterreduktionsmethode und lehnt sich an die
etablierten und bereits vielseitig eingesetzten, rdaumlichen Mehrgitteralgorithmen an. Im
Rahmen dieser Dissertation wird die Konvergenz des Zeit-Mehrgitteralgorithmus fiir die
Losung von linearen und nichtlinearen (Systemen von) partiellen Differentialgleichungen
untersucht: von einfachen Problemstellungen hin zu gekoppelten Multiphysiksystemen im
Bereich der Fluid-Struktur-Interaktionsmodellierung, sowohl im (vereinfachten) zweidi-
mensionalen Raum, als auch fiir realistische dreidimensionale Geometrien.

Eine Mehrgitterkonvergenztheorie wird hergeleitet und vorgestellt, die bereits
verdffentlichte Zweigittertheorie fiir lineare Differentialgleichungen verallgemeinert und er-
weitert. Die postulierte Konvergenztheorie umfasst obere Schranken und Abschétzungen
von Konvergenzraten des MGRIT-Algorithmus, die bereits a priori ausgewertet werden
konnen und daher zur informierten Parameterwahl vor der eigentlichen Loésung der par-
tiellen Differentialgleichung dienen. Die theoretischen Ergebnisse schlieen verschiedene
MGRIT-Varianten mit ein: es kénnen sowohl V-, als auch F-Zyklen und unterschied-
liche Relaxierungsstrategien beziehungsweise MGRIT-Parameter betrachtet werden. In
diesem Sinne ist die Konvergenztheorie sehr allgemein gehalten und erlaubt eine umfas-
sende Voruntersuchung und Einschéitzung der zu erwartenden MGRIT-Performance. Die
theoretischen Ergebnisse umfassen sowohl scharfe obere Schranken an die Konvergenz-
rate, die numerisch und mit einigem Berechnungsaufwand ausgewertet werden, als auch
analytische obere Schranken, die einer einfachen Funktionsauswertung bediirfen. Deswei-
teren werden analytische Ausdriicke postuliert, die Konvergenzraten approximieren. Diese
approximierenden Ausdriicke kénnen in solchen Fillen eingesetzt werden, in denen der
Berechnungsaufwand numerischer oberer Schranken zu hoch wére, aber keine alternative
analytische obere Schranke verfiigbar ist.

Die Mehrgitterkonvergenztheorie wird fiir eine groffe Anzahl von Testproblemen an-
gewandt, die fiir Fluid-Struktur-Interaktionsmodelle relevant sind: beispielsweise fiir die
Losung zeitabhangiger partieller Differentialgleichungen, wie die anisotrope Diffusions-
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gleichung, die Wellengleichung, die lineare Elastizitédtsgleichung und die Stokes-Gleichung
fiir lineare Strémungen. Ideen zur Erweiterungen der Theorie fiir den Fall nichtlinearer
partieller Differentialgleichungen werden ebenfalls ergriindet und evaluiert.

Desweiteren wird in der vorliegenden Dissertationsschrift eine neue MGRIT-Variante
vorgeschlagen, die die Zeitperiodizitdt von Systemen im Bereich der biomedizinischen
Ingenieursanwendungen gezielt ausnutzen kann, wie zum Beispiel bei der Untersu-
chung zyklischer Blutstromungen im menschlischen Herzen. Der zeitperiodische MGRIT-
Algorithmus wird dann fiir eine Reihe von Problemstellungen evaluiert: fiir einfache
Stromungsprobleme, fiir eine neue Klasse analytischer Losungen im Bereich Fluid-
Struktur-Interaktion und fiir nichtlineare Strémungen innerhalb einer patientenspezifi-
schen Geometrie des linken Vorhofs und der linken Herzkammer. Fiir alle betrachte-
ten Anwendungsfille liefert der neue zeitperiodische MGRIT-Algorithmus konstant gute
Laufzeitreduktionen existierender numerischer Modelle mit iibergreifend guten Speedup-
Faktoren.
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7t set of positive integers

Q set of rational numbers

R set of real numbers

C set of complex numbers

Symbols Description
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1 Introduction

1.1 Fluid-structure interaction and cardiac flow problems

“Mathematical modeling and numerical simulation have become important tools in the
investigation of complex multiphysics phenomena [86] including the interaction between
fluids and solids [4, 9, 17, 103]. In the field of biomedical engineering, fluid-structure
interaction (FSI) modeling is playing an increasingly important role due to the coupling
of fluid flow and tissue mechanics vital to many physical phenomena. Use of FSI models
for the assessment of medical devices as well as clinical evaluation [102, 104, 128] is
becoming increasingly common. In silico testing of devices using FSI models can help
to expedite and augment preproduction development as well as assist in understanding
the implications of an implant and its interaction in the human body. Moreover, in the
domain of diagnostics and therapy planning, patient-specific models of the cardiovascular
system [1, 132, 141, 143] are actively pursued, with the vision of eventually providing
clinicians with guidance on treatment.”?

A diseased heart may be affected from an asynchronous contraction of the tissue. This
can be caused, for example, by scarred tissue in infarct patients that alters the propagation
of electrical waves, and thus, affects the activation of the contraction of the heart, leading
to impaired cardiac output. A typical model of such a diseased heart may involve the
interaction of blood flow in the atria and ventricles of the human heart with heart valves,
the active and passive behavior of the surrounding tissue, the electophysiology (possibly
including chemical processes at the cellular level), as well as other relevant phenomena.
While many macroscopic quantities can be easily assessed through medical imaging tech-
niques, e.g., computed tomography (CT) or magnetic resonance imaging (MRI), in silico
models can fill the gaps when such data cannot be recorded, the effect of therapy needs to
be predicted (e.g., for cardiac resynchronization therapy planning) or if the imaging data
lack spatiotemporal resolution simply because the patient cannot stay in an MRI scanner
long enough.

Depending on the level of complexity and detail of the in silico model, the computa-
tional cost may be enormous. Processes and phenomena need to be resolved accurately in
space and time. Oftentimes, models of phenomena in the human body show a naturally
occuring time-periodic behavior. That is, processes or states occur repeatedly with a given
period length 7. In general, to reach such a periodic steady-state for an in silico model,
multiple such periods or cycles need to be simulated, which increases the computational
cost. Thus, the time-to-solution scales with the number of simulated cycles. In this work,
parallel-in-time (PinT) integration is assessed as a means to reduce the time-to-solution,
and new ways to compute a periodic steady-state more efficiently are introduced.

In the following sections, the concepts of numerical solvers and parallelization tech-
niques are explained in more detail to develop an intuition for the multigrid-reduction-in-

'Paragraph from [64].



2 Chapter 1: Introduction

time (MGRIT) algorithm. MGRIT, which is introduced in Chapter 3, will be the main
focus of this work to develop a framework that enables the acceleration of numerical
simulations of FSI models and cardiac flow problems.

1.2 Solvers

In many cases, numerical models (such as those described in Section 1.1) result in the
task of solving a system of linear equations,

Au =b, (1.1)

with solution w and right-hand-side b. Depending on the properties of the system matrix
A, the choice of an optimal solution strategy may vary. A broad classification of solution
methods is given as direct and iterative methods. Direct methods solve (1.1) exactly (up
to rounding errors), whereas iterative methods compute successively improved approxi-
mations wu; (iteration index i) up to a given tolerance. For example, as a convergence
criterion one may require that the ¢2-norm of the residual at iteration 7,

is less than a given tolerance,
|lr:]l2 < tol  for some i, (1.3)

where the /?-norm is defined as,

lrilla = [> e, (1.4)

k

and [r;]; refers to the k™ component of the residual at iteration i.

In the following, examples for direct and iterative solvers are discussed? to develop an
intuition for the key differences and to set the stage for the discussion of parallelization
techniques in Section 1.3, and in particular for the multigrid-reduction-in-time algorithm
as the main focus of this work. To simplify the discussion, consider:

11 Q12 -+ Q1IN U by
Gg1 G2 AN Us ba

A= . , S eRVY u=| | eRY, b=|_|eR"Y (15
an1 an2 -+ QNN un by

with NV € Z*. Further, assume that,
aij#() for i,je{l,Q,...,N}, (16)

and that A has full rank, is symmetric, i.e. A = AT, and positive-definite.

2 All solvers discussed in Section 1.2 were implemented in Python [151] for demonstration purposes [58].



1.2 Solvers 3

Definition 1 (Positive-definiteness). A real matrix A € RV*N with N € Z7 is called
positive-definite [81], if

2TAz >0, (1.7)
for all nonzero z € RV.

We further use the notion of time complexity and computational complexity [11, 88|
interchangeably, as defined in the following.

Definition 2 (Time complexity). Consider an input of size N, fixed constants ¢,d > 0
and let f(N) be the time required by a given algorithm. Then, the time complezity of
the algorithm is defined as f(N) = O(g(N)), that is,

0< f(N)<cg(N) VN >d. (1.8)

In Definition 2, g(N) describes the growth of the number of elementary operations in
the algorithm. For example, O(1) refers to constant complexity, O(N) refers to linear
complexity, O(N?) refers to quadratic complexity, etc. A similar definition can be made
for the memory complezity of an algorithm.

1.2.1 Direct solvers
Direct methods solve Equation (1.1) exactly. For example, they find the solution u as,
u=A""'b, (1.9)

where A is the inverse of A. Forming the inverse explicitly and computing the matrix-
vector product A~'b, however, is computationally expensive.

1.2.1.1 Gaussian elimination

An alternative to forming A~" explicitly is Gaussian elimination [3, pp. 508-515], which
is the textbook algorithm for computing the solution w of (1.1). Through linear combi-
nations of the rows of A and manipulation of the right-hand-side b, the following steps
are performed:

1. Compute upper-diagonal form A with new right-hand-side b
2. Compute diagonal form of A with new right-hand-side b
3. Compute solution u = b/ diag(A) (element-wise)

Gaussian elimination has a time complexity of O(N?), which is not optimal [140].

1.2.2 Ilterative solvers

In general, direct solvers are computationally expensive. One typical remedy is the use
of iterative solvers, that can often be much faster at the expense of solution accuracy.
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1.2.2.1 Jacobi method

The Jacobi method [3, 79, 119] is a typical fixed-point method in the class of iterative
methods and is based on the decomposition,

A=D+R, (1.10)

where D = diag(A) is the diagonal of A, and R is the remainder. Thus, rewriting
Equation (1.1) yields,

Au=(D+R)u="b. (1.11)

The Jacobi method now selects an initial guess ug of the solution and defines a fixed-
point iteration by the following recurrence,

w;=—-D'Ru; ,+D'b, foricZ", (1.12)
with iteration matrix,

G=-D'R. (1.13)
A more general fixed-point iteration is given by,

u; = [(1-w)—-wD 'Rlu;y+wD™'b, forieZ", (1.14)

and referred to as weighted Jacobi method, with the identity operator I and the iteration
matrix,

G(w)=[1-w)I-wD'R], (1.15)

with a weigthing factor w that can improve convergence if selected carefully.

An important question is if the iteration (1.14) converges (that is, u; — u for i — 00)
and how quickly it yields an approximation with sufficient accuracy. To this end, consider
the error at iteration i,

e, =u—u,. (1.16)
If the iteration converges, then the solution w satisfies the fixed-point iteration [119],
u = G(w)u+wD'b, (1.17)
and we can write,
ei=u—u=Gw) (u—u_1)=...= G (u—1uy) = G'eg (1.18)

As shown in [119], the iteration (1.14) converges for any initial guess o and right-hand-
side b (and thus, e; — 0 for i — o00) if the spectral radius of G(w) is less than unity,
ie. p(G(w)) < 1. In fact, this basic observation provides key ingredients for developing
convergence theory in later parts of this work (see Chapter 4).

Since it is typically difficult or impossible to precicely measure the error in practical
applications, other measures of convergence have to be defined. It is, for example, possible
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to measure the residual, and stopping criteria for iterative methods are often based on a
residual tolerance, see Equation (1.3). For the approximation of the solution of the linear
system of equations in (1.1) at iteration ¢, the relationship between error e; and residual
T; is surprisingly simple,

Au=A(u;+¢€)=0> & Ae, =b— Au; = r;. (1.19)

To illustrate the notion of convergence further, consider the symmetric positive-
definite (SPD) matrix A and right-hand-side b with dimension N = 500 and coefficients
a;;,b; € (0,1) for all ¢,5. Further, consider the weighted Jacobi method with weights
w = 1 and w = 0.807, and corresponding spectral radii p(G(w = 1)) = 0.498 and
p(G(w = 0.807)) = 0.209. Using (1.18) and (1.19), the residual reduction of the weighted
Jacobi method can be predicted,

Irill = [AG' A" roll2 < (|G lsllroll = p (G) [Iol2
& rille/llroll: < p(G)' (1.20)

and similarly for the error reduction,

ledll = IG eoll2 < |Gl lleollz = p (G)' [leoll
& leillz/lleoll2 < p(G) (1.21)

Equation (1.20) and Equation (1.21) give upper bounds on the residual and error reduc-
tion of the weighted Jacobi method. Figure 1.1 highlights that the bound (1.20) is indeed
sharp, i.e. observed residual reduction does not noticeably differ from the predicted upper
bound. As such, the development of convergence theory for numerical algorithms is desir-
able, and has the potential to help understand an algorithm’s strengths and weaknesses.

Lastly, it is noted that the complexity of the (weighted) Jacobi method is O(N?).

10° — Jacobi method, w = 1.0 h
— Jacobi method, w = 0.807

Conjugate gradient method

1076

1732

10—12 T B LT T T -

Iteration 7

Figure 1.1: Observed convergence for the Jacobi (solid, red), weighted Jacobi (solid, blue) and
conjugate gradient (solid, green) method for an SPD matriz A. The predicted
residual reduction for each method is shown in dashed lines.
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1.2.2.2 Conjugate gradient method

In the previous section, it was observed that the convergence speed of the weighted Jacobi
method depends on the weight w. The conjugate gradient (CG) method is a particularly
fast method for solving (1.1) when A is real and SPD. It is motivated from minimizing,

1
593TA:1: ~b'x for € RY, (1.22)
which is equivalent to solving (1.1), see [3, Section 8.9]. The CG method follows a similar
idea as the method of steepest descent, however, instead of finding the minimum along the
direction of steepest descent (i.e. in the direction of the gradient of (1.22)) it selects search
directions that are A-orthogonal to each other. This yields a method that is guaranteed

to converge in NN iterations. Pseudo-code is provided in Algorithm 1.

Algorithm 1 Conjugate gradient method [3]

1: procedure CG

2: Set initial guess: uy =0

3 Set initial residual: 7o = b — Awug

4: Set initial search direction: p, = rg

5: Set 1 =10

6 while i < N do

7 Compute coefficient o; = r7r/(p! Ap,)

8 Compute approximation w;;; = u; + a,;p;
9 Compute residual r;1 1 = r; — a; Ap,

10: if ||ri1]| < tol then break

11: Compute coefficient §; = (v}, 7i11)/(rir;)
12: Compute search direction p,, | = 741 + 3ip;
13: Set i =i+ 1

Residual reduction of the CG method can be bounded (see [82-84]) by,
; i/2
7M1/ lIrollz < (k(A)YF=1)"7, (1.23)

where k(A) = ||A7}||2]|Al|2 is the condition number of A.

Applying the CG method to the system from Section 1.2.2.1 yields a much faster con-
verging method, see Figure 1.1. For example, the CG method converges in 7 iterations
compared to 44 and 20 for the weighted Jacobi method with weights w = 1 and w = 0.807,
respectively. On the other hand, the upper bound on residual reduction for the CG
method is less sharp than for the weighted Jacobi method. This emphasizes that conver-
gence theory can help understand the worst-case performance of an algorithm, however,
performance for practical applications may be (significantly) better. While one generally
wants to design a method that converges in less iterations, it is important to consider
that one also wants to minimize the per-iteration cost, and thus the wall clock time of the
algorithm.

1.2.3 Best solver for a particular application

The best solver for a particular application may not be a good or even applicable solver
for other applications. For example, the CG method (see Section 1.2.2.2) is a fast solver
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for systems of linear equations, when the matrix is real and SPD; however, if the matrix
is not symmetric or not positive-definite, the CG method does not converge. Important
considerations in the selection of a suitable solver are matrix properties, such as symmetry,
definiteness, condition number, sparsity, etc. These aspects may depend on the underlying
PDE, the discretization strategy, the parallelization technique, and others.

1.3 Parallelization techniques

For many applications, the solution of a given problem is found by solving a PDE that
is formulated over a given domain §2. This domain is discretized, e.g., using finite ele-
ments [160], to create a discrete representation Q" of the domain (see Figure 1.2) and to
solve the PDE at a finite number of (mesh) points. To find the solution of a given prob-
lem often requires the solution of a system of linear equations similar to Equation (1.1),
where the dimension of A corresponds to the number of degrees-of-freedom (DOFs), i.e.
the number of mesh points.

Domain 2 Mesh Q" Decomposition =

N

:kﬁ

X1 1 /$7

Figure 1.2: Parallelization using mesh partitioning: A given domain § is triangulated to create
a discrete representation of the domain (or mesh) Q" which is further decomposed
into discrete subdomains. Each of the subdomains of the decomposition = can be
handled on a (separate) processor and communication (red arrows) between points
at the interface (circles) is employed to enforce contraints, e.g., continuity of the
solution. Schematic inspired from [15, Figure 2.14).

L 2
,

—

The wall clock time of an algorithm to solve (1.1) scales with the number of DOFs, see
Section 1.2. There are a number of ways to reduce the wall clock time. For example:

1. Hardware: Reducing the wall clock time can be achieved by employing faster
hardware to execute more operations per second. While this was a viable path until
the mid-2000’s, clock rates have become stagnant (see Figure 1.3) in recent years.

2. Algorithm: As discussed in Section 1.2, selecting a different solution strategy can
yield better performance and shorter time-to-solution.

3. Parallelism: Around the time when clock rates stagnated, processing units with
multiple logical cores have become available (see Figure 1.3). Two major categories
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of solution strategies to exploit parallelism for time-dependent PDEs were estab-
lished:

a)

Spatial component: One of the most common parallelization techniques is the
spatial domain decomposition (DD) method. The key idea is to divide the spa-
tial domain into subdomains, distribute tasks for each subdomain over paral-
lel processors and communicate information between neighboring subdomains.
See Figure 1.2 and Section 1.3.1.

Temporal component: The classical approach for solving time-dependent PDEs
is to solve a spatial problem at a number of discrete time steps sequentially,
based on an initial state. This approach is referred to as time-stepping. In
general, the solution at each time step is dependent on the solution at the
previous step. Methods that explore parallelism in the temporal component
are, e.g., Parareal [97], multigrid-reduction-in-time [35], parallel implicit time-
integrator [22, 33|, and others [39]. In the context of Section 1.2, sequential
time-stepping can be interpreted as a direct solver, whereas time-parallel meth-
ods usually fall into the category of iterative solvers. See Section 1.3.2.

A m v
—‘ ¢ * . ‘ GO0 M CUNND HIINONN ¢ ¢ —

L aatd Transistors in thousands

s, 44 ?A.‘ _| Single-thread performance
it a0 @t ™ | (SpecINT x 10°)

'C"-:“ “.*l.ﬂ.q o B Frequency in MHz

) Typical power in Watt
IERA I AL ypieal p
v * .
A X ": PR Number of logical cores
. ‘ ¢ ]

A

A [

<n

*
(X X2 ]

1970
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Figure 1.3: 42 years of microprocessor trend data: The single-thread performance and processor

frequency have plateaued, while the growth of the number of transistors still follows
Moore’s law. In contrast, the availability of multiple logical cores per processing unit
has caused a paradigm shift in computing towards more parallelism in recent years.
Data for years 1970 — 2010 collected by M. Horowitz, F. Labonte, O. Shacham, K.
Olukotun, L. Hammond, and C. Batten. Data for years 2010 — 2017 collected by
K. Rupp. See [118].

1.3.1 Spatial domain decomposition method

A natural way to reduce the wall clock time is to find a decomposition = of the discrete do-
main Q" (see Figure 1.2), and thus, to distribute the computational cost of solving (1.1)
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over a large number of parallel processors. In general, the solution over each subdo-
main depends on the solution of its neighbors and communication at the interface (see
Figure 1.2) is required to enforce constraints, such as continuity of the solution at the
interface.

In the context of solving (1.1), the decomposition in Figure 1.2 can be illustrated as
follows:

Arr Arb Arg Aro Ark u, br
Ay Ay Abg Ay, Ay uy by
Ay Agy Ay Age Age| |uy| = |by] . (1.24)
Aor Aob Aog Aoo Ark U, bo
A Apy Arg Are Asr| |wg by

The diagonal blocks in Equation (1.24) correspond to DOFs in each of the subdomains
of the decomposition in Figure 1.2 and the offdiagonal blocks are coupling blocks that
correspond to shared DOFs at the interface. Note, for example, that the gray subdo-
main in Figure 1.2 is decoupled from the red subdomain and vice-versa, i.e. Ay, = 0
and A,r = 0. This is an important observation because this means that there will be no
communication between processors that compute the solution on the gray and red subdo-
mains. In practical cases, the surface-to-volume ratio for each subdomain is an intuitive
measure for the relative dominance of tasks that correspond to communication (surface)
and computation (volume), and the amount of parallelism that can be exploited. For
example, less communication means that the offdiagonal blocks in (1.24) are sparse.

In practical applications, finding a good decomposition of the spatial domain is often
formulated as finding a partitioning of a nodal and / or dual graph, see Figure 1.4. The
goal is to distribute the computational cost of each subproblem equally over the number
of available processors (intuitively: same dimension of diagonal blocks in Equation (1.24))
while reducing the amount of communication required (intuitively: increasing the sparsity
of the offdiagonal blocks in Equation (1.24)). The partitioning of the nodal or dual graph
can be finetuned by introducing nodal, edge or element weights. A popular library to
solve graph partitioning problems is, e.g., ParMETIS [85].

Depending on the dimension of A, the amount of parallelism that can be exploited
through mesh partitioning may be limited. Typically, there is an optimum number of
processors at which the wall clock time is minimized and the achieved speedup is maxi-
mized. The speedup is defined as,

Wall clock time with 1 processor

Speedup = (1.25)

Wall clock time with p processors
If more than the optimum number of processors is used, however, the time-to-solution
may be constant (or even grow) due to aspects like an increase in communication.

For example, consider solving a transient isotropic diffusion equation for 10 time steps
(using backward Euler) on the unit square with a uniform finite element discretization (lin-
ear quadrilateral elements). Figure 1.5 illustrates how the use of more parallel processors
initially yields a larger speedup. But, eventually, the observed speedup reaches a plateau.
While more parallelism can be used for larger spatial problems (e.g., in Figure 1.5, the
observed speedup is larger for larger numbers of DOFs), it may still be significantly less
parallelism than the available hardware would enable. For example, as of June 14, 2019
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Mesh Q" Nodal graph Dual graph

Figure 1.4: To partition a mesh, nodal or dual graphs are constructed. The vertices of a nodal
graph are comprised of the nodes of the mesh and the edges correspond to edges
of the mesh. The vertices of a dual graph represent mesh elements and its edges
represent the connection between neighboring elements.

the Cray XC40 (Hazel Hen) system at the University of Stuttgart had a total number
of 185088 processors. In most practical applications, time-dependent PDEs need to be
solved at hundreds to thousands (or more) time steps, and thus, parallelization techniques
to exploit parallelism in the temporal domain need to be employed to enable a further
reduction of the time-to-solution.

16 \ —
— 4225 DOFs
— 16641 DOFs el
]| — 66049 DOFs /x" i
— 263169 DOFs JPtaas
=2 --- Ideal speedup 4,/"
g .-
A .-
21 /,/" |
1 == ! ! !
1 2 4 8 16

Number of processors

Figure 1.5: Observed speedup for solving a 2D isotropic diffusion equation using spatial paral-
lelism, depending on the number of spatial DOFs.
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1.3.2 Time parallelism

To solve a time-dependent ODE or PDE over Ny time-steps, sequential time-stepping
takes exactly Ny steps and is, thus, considered optimal. Time-stepping, however, is an in-
herently sequential process since the solution at each time step depends on the solution at
the previous step. Intuitively, with this dependency between time steps, time integration
may seem impossible to parallelize.

On the other hand, spatial DOFs that arise from the discretization of time-dependent
PDEs depend on their (spatial) neighbors as well, e.g., through spatial gradient operators.
While this dependency is generally present with respect to all spatial directions, time-
stepping has a one-sided dependency.® With this analogy, however, one may appreciate
that such dependencies do not necessarily prohibit parallel computations.

In fact, parallelization techniques that are applied to the temporal component of time-
dependent ODEs were first introduced more than a half century ago [108]. The advent
of massively parallel computing hardware has sparked a large number of new develop-
ments and applications over the last decade, see Figure 1.6. Nowadays, many different
approaches exist and can be categorized according to the review article by Gander [39]:

e Shooting-type time-parallel methods

e Domain decomposition methods in space-time
e Multigrid methods in space-time

e Direct solvers in space-time

Each of these categories is composed of many different methods and variants of these
methods; for example, “waveform relaxation [99, 152|, space-time multigrid [74], par-
allel implicit time-integrator [22, 33, 34], revisionist integral deferred correction [21],
spectral deferred correction [28, 56, 136], Parareal [97] and multigrid-reduction-in-
time [30, 35]” [68], to name a few.? These methods have been developed for various
application areas and with varying degree of intrusiveness, ease of implementation, level
of parallelism, and potential for speedup.

In this work, the multigrid-reduction-in-time algorithm is considered for the following
reasons:

e Reuse of application codes:

MGRIT is a nonintrusive PinT method that wraps existing simulation codes.
Application code developers can maintain a single code base for legacy behavior
and MGRIT-enabled time-parallelism.

e Introduction of parallel-in-time integration:

Additional parallelism in time is introduced through MGRIT wrappers to fur-
ther reduce the time-to-solution. In particular, the user may switch between
space-parallelism, time-parallelism and space-time parallelism at runtime. This
offers great flexibility depending on the given application and the available /
employed hardware.

3Note, that forward and backward dependencies may also exist, e.g., when solving adjoint problems [51].
4Note, that this list is not exhaustive and more references can be found in [39].
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Figure 1.6: Number of publications in the field of parallel-in-time integration methods and al-
gorithms since 1964. Data from the community website parallel-in-time. org
(accessed: September 4, 2019).

e Optimal parallel scaling property:

Multigrid has the desirable property of “optimal algorithmic scaling for both
parallel communication and number of operations” [111].

e Availability of open-source implementation:

The availability of XBraid [158] as an open-source implementation of the
MGRIT algorithm simplifies the task of introducing time-parallelism in ap-
plication codes, such as OpenCMISS [13, 112] and CHeart [18, 94]. It further
provides a platform for developing extensions or variants of MGRIT and mak-
ing these available to the community.

1.4 Thesis outline

This Ph.D. Thesis is organized as follows: In Chapter 2, a novel class of analytic solutions
is introduced that aims to address the core need for method verification and spatiotem-
poral convergence analysis in the field of linear and nonlinear FSI research. A subset of
these analytic solutions (transient linear FST in two dimensions, transient nonlinear FST in
three dimensions) is later employed to assess the convergence and performance of MGRIT
and a novel time-periodic MGRIT variant.

In Chapter 3, the MGRIT algorithm is introduced and an extension for time-periodic
problems is presented. Chapter 4 reviews an existing two-level convergence analysis frame-
work and discusses its strenghts and limitations. This motivates an extension to the true
multilevel case, which is subsequently derived.
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Chapter 5 assesses MGRIT performance for PDEs that are typically part of coupled FSI
models in the cardiac field: first as single-physics problems (diffusion equation, wave equa-
tion, solid mechanics, fluid dynamics) and then as multiphysics problems (fluid-structure
interaction with diffusion model to capture fluid domain motion). In Chapter 6, the novel
time-periodic MGRIT algorithm is applied to a coupled left ventricle / left atrium flow
model based on a patient-specific geometry from computed tomography (CT) data.

A summary of this Ph.D. Thesis is given in Chapter 7 along with a discussion of possible
future extensions.

1.5 List of publications
Accepted manuscripts:

o FExperiment for validation of fluid-structure interaction models and algorithms [64]

e Validation of a non-conforming monolithic fluid-structure interaction method using
phase-contrast MRI [67]

e 3D Fluid-Structure Interaction Experiment and Benchmark Results [63]
e Enabling Detailed, Biophysics-Based Skeletal Muscle Models on HPC' Systems [14]

e Convergence of the multigrid reduction in time algorithm for the linear elasticity
equations [66]

o Multilevel convergence analysis of multigrid-reduction-in-time [68]

e A Class of Analytic Solutions for Verification and Convergence Analysis of Linear
and Nonlinear Fluid-Structure Interaction Algorithms [59]

In preparation:

e Non-invasive estimation of relative pressure for intracardiac flows using virtual
work-energy [101]

e Tight two-level convergence of Linear Parareal and MGRIT: Extensions and Impli-
cations in Practice [134]

o Multigrid-reduction-in-time: Estimating F-cycle convergence analytically [60]
o Time-periodic multigrid-reduction-in-time for a stenosed valve problem [61]

o Time-periodic steady-state solution of fluid-structure interaction and cardiac flow
problems through multigrid-reduction-in-time [62]

e Solving the multidomain equations with multigrid-reduction-in-time [65]






2 A Class of Analytic Solutions for
Verification and Convergence
Analysis of Linear and Nonlinear
Fluid-Structure Interaction
Algorithms!

2.1 Introduction

Within computational engineering, examples of fluid-structure interaction (FSI) are per-
vasive and represent an increasingly important set of problems. Addressing the disparate
requirements of different FSI applications, the scientific community has responded by
generating a broad range of numerical methods. From now classic arbitrary Lagrangian-
Eulerian (ALE) boundary fitted approaches [26, 70, 77|, to space-time ALE variational
multiscale [142, 144, 145], unified continuum methods [72, 80], immersed boundary meth-
ods [105, 113, 114], fictitious domain methods [46, 47], immersed structural potential
methods [44, 45], and overlapping domain methods [5, 20, 75, 137, 138, 154]| Trailing
this methodological development enabling complex simulations was a boom in applica-
tions, further pushing the numerical envelope to accommodate bigger problems with more
physical models that emulate the complex fluid-structure dynamics of real-world systems.

Part and parcel to the development of FSI techniques, which often involve bespoke or
in-house codes, comes the consistent need for verification and validation. Extending the
tradition of documented numerical results established in fluid mechanics (e.g., lid-driven
cavity [87, 123, 124]), FSI verification problems have been developed in both two and three
dimensions [6, 43, 107, 147, 153] (a more exhaustive list can be found in [64], Table 1),
often involving elastic structures immersed in a steady or periodic flow. These methods
have been extensively used to compare results [57, 148] across codes and provide a measure
of numerical consistency. Similarly, experiments have been proposed [10, 23, 48, 49, 67, 78|
that provide experimental data for validation.

While these approaches provide important mechanisms for observing numerical per-
formance and fidelity, the above benchmark problems and experiments typically present
challenges for assessing the accuracy and convergence of FSI methods and implementa-
tions. Given the complexity of FSI solutions, spatiotemporal convergence analysis presents
a critical, yet difficult, aspect of FSI method verification. The method of manufactured
solutions [117, 120, 139], whereby a compatible solution is selected and appropriate forcing
terms are prescribed, provides a potential avenue for addressing these needs. However, im-

! This chapter was submitted as [59]
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plementation of forcing terms can be complex, code specific, and prone to spatiotemporal
errors introduced through their numerical inclusion. An alternative is to provide analytic
solutions, as are used in other fields, for spatiotemporal convergence analysis [29]. In this
case, the fluid and solid state variables are known to satisfy the FSI problem, enabling
comprehensive numerical assessment extending to the limits of machine precision. While
promising, in theory, the availability of analytic solutions for FSI remain severely limited
due, in part, to the complexity of the system.

In this work, we aim to address this core need for method verification and spatiotempo-
ral convergence analysis by introducing a novel class of analytic solutions for FSI. Building
from Womersley’s solution for pulsatile fluid flow [155], we introduce analytic solutions
that characterize fluid flow and solid motion in shear. To enable incremental testing, solu-
tions are derived for two (channel) and three dimensions (tube) for transient and steady
fluids and solids. Additionally, we introduce analytic solutions for both linear elastic
and nonlinear hyperelastic (neo-Hookean) solid models. In total, 16 analytic solutions
are presented, exhibiting a range of solution complexity in both space and time. Code
implementing these solutions is provided (see Section 2.6.5), enabling comparisons with
numerical results and evaluation of FSI solutions for different parameter combinations.
Derived solutions are subsequently used to examine spatiotemporal convergence and accu-
racy of our previously published FSI method and implementation [94, 110], demonstrating
the efficacy of these analytic solutions for providing meaningful analysis.

In what follows, we begin by outlining the general FSI boundary value problem in both
two and three dimensions and deriving their analytic solutions (Section 2.2). Details of
the previously published FSI method [110] are briefly reviewed (Section 2.3) along with
details of the spatiotemporal convergence analysis protocol (Section 2.4). In Section 2.5,
results illustrating the behavior of the analytic solutions for two specific cases (transient
two-dimensional fluid / linear solid, transient three-dimensional fluid / nonlinear solid) are
demonstrated, accompanied by convergence results showing expected numerical behavior
with spatiotemporal refinement. These results are discussed in-depth in Section 2.6,
followed by concluding remarks in Section 2.7.

2.2 Methodology

2.2.1 Derivations

In the interest of condensing the material presented in this chapter, we first derive the lin-
ear case in two dimensions before extending it to the nonlinear case. In three dimensions,
we take the opposite approach and start from the nonlinear form before we simplify it
to derive the analytic solution for the linear case. Each category is divided to include all
possible permutations of quasi-static and transient behaviors. In the following, we derive
a general solution for the fluid and solid problems separately. Subsequently, depending
on the combination of temporal behaviors, we derive a unique FSI solution which satisfies
the kinematic and traction coupling conditions.
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Physical and numerical parameters

Material properties

pf Fluid density
[ Fluid viscosity
Ps Solid density
s Solid stiffness
Discretization
0t Time step size
050y, 02 Spatial step size
Domain dimensions and forces
H; Fluid domain height
H, Fluid-solid domain height
L Domain length
T Temporal cycle length
P Pressure over domain length
Derived constants
ky Vesiw/uy
ks wy/ps/ s
a ekt 4 g=kpHi
8 prky (5 —emhrth)
gl Jo.s/ Y05
Jo.s Jo(—ksH,)
Yy s Yo(—ksHo)
0.f Jo(ik¢H;)
Jif kg Ji(ikyH;)
Jo.s Jo(—ksH;)
Jis iksJ1(—ksH;)
Yo's Yo(—ksH;)
Yy, iksY1(—ksH;)
Ag Jo,s = VYo
A Sl = Y7,
20 Yoo/ Yo s
V1 Vi /Y0
& sin(ksH;) + cot(ksH,) cos(ksH;)
& cot(ksH,) sin(ksH;) — cos(ksH;)
(1 csc(ksH,) cos(ksHj)
(o 1 — sin(ksH;) csc(ksH,)

Table 2.1: Material parameters and constants.
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2.2.1.1 Two space dimensions - linear case

We begin the series of derivations with the simplest case presented in this work: the
interaction between a pulsatile-flowing liquid in a two dimensional channel and a linear
elastic solid, on the top and bottom, which undergoes shear deformation, see Figure 2.1.
One of the aims of this section is to help the reader get familiarized with the notation,
main assumptions and steps taken throughout the derivation, all of which are reused
and adapted in the more complex cases. For simplicity, we assume that the physics are
symmetrical with respect to the axis running along the middle of the channel, allowing
us to limit the problem domain to one of the halves. In the reference space, the solid and
fluid domains are represented by two quadrilaterals, Q(} and QY. which are separated by
an interface I'*. Their length, the width of the channel and the width of the domain are
denoted by L, H; and H,. The top boundary represents the outer wall of the solid and is
denoted by T, while the bottom one corresponds to the axis of symmetry of the channel
and we refer to it as T'}. The left and right boundaries are the inlet (I'; and I'}) and the
outlet (I'Y and I'?).
The FSI problem takes the following general form:

provy —V-0o;=0 in Qy, (2.1)
V.v;=0 in Qy, (2.2)

[vi], =0 on I;UT?UTY, (2.3)

(of-myp) e, = [tsls on F§ ur?, (2.4)
Ovy/0y =0 on T, (2.5)

vs(-,0) = v} in Q(0), (2.6)

psOpus —V-0,=0 in Q,, (2.7)
V-, =0 in €, (2.8)

u,(,t) =0 on TV, (2.9)

[us), =0 on T/ UT?, (2.10)

(s ny) - e, = [ts]s on IuT?, (2.11)
uy(+,0) = u? in Q,(0), (2.12)

v,(+,0) = v’ in Q,(0), (2.13)

o ny+0o,-n;=0 on I'*, (2.14)
vy —v, =0 on I, (2.15)

with the Cauchy stress tensor for the fluid and solid defined as:
o= prVor+ Vva] —prl and oy = ps[Vu, + Viu,) — p.I,

respectively. Naturally, individual transient and quasi-static cases may be obtained by
nullifying or assigning strictly positive values to the two density parameters, p; and ps.
The solid stiffness and fluid viscosity are denoted by ps and py. For now we will assume
that the initial value fields (i.e. v}, u) and v?), and the inlet and outlet surface tractions,
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(i.e. t; and t,) are given. As we shall see, knowing what these fields are is not prerequisite
to the derivation of the analytical solutions. Here, they are presented in anticipation of
the weak form of the problem used in the numerical results section. Also, note that the
domains at time zero do not necessarily coincide with reference ones (e.g., when u? # 0,

0,(0) # 9.

FW
FI QO PO
S 1—\>\ S
H()
r Q?C re |4,
YA
G
ry
L

Figure 2.1: Fluid and solid reference domains, Q?f and QY, in two dimensions with respective
boundaries at the inlet (ch and T'L), the outlet (F? and T'9) and the wall (FI}V

and TV ). The common interface boundary is denoted as T*. Further, the domain
length is given as L, the fluid domain height as H; and the fluid / solid domain
height as H,.

In a similar fashion to the classical pulsatile channel flow problem, our strategy is
based on the assumptions that the fluid velocity and solid displacement are constant in
the z-direction. Hence, the solid displacement and fluid velocity take the form:

v =vs(y,t)e, and us = uy(y,t)e,.

To obtain a general form of the fluid solution, we first rewrite the momentum balance
equation in (2.1) in component form and apply our knowledge of the flow behavior:

5pf 82’1)]0

0=— %—Zf. (2.17)

From (2.17), we see that py is constant in y. Furthermore, applying 0(-)/0x to (2.16)
yields:
82
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Thus, py is a constant or linear function in z. We then suppose the velocity and pressure
are periodic and separable, where the pulsatile behavior is defined by a single harmonic
frequency, w, i.e.:

vi(y,t) = R{v;(y)e™'} and ps(x,t) = R{P(L — x)e™"}, (2.18)

where Py € C and vy : [0, H;] — C denote the fluid pressure over the domain length L
and velocity amplitudes, respectively. The first momentum balance equation reduces to:

iwprf = Pf + /LfV/;. (2.19)

In this case, the general solution takes the form:

P
vi(y) = —#92+C2y+017 (ps=0),
sl (2.20)

1P
vi(y) = —pf—i + 1€ 4 cpe FY (py > 0).

where kf = \/ipsw/ps (see Table 2.1 for a list of short-form constants). Note that the
integration constants are reused here to simplify notation and they are not related to
each other. Furthermore, based on the smoothness condition in Equation (2.6), which
is equivalent to V’f = 0, we can also conclude that ¢; = 0 (quasi-static case) or c; = ¢;
(transient case).

Moving on to the solid component of the problem, the corresponding momentum bal-
ance equation can be rewritten to incorporate our assumptions:

Ops 0%ug
= — —_— 2.21
psattus ax + IU“S ay2 ) ( )
Ips
=— . 2.22
0=-7 (222)

Assuming periodicity, separability and the same period length for both fluid and solid,
we write:

ua(y ) = R (p)e™} and  py(w, ) = RIP(L — 2)e'}, (2.23)
where P; € C and uy : [R;, Rg] — C are the amplitudes of the solid solution. Here, we
skipped the derivation of p; as it is analogous to that of p;. Consequently, Equation (2.21)
reduces to:

—pwu, = P, + pgu’.

resulting in the general solution for solid displacement:

us(y) = =5y + ey + (ps = 0),
ng (2.24)
u(y) = - ;2 + cgsin(kyy) + cqcos(ksy), (ps > 0),
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where ks = /psw?/us. The last unknown integration constants (i.e. ¢, ¢3 and ¢4) can

only be identified by ensuring that the coupling conditions are satisfied. In the following

we identify their closed form depending on the different temporal behavior combinations.
Quasi-static fluid and quasi-static solid (p; = p; = 0)

We begin the coupling process by expanding the traction balance boundary condition

in (2.14):

an aus
ff —— — [bs =0, (2.25)
dy y=H; Ay y=H;

Based on Equation ((2.26)) it can easily be shown that Py = P; = P. Note that, as we
will see, this result is independent of the quasi-static/transient property of the FSI prob-
lem. Furthermore, substituting Equation (2.20) and Equation (2.24) into Equation (2.25),
we can see that:

PH,;

—PHZ — Usg (— + Cg> =0 = C3 = 0. (227)

S

Considering the fixed wall constraint on the solid (i.e. us(H,) = 0), we can use Equa-
tion (2.24) to show that:

_ P
Cyp = 2[us .

(2.28)

Finally, by expanding the kinematic constraint in (2.15), we obtain the final unknown
constant:

PH? P
e = —+ +iw—o H? - H?). (2.29)
2y 2/t

Quasi-static fluid and transient solid (p; = 0, ps > 0)
Based on our general formulations for the fluid velocity and solid displacement in (2.18),
(2.20), (2.23) and (2.24), the kinematic interface condition (2.15) reduces to:

PH? P

2:“]” PsW '

(2.30)

¢ — cgiwsin(ksH;) — cqiw cos(ksH;) =
A second equation relating the integration constants can be obtained from the condi-
tion (2.9) for fixed outer walls:

P
psw?

c3sin(ksH,) + ¢4 cos(ksH,) = (2.31)

The third and final equation can be obtained through the expansion of the shear com-
ponent of the traction balance equation (2.14), e.g.,

Cgus]{?s COS(k’SHi) — 04,U/sks Sin(l{szZ'> = —PHZ (232)
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Finally, ¢1, ¢35 and ¢4 can be determined by solving the system of equations formed
by (2.30), (2.31) and (2.32). Provided there is a unique solution, the three constants can
be written as the following closed-form expressions:

PH? P w 1P

= —"— PH,; tan|ks(H, — H; ks(H, — H;)|, 2.33

4= S e TP anks( ) 2 seelksl )] (2.33)
1 H;

c3 = [pst sin(ksH;) — ok cos(ksHo)} Pseclks(H, — H;)], (2.34)

H; .

cq = [ sin(ksH,) + —— cos(ksHi)l P seclks(H, — H;)]. (2.35)

HsRs PsW

This approach of finding the closed form of the constants by solving a system of equa-
tions is repeated throughout the paper. Consequently, it should be noted that the exis-
tence of unique solutions is conditioned by the non-singularity of the system matrix. As
we will see, identifying the appropriate set of parameters which lead to a singular matrix
is not a trivial problem and, as a consequence, we will only perform this analysis for this
specific case, which is more tractable. Here, it can be shown that for a set of problem
parameters with finite values, the determinant of the system is null when:

cos [ks(H, — H;)] = 0.
Rearranging this, we find a series of resonance frequencies for which this is true:

Cn+ D7 [ps
= —, 7. 2.36
w 2R — R\ . orn € (2.36)

Transient fluid and quasi-static solid (p; > 0, p; = 0)
As in the previous problem permutation, the constants (i.e. ¢, ¢ and ¢4) can be identified
by solving the system of equations derived from (2.14), (2.9) and (2.15):

w P jwP H?
(ekai + eikai) 1 — iwH;c3 — iwey = W Wr , (2.37)
PrwW 2/~Ls
PH?
H, = = 2.38
c3+ ¢y m (2.38)
ks (eka" - e’kai) ¢, — psc3 = —PH,. (2.39)

The resulting closed-form expressions for the three constants are:

vl + SP(H) — HP) — iwP(H, — H;)H;
= 2.40
“ aps +iw(H, — H;)B ( )

iP iwP
o [pf—w + 4 (G = H?)} B+ PHa o)
° aps + iw(H, — H;)B '

PH2 |:iP ‘f‘%(Hg—HE)]ﬁ‘FPHZOé
— o _q :

prw

2L ¢ aps +iw(H, — H;) 8

Cq

(2.42)

where o = efrfli 4 e=krHi gnd b= Mfkf (ekai _ e_kai)_
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Transient fluid and transient solid (ps, ps > 0)
In the transient fluid / transient solid case, the three equations obtained from the expan-
sion of (2.14), (2.9) and (2.15) are:

P P
(" 4 e 1) ) — dwsin(k,H;)es — iw cos(ksH;)ca ( + - ) =0, (2.43)

P Psw
prky (eka" — e_"’in) ¢1 — psks cos(ksHy)cs + psks sin(ksHi)ey = 0, (2.44)
P
in(ksH, ksH,)cy — =0. 2.45
sin( )cs + cos( )Cy e (2.45)
The resulting closed-form expressions are:
psks cos [ks(H; — H,)] (l.p];w + ;—1:) — iwusk‘sp—wz
_ . : 2.4
T T ksacos (ks (H, — H,)] + iwBsin [ks(H; — Hy)]’ (246)
B cos(ksH,) (L + i) — [iwB cos(ksH;) + apsks sin(k H;)] -2
3 = e A P (2.47)
—psksacos [ks(H; — H,)] + iwfsin [ks(H; — H,)] ’
cy = i sec(ksH,) — tan(ksH,)cs. (2.48)
ro
0]
Ly
rd

! L !

Figure 2.2: Fluid and solid reference domains in three dimensions: The fluid reference domain
00 is shown in red for x,y > 0, the solid reference domain QY is shown in blue
for y > 0, and the the common interface boundary is indicated in opaque gray.
The respective boundaries are denoted as Fgc and T'L at the inlet, F? and TQ at the
outlet, and TW and T at the wall. Furthermore, the domain length is given as
L, the fluid domain radius as H; and the fluid / solid domain radius as H,.

2.2.1.2 Three space dimensions - nonlinear case

In the three-dimensional setting, the channel is replaced with a tube. Similar to the
previous case, we now consider the interaction between the pulsatile flow and the hypere-
lastic wall which undergoes a shearing deformation along the flow direction. The domains
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of the two media in the reference configuration are shown in Figure 2.2, where we used
an analogous notation for domains, boundaries and interfaces as in the case of the two-
dimensional FSI problem. Similarly, H; and H, now denote the inner and outer radii of
the tube. For ease, we use a cylindrical coordinate system defined by radial (r), angular
(0) and axial (z) positions.

The FSI problem takes the following general form:

POy + psvs - Vavs +Vy -0 =0 in Qy, (2.49)
Vae-v;=0 in Qy, (2.50)

vl =0 on I'; UTY, for k € {r,0}, (2.51)

(of-ny)-e, = [ty], on ch ure, (2.52)
vs(-,0) = v} in Q(0), (2.53)

psOptus —Vx - Py =0 in Q,(0) x [0,77, (2.54)
J—1=0 in Q,(0) x [0, 77, (2.55)

uy(-,t) =0 on 'V, (2.56)

[ug), =0 on T1UT?, for k € {r, 0} (2.57)
(Py-N,)-e,=t, on IuT?, (2.58)
uy(-,0) = u? in 4(0), (2.59)

v,(+,0) = v° in €,(0), (2.60)
oc;-ny+P,-N;=0 on I, (2.61)
v;—v,=0 on I, (2.62)

where the fluid Cauchy stress tensor is the same as in the linear case. For the solid, the
first Piola-Kirchhoff stress tensor is defined as:
F:F

_ Ms T -T
PS_J2/3 {F—TF }—pSF .

The domains at time zero, €,(0) and ©/(0), do not necessarily coincide with the reference
domains, Q2 and Q‘}, e.g., when u? # 0. For now, we will consider u?, v, ¢; and &, to
be known, since their definitions are not used to arrive to the analytical solutions.

Similar to the 2D problem in Section 2.2.1.1, our derivation is based on the assumption
that the flow and deformation field are axisymmetric and axially invariant, i.e. vy =
ve(r,t)e, and us = uy(r,t)e,. A first consequence of these is that the advective term
in Equation (2.49) is always null. Secondly, we can keep using p; as a switch between
the quasi-static and transient modes. Thirdly, we can use the same coordinate vectors
(i.e. e, ey and e,), to refer to both the reference and current configurations. The same
notation simplification is also valid for r and 6. Conversely, we use Z and z to distinguish
the axial coordinates in the reference and deformed configuration.

In order to derive the general analytical solution for the fluid, we first observe that:

_ Ovg(n, 1)

Vm’l)f = Ter & €,.
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Based on this, we can expand the fluid momentum equation (2.49) into its three vector
components:

5Pf 1 Opy k0 aUf pr| = _
iR A L S ol G e el ol Rl (2.63)

From the radial and circumferential directions of the equation, we can conclude that py
is constant in the plane perpendicular to the flow direction. Taking the partial derivative
in the axial direction, we obtain that 9%*p;/0z* = 0. Thus, p; is either a constant or
a linear function in z, as observed in the 2D linear case. If we assume the velocity and
pressure fields are periodic (with a single harmonic frequency) and that they are separable,
we arrive at the following forms:

vy = R{vy(r)e™},
pr=R{P(L - 2)e™ty,

where vy : [0,H;] — C and Py € C are the velocity and pressure over domain length
amplitudes.

Returning to the axial component of (2.63) and simplifying the complex exponential
term, we obtain the following ODE:

10 an P
rar( ar ) K+ - =0,

which, depending on the value of p;, is satisfied by the following general solutions:

(2.64)

2

vi=———+a +eh(r), (ps = 0),
Apy
(2.65)

P
Vi = sz + 1 Jo(ikyr) 4 e2Yo(ikyr), (ps > 0).

Here, Jy and Y| denote the first and second kind Bessel functions of order 0. Finally,
we can remark that c; = 0 in order to prevent a singularity at r = 0.

Moving on to the solid, we begin by defining the deformation tensor as F' = I + 8“5 ce.®
e.. Thus, we can write the first Piola-Kirchhoff into its vector components:

aus 1 aus 2 Ds aus
P = s 2— r z) — | 5 I — z r
a [ arsym(e we:) (3{87“] +,us>( 8r6®e)
Substituting this into (2.54), we can expand the momentum balance equation as:
0 du, 1’ N N Ous Ops o _ lapse
“or or ] ) T o o | v ae

s O Ou Ops B
+ |ir or (7” or > - Oz - psattus:| €, = 0. (267)

(2.66)

Applying the axial partial derivative to the e,-component, we obtain that 9p,/92% = 0.
From this we conclude that p, is either a constant or linear with respect to z. Furthermore,
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by applying the axial derivative to the e,~component, we find that 9%*p,/0rdz = 0, i.e.
Ops/0z is radially constant. Based on these results, we can integrate the radial component
to obtain the following formula for the pressure:

Oug 2
or |

s
Ps = C[(t) + (Z + US)C[[(t) — ? |:

(2.68)

Similar to the 2D linear case, we assume that the solid displacement and the ¢;; constant
are separable periodic (with a single harmonic frequency):

us = R{u,e™'} and c¢;; = R{cze™'}

with v, : [H;, H,] = C and ¢3 € C. Consequently, we can simplify the temporal complex
exponentials in Equation (2.67), which yields:

1d [ dug 9
- A 2.
rdr ( dr) ks 0 (2.69)

For the transient case, i.e. ps > 0 and kg # 0, we can recognize this as a nonhomogeneous
Bessel’'s ODE, with the order of the Bessel function equal to 0. Hence, the general solid
displacement solutions are:

C3T2 + 1 ( ) + ( 0)
uS = C n T C ) s =
At : ° g
Us = % + C4J0(—k387‘) + 053/0(_]{757")’ (ps > 0)

Furthermore, by including the fixed wall boundary condition, i.e. us(H,) = 0, we arrive
at the following simplified forms:

U = c (r* — H?) 4+ ¢4 In (L> , (ps =0)
4[1,5 Ho
o Yo(—hur) (2.70)
us = e {1 — Tss} + ¢y [Jo(—ksr) — YYo(—=ksr)], (ps > 0).

The remaining unknown constants (i.e. ¢, ¢3, ¢4 and ¢;) can only be identified by
verifying that the kinematic and traction balance boundary conditions are satisfied. In
the following, we look at the different transient / quasi-static permutations and derive for
each of them the appropriate closed formulations for the set of constants.

Quasi-static fluid and quasi-static solid (p; = ps = 0)

For the fluid and solid problems to be coupled, the traction balance and kinematic condi-
tions in Equation (2.61) and Equation (2.62), respectively, need to hold. The former can
now be expanded as follows:

s 8us 2
[% (37“) ‘ +pa(Hiy 2 1) —pp(2,1) | €

T:Hi -

al)f

Ou,
12 E -

I s "oy

+ e. =0, (2.71)

r=H;
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for all z € [0,L] and t € [0,7]. Based on the solid and pressure formulations in (2.64)
and (2.68), the radial component can be further reduced to:

cr(t) + [Z + ug(Hy, t)]cse™t — P(L — Z)e™" = 0. (2.72)

From this, we can deduce that ¢z = —P and ¢;(t) = [L+us(H;, t)]R{Pe™'}, two results
which are valid for all transient / quasi-static permutation. Consequently, (2.68) can be
expanded using (2.70) in quasi-static form to yield the following pressure formula:

ps(r,Z,t) = [L — Z +us(H;, t) — us(r,t)] R{Pe™'} — % [W}

= [L —Z+R {046“”5 In (E) } +R {4P (r* — H?)em}} R{Pet}
r L

iwt iwt 2
s cye Pre
-5 {éR{ 47« - H . (2.73)

In the case of the shear component of the traction balance coupling condition, we obtain:

2MS /1/82,1113 Hi—’

_,LLS

which is equivalent to ¢, = 0. Using the kinematic coupling condition, we identify the
last integration constant:

PH?  P(H?- H?)
= + ww .

(&1
Apig A

(2.74)

Transient fluid and quasi-static solid (p; > 0, p, = 0)
Similar to the previous example, the two integration constants can be found by solving
the system of two equations formed by the shear components of the traction balance and
the kinematic coupling conditions:

i,ufJif /vLs/Hz C1 _ PHz/Q
Jogiwin (Ho/Hy) | | ex | T [ iwP(H2 = H)/(4n,) — P/(ugk3) |

where Jg ; = Jo(ikyH;) and J;i ; = kyJi(iksH;). The resulting closed-formulation of the
two constants are:
pWHIIN(H/Ho)[2 + w(H, — H})/4 + ips/ (usk})
prwH; In(H;/Hy)Jf ¢ — psdg ’
_P#sjg,inﬂ + NfWJif(Rg — R})/4+ iMst,f/kJ%
HfHsW ln(Hi/HO)Jif - ,Uz‘]g,f/Hi

(2.75)

(2.76)

ClL = —1

Cqy =

(2.77)

The general pressure solution in Equation (2.73) continues to apply in this case as well
(with ¢3 = —P), provided one uses the definition of ¢, found in (2.77) rather than ¢, = 0.
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Quasi-static fluid and transient solid (p; =0, p; > 0)
The closed-formulation for the ¢4 constant is obtained by rearranging the kinematic con-
dition in (2.62):

VY, + iHk2Yy,

2.
2TV A (278)

Cy = —

where J5, = Jo(—ksH;), Ji, = ik, Ji(=kH;), Y5, = Yo(=kH;), Y, = ik, Y1(—k.H;),
Ao = J5s — Yo, and Ay = Jf o — Y. Using this result and expanding the axial
component of the traction balance coupling condition in (2.54), we can also derive the
closed-formulation of the last constant:

PH? iwP 20Yy, — Hik3Yy, A

1 - —P : = 2.79

dpuy fsk?

C1 =

where v, = Y /Y{, and k € {0,1}.

To find the solution for the solid pressure, we expand the more general result in
Equation (2.68) using the results of Equation (2.72) and the corollaries, ¢c3 = —P and
d(t) = [L+us(H;, t)|R{Pe™'}, plus the transient version of the solid displacement formula
in Equation 2.70:

pulr, Z,8) = (L= Z -+ uy(Hi,t) = ug(r, D] R{Pe=1} - 22 {a“s“ ﬂ

or
T e
+ R{cs[Ag — Jo(—kgr) +7Yo(—ker)] e }R{ Pe™'}

, P Yi(—kyr) | 17
- % {?R {,usks KT’ST)BZM + caks(J1(—ksr) — vYI(—kJST))e“’t}} . (2.80)

Transient fluid and transient solid (py, ps > 0)
In this case, the system of equations resulting from the axial components of the traction
and kinematic coupling conditions can be written as:

Thelip S e —Pu /K (2.81)
—Jop  —wly Cy —iwP(1 — vy)/(sk?) +P/(/1’sk']20) . )

Solving the system gives the following closed forms:

- w)Aol/l w2 + psAq [(1 - VO);,MICP; + ufkfc] (2 82)
€ = frs Ty f A1 — dwpg JF Ao ’ |

Josviiz + sty [( — 1) ufk?] (2.83)
Cyp = — * ' '
/’LSJO,fAl - Zwlufjl,fAO

The analytical solution for the solid pressure retains the form presented in (2.80) with
c3 = —P, but using the version of ¢, in (2.83).
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2.2.1.3 Two space dimensions - nonlinear case

Again, we consider the nonlinear FSI problem discussed in Section 2.2.1.2 and defined by
Equations (2.49) -(2.62)), with the mention that the definition of the first Piola-Kirchhoff
stress tensor is now adjusted for the 2D problem:
p, =" [F— EF—T} — T FT. (2.84)

Jy 2

In line to Section 2.2.1.1, we adapt the boundary conditions to the 2D setting and
use the same general assumption with regards to the behaviour of the solution. Based
on these considerations, it can be shown that the advective term, vy - Vv, is null and
that, in effect, the fluid problem is identical to the one in the linear case. Thus, the
general solutions for the fluid pressure is given by Equations (2.18). Similarly, the general
quasi-static and transient fluid velocity solutions are given by Equations (2.18) and (2.20).

To find a general solution for the solid problem, we first observe that the deformation
gradient takes the form F = I 4+ dyus(ey ® ex), where u, is the z-component of the
deformation field. Thus, we can express the first Piola-Kirchhoff tensor in terms of wu,
and p, as follows:

P, = _%(8
,usaug 4 uzs (

2 Ous
P 1 5Y,

) el 5 (5 -

(2.85)

Using this result, we expand the momentum balance equation in (2.54) to obtain:

8ps 0%ug
aX sm - psattus Ex

lﬁpsaus Ops s O <8us)2

oX oy oYy 20y \ oy

By applying dx to this vector, we find that 9%*p,/0X? = 0 and 9*p,/(0X3Y) = 0.
Based on these results, we can integrate the e, component of (2.86) with respect to Y to
obtain the general solution for the pressure field:

ps =cr(t) +err(t)(X +us) — % (g?;) : (2.87)

Furthermore, assuming that u, = R{u,(Y)e™'}, u, : [H;, H) — C and c¢;;(t) =
R{cze™'}, the X-component of (2.86) can be simplified:

0%,
ILLS 8Y2

Given the fixed wall boundary condition us(H,) = 0, the general solutions of this ODE
take the form:
C3

2/LS

+ psw?uy — 3 = 0. (2.88)

(Y2_HS)+C4(Y_Ho)v (ps :0)>

Us =

[1 — sin(kY) csc(ks H,)] (2.89)

psw2
+ ¢4 [cos(ksY) — cot(ksH,) sin(ksY)], (ps > 0).
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The last four integration constants, namely ¢, ¢3 ¢4 and ¢y, can only be identified
by verifying that the coupling conditions are satisfied. In the following, we consider the
different permutations of quasi-static / transient behaviors and the resulting sets of closed
formulations for the constants.

Quasi-static fluid and quasi-static solid (py =0, p, = 0)

Let us first consider the expansion of the traction balance coupling condition in Equa-

tion (2.61):
vy s [ Oug 2
L” dy Y:m]ex+'[2 (ay>

Taking the axial component and replacing the pressure fields with the results in Equa-
tion (2.18) and Equation (2.87), we obtain:

_ ., Ous
Hs By

+ psly=n, — Dfly=m, | €, = 0.
Y=H;

y=H;

cr(t) + R{cze™} [x + us(Hi, t)] — R{P(L — x)e™'} = 0. (2.90)

From this, it can be shown that c3 = —P and ¢;(t) = R{P[L + us(H;,t)]e*'}. Similar
to the 3D nonlinear case, these results are valid for all quasi-static and transient permu-
tations due to the fact that the general structure of the pressure solutions is independent
from these factors. Thus, we can expand the general nonlinear solid pressure solution in
Equation (2.68) to obtain a quasi-static specific version:

ps(X, Y,t) = [L — X +us<Hi,t) _ us] %{Peiwt} _ s |:

Hs 3us2
2

oYy

= [L - X+ R { 2P (Y — H?)e™" + c4(H; — Y)ei“’tH R{Pe'}
Lis
) Py .17
- % {9‘3 {046“"t T e“”t}} . (2.91)

Furthermore, we can expand the axial component of the traction balance coupling
condition using Equation (2.20) and Equation (2.89), resulting in:

P P
——2H; | — ps | ———2H; =0 = =0. 2.92
uf( o ) 1 < o +C4> o (2.92)
Finally, using the kinematic coupling condition, it can be shown that:
PH? iwP
o = i+ Y ), (2.93)
iy 24

Transient fluid and quasi-static solid (pf > 0, p, = 0)
Similar to the preceding case, the x components of the traction and kinematic interface
conditions form a system of equations with two unknowns, ¢; and ¢4, which can written
as follows:

Bey — pscy = —PH;,
P iwP
acy +iw(H, — Hy)ey = =4
prw 2:“3

(H02 - Hz2>7
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where v and [ retain the definitions from Table 2.1. The resulting solutions are:

—iw(H, — H)HP + py |22 + 22 (H2 — H?) Yo
“a= iwB(H, — H;) + psx ’ (2.94)

QHP+ B2 4 22 (HE - 1?)|
Z'("-)5(1‘—{0 - Hl) + HsCx

(2.95)

Cy =

The general solution for the quasi-static solid pressure (with c¢3 = —P) given by Equa-
tion (2.91) applies in this case as well.

Quasi-static fluid and transient solid (p; =0, p, > 0)
Analogous to the transient fluid and quasi-static solid case, the system of equations takes
the form:

shksCG P
psks€ics = % + PH;,
Psw
PH? i(,P
¢+ wwéacy = - — G2 5
2/~Lf Psw

where for convenience we introduced a new set of parameters:

& = sin(ksH;) + cot(ksH,) cos(ksH;),
& = cot(ksH,) sin(ksH;) — cos(ksH;),
¢ = csc(ksH,) cos(ksH;),

o = 1 —sin(ksH;) csc(ksH,).

Solving this system of equations gives the following closed forms for the integration
constants:

PH2 G P sks P s 2PHZ
2up  psw pskspswéi
sks P s 2PH1
RS Lo (2.101)
Mskspsw 51

The general solution for the transient solid pressure is obtained by expanding the more
general form in Equation (2.87) using ¢ = —P and ¢;(t) = R{P[L + us(H;,t)]e“'} and
the general transient solid displacement formula in Equation (2.89):

2
Po(XY,t) = [L = X 4 uy(Hyt) — u R{Pe} - £ {%ﬂ

= [L - X+%R { p:; (1 —sin(ksY) esc(ks Hy) — C2) e“"tH R{Pe"}
— R {cafcos(ksY) — cot(ksH,) sin(ksY) + &]e™'} R{Pe'}

_ % [%{ Pk‘; cos(ksY) csc(ksHy)e™! — caks(sin(ksY) + cot(ksH,) cos(kSY))e"“’tH .
psw

This formula also applies to the transient fluid and transient solid case provided the
appropriate ¢4 formulation is used.
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Transient fluid and transient solid (py, ps > 0)
The equivalent system of equations corresponding to this case can be written as follows:

P
ﬁcl + ,usks£104 = C;: ’
P P
acy + iwéscy = RN (s ,
prw pPsw

and the resulting closed form solutions are:

iP WCpspr — sk (ps — Gpy)

. . , 2.102

! )OshWks ngQﬁ - aﬂsksgl ( )

o= P mwaGipps iBks(ps — Gopy) (2.103)
pshWks ZW€26 - O‘ﬂsksgl

2.2.1.4 Three space dimensions - linear case

In this section, we approach the derivation of the FSI problem described in Equations (2.1)
- (2.15), but in 3D and using the assumptions about the solution behaviour which were
described in Section 2.2.1.2, the 3D nonlinear case. In terms of deriving the general
analytical solutions, it should be noted that in the 3D nonlinear case, we showed that
advection term is constantly zero as a consequence of our assumptions. Consequently, the
solutions described in Equations (2.64) and (2.65) which define the general solution for
the pressure, quasi-static velocity and transient velocity, respectively, are still applicable
in this context.

We begin the derivation of the solid solution, by observing that the the displacement
gradient takes the form Vu, = aaff e,®e, . Thus, the Cauchy stress tensor can be written
as:

o, = psus (e, ®e, +e, ®e,)—pl.

This can now be used to expand the solid momentum balance equation in (2.7) into
the the three cylindrical coordinates:
a2us s aus aps

s 10ps n B
or " rog "’ Hs or? r Or 0z

The radial and angular components show that the pressure field is invariant in these
directions. Furthermore, by taking the axial derivative of the e, component, it can be
shown that 9?ps/02* = 0. Based on these three observations and also taking note of
our previous assumptions (i.e. spatial and temporal components are separable, the field is
temporally periodic and described by a single harmonic), we can write the general solid
pressure solution as:

ps = R{P,(L — 2)e™'}, (2.105)

— psattus) e, = 0. (2104)

where P; € C is the reference pressure over the length of the domain. Substituting
this into the axial component of the momentum balance and also using the fact that
us = R{use™'}, we find the following nonhomogeneous PDE for the displacement:

Pug g Oug

Hs or? + r or

+ pswzus = _Ps> (2106)



2.2 Methodology 33

which is identical to Equation (2.69), with the only difference that in that equation the
nonhomogenous term, i.e. —P;, was unknown. Consequently, the two versions of the
displacement function, quasi-static and transient, that resulted in the previous section,
also apply in this case:

P,
Uy = —(H? = 7?) + ¢c3ln (L) , (ps =0),
Apts H, (2.107)
P, Yo(—ksr) '
Ug = _psw2 |:1 — TTZS:| +c3 [JO(_]{:ST) - ,YYE](_]{.S,F)} ) (ps > 0)

The last two integration constants (i.e. ¢; and c3) are found by verifying that the
coupling conditions are satisfied. In the following, we derive the closed form of these
constants, while taking into account all four quasi-static / transient permutations.

Quasi-static fluid and quasi-static solid (p; = ps = 0)

First, let us expand the traction balance interface condition into its three components:

Oug
* or

ov
(_pf +ps) e, + (Mf or -

e.=0. (2.108)
y=H;

Using the radial component, it is trivial to show that P = P; = P,; a result which
applies to all quasi-static and transient permutations. In the case of the axial component,
incorporating the results of Equations (2.65) and 2.107 yields:

PH; PH;  pscs

i T c3 (2.109)
Finally, we expand the kinematic condition to obtain:
PH? P(H? — H?
< + cl> — iw—( ¥ ;) =0, (2.110)
Afiy 4yis

which can be rearranged into the closed form of the last integration constant:

2 2 2
o = D 1 i P = D) (2.111)
Apuy 4t
Transient fluid and quasi-static solid (p; > 0, p, = 0)
Similar to the previous case, the last two constants, ¢; and c3, can be identified by
solving the system formed by the axial components of the traction balance and kinematic

interface conditions:

e J HsC3 PH’L
—1 cp— — =—
,U/f 1,41 Hz 2
H; wP P
Jy | = H? — H?) — :
0.£€1 — iwln (Ho) 3 1, (H, i) ,uka%
The resulting closed forms are:
4 H; \ PH; | iwP P
_1W1D<E>_+_(H2_Hi2)_wuk—§m .
C1 = « * Ws ) ( . )
—wpsdi hl( ) +Josm
T 55+ T “f”P(H2 HE) + Ji i

—wpsdi In(4: L)+ Jo
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Quasi-static fluid and transient solid (p; =0, p; > 0)
Rewriting the e, component of the traction balance coupling condition using the general
solutions for fluid velocity (2.65) and solid displacement (2.107), yields:

_PHz |:,PU1

1
psw?

When rearranged, we obtain the closed form of the c3 constant:

P Hz iVl
= — — . 2.115
“ ZAl (2/15 pswz) ( )

Finally, we expand the kinematic condition, which can be written as:

PH? N . { a )
- Cl — W | — — 1
gy

psuﬂ + A()C3:| =0. (2116)

Based on this, we find the closed form of the last unknown integration constant:

PH? 1-— A H;
cp = L —ZWP |: ZO +’L—0 ( —1 VIQ):| . (2117)
Ay PswW A \ 2 PswW

Transient fluid and transient solid (py, p; > 0)
Finally, we treat the case where both solid and fluid have transient behaviours. As in
the transient fluid / quasi-static solid case, ¢; and c3 can be found by solving the system
given by the e,-components of the traction and kinematic interface conditions:

. . T &
—WfJLfCl +ipsArey = =iy ,uwz,
iP P
gy Cl—iWA()Cg:<VO—1)———.
! PsW ka?f

The resulting closed form solutions are:

PswW

— Dokl — (1= o) A E + T (2.118)

cl =

Y

—pp i jwBho —ipsJy fAq

: * sP x P - 1% P
Zyljo,f_55w2 — [Lf(l — VO)‘]l,fps_w + Z’]Lfg

3 = (2.119)

—pp T jwlo —ipsJy A

2.3 Numerical fluid-structure interaction implementation

As a first use of the benchmark and as guide to future applications and results reporting,
we also carried out a validation test of our finite element implementation [67, 94]. This
section presents a brief review of the structure of the weak form and discretization scheme
employed to solve different model permutations (presented later in Section 2.4).
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2.3.1 Finite element weak form

The fluid-structure coupling strategy used in this work is based on the technique described
in [63, 67, 110]. In this approach, a Lagrange multiplier variable, A = t; = —t,, is
introduced such that it weakly enforces both the kinematic and dynamic constraints,
resulting in an FSI system which is solved monolithically. This strategy allows us to
choose the domain discretization and polynomial interpolation schemes which are more
appropriate for the representation of either fluid and solid solutions. In the following, we
outline how this applies to our case.

The general discrete weak form including the FSI coupling conditions can be written
as follows: Find s" := (v?,v?,)\”,p?,pg") € St = Vi xuUl x My x WJ’} x Wh such
that for every d := (wy, ws, q,,4f,¢s) € Sg = Vg X ng X Mg X W}‘ x Wh:

n n—1
Uy — Uy

R(Sn>3n_17d) ::/ Pr T

n

fih

—I—/n 0% Vawys +qrVy - vy dQ

+ O (U? — f);ﬁ) Vv | - wy dQ

n __ pyn—1
Q0 AP

(1= 6u) [pssA—ns +o": Vxw, + ¢V - v?} )
t

s,h s,7h
—1—/ A" (wy —wg) +qy - (V] — %) dQ=0, (2.120)
Rn

where the 9,; term acts as a switch between the linear and nonlinear cases. The current
displacement is defined as u” = u?~! + A" with the length of the current time step A7.
Further, % and t7 are the discrete representations of the analytic solutions of the surface
tractions acting on the inflow and outflow surfaces of the fluid and solid, respectively.

In the nonlinear cases, where the ALE term is active, the weak form is expanded to
include the fluid displacement problem, which takes the form: Find v € W such that

for every z € W

~n ~n—1 f)? o @?71 AT
Ry(0}, 0%, 2) i= . Oni T-z—q)VX'vf :Vxz| dQ=0. (2.121)
b t

The newly introduced field, ©%, represents the artificial grid velocity and is used to
account for the motion of the domain in the ALE formulation. This deformation is
preferentially weighted in the axial direction by means of the diffusion field ® in order to
avoid radial variations.

The definitions of the function spaces are:

Sk(Q?,h) ={f: Q?,h —-RJ|fe CO(Q?,h)a f

n €Pi(r), V1. € T}, (2.122)
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which represent the general continuous k'-order piecewise polynomial spaces defined
on ),. Consequently, we can define:

d d d
V= [SQ(Q?,h)] ) u' = [52(927}1)] ) M= [SQ(F?JL)} )
W}l = Sl(Q?,h)a Wf = Sl(Qg,h)~
In the case of solid and fluid domain velocity, further restrictions are applied on their

respective spaces in order to incorporate the Dirichlet and homogeneous boundary condi-
tions:

Vi={veV"|v.=0onTy U}, (2.123)

L{g:{veuh|szﬂonFihUthandvzoonfyh, ( )

Wh ={veV"|v=uv;onT}}, (2.125)

Wi={veV"|v=00onT}}, (2.126)
and similarly for the Lagrange multiplier,

M ={AeM" | XL =t} on (I)NT},)U(THNT?,)}, (2.127)
Mi={xeM" | X =0o0n (I)NT},) U (CHNTT,)} (2.128)

Here, we used the L symbol to indicate more generally the components of v and A
which are perpendicular to the flow direction, such as €, in two dimensions, as well as e,
and e, in the three-dimensional case.

2.4 Numerical experiments

2.4.1 Numerical validation of analytic solutions

The 16 analytic solutions presented in Section 2.2.1 were validated numerically. In the
linear two dimensional case (Section 2.2.1.1), numerical differentiation was employed to
verify that the analytic solutions satisfy the (strong form) momentum and mass balance
(i.e. Equation (2.1) / (2.2) and Equation (2.7) / (2.8)), the boundary conditions, and
the dynamic and kinematic coupling constraints (i.e. Equation (2.14) / (2.15)). All other
analytic solutions were validated similarly.

2.4.2 Numerical experiments: Space-time discretization

In Section 2.5, transient and linear fluid / solid models are considered in two dimensions,
and transient and nonlinear fluid / solid models are considered in three dimensions. In
what follows, details about the space-time discretization of the computational domains
are discussed.

2.4.2.1 Linear FSI in two dimensions

For the linear FSI case in two dimensions, the channel length and width are set to L =
H; =1 and the wall thickness is set to H, — H; = 0.2, see Figure 2.1. The temporal cycle
length is selected as T' = 1.024 and the length of the time domain is set as 107
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The fluid and solid domains are discretized using quadrilateral elements with quadratic
(and linear) interpolation for the velocity / displacement (and pressure) variables and the
Lagrange multiplier domain is discretized using line elements with quadratic interpolation.
Three different spatial refinement levels are considered, and referred to as coarse, medium
and fine, see Table 2.2. The temporal domain is discretized using equidistant time points
and seven different time step sizes, such that we may consider temporal refinement for a
given spatial refinement level as well as three space-time refinement levels with d;/62 =
const.

2D 3D
Time step size 0 € {0.064,0.032,...,0.001} | §; € {0.04096,0.02048, . ..,0.00064}
Number of time steps Ny € {160, 320, ...,10240} Ny € {175,350,...,11200}
Spatial step size 0z, 0y € {0.1,0.05,0.025} 0z, 0y, 0, € {0.314,0.157,0.079}
Number of spatial DOFs | N, € {1288,4728,18088} N, € {32793, 245009, 1679243}

Table 2.2: The spatial and temporal step sizes, 0y,0y,6, and 6;, and numbers of spatial and
temporal degrees-of-freedom (DOFs), N, and N, for the numerical experiments.
For the 3D case, the spatial step size is the approximate step size at the fluid / solid
interface.

2.4.2.2 Nonlinear FSI in three dimensions

In the nonlinear FSI case in three dimensions, the fluid domain length and radius are set
to L =1 and H; = 0.7 and the wall thickness is set to H, — H; = 0.3, see Figure 2.2. To
reduce the computational cost, we only consider one quarter of the domain in numerical
experiments (i.e. for x,y > 0) and set the length of the time domain to 77 with cycle
length 7' = 1.024.

The fluid domain is discretized using tetrahedral elements (quadratic-linear interpola-
tion for velocity and pressure), the solid domain using hexahedral elements (quadratic-
linear interpolation for velocity / displacement and pressure) and the Lagrange multiplier
domain using triangle elements (quadratic interpolation).

Similar to the linear FSI case in two dimensions, three different refinement levels are
considered, see Figure 2.3. Since the analytic solution for the solid pressure variable (see
Equation (2.68)) is now a function of the displacement (in contrast to the linear case),
the mesh for the solid domain is more refined in the radial direction than in the axial and
circumferential directions.

The coarse solid mesh has 5 elements in the circumferential direction, 8 elements in the
radial direction and 8 elements in the axial direction. The coarse fluid mesh is selected,
such that four tetrahedral element faces conform with one hexahedral element face at the
interface boundary. Tetrahedral element sizes are approximately constant throughout the
fluid domain. The corresponding triangular mesh for the interface domain is embedded
in the interface boundary of the fluid mesh and each triangle element conforms with a
tetrahedral mesh face of the fluid mesh.

The medium and fine refinement levels are achieved by using a uniform refinement of
the solid domain and an approximately uniform refinement of the fluid domain. For all
refinement levels, we note that all solid, interface and fluid interface nodes (including
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Figure 2.3: Coarse, medium and fine mesh refinement levels for simulating the nonlinear tran-
sient FSI case in three dimensions.

midpoint nodes for quadratic elements) lay exactly on circles with radius H; around the
z-axis. We select time step sizes (see Table 2.2), such that we may consider temporal
refinement for a given spatial mesh, as well as three space-time refinement levels with
8¢/02 = const.

2.4.3 Numerical solution

The linear and nonlinear transient FSI cases are used to validate the CHeart [94] imple-
mentation of the FSI method detailed in Section 2.3.1. CHeart is based on the matrix
solver MUMPS [2]. A Newton-Raphson-Shimanskii solver [129] is employed to reduce
the computational cost by reusing the Jacobian matrix (and its inverse) as long as the
residual norm could be reduced by a factor of 3/4 [67].

Complex expression evaluators were implemented to set initial and boundary conditions,
according to the settings in Equation (2.1) - (2.15) and Equation 2.49 - (2.62), respectively.
We further evaluated the analytic FSI solutions in CHeart after each time step to compute
the space-time error on-the-fly.

2.4.4 Space-time norm

To measure the space-time error for a particular discrete variable f € R™" with n,
components and ny dimensions, we compute the error over one cycle,

1Ellg0 w2 = \/ | et aop (2.120)
t i

where Q9 (for i € {f,s,\}) denotes the discrete spatial domain that the variable f is
integrated over and {2, denotes the respective discrete time domain. In particular, €2, =
(Ttinat — T, Tfina] corresponds to the final simulated cycle. Here, we choose Tipq = 10T
and Tinq = 7T for the linear and nonlinear FSI cases, respectively. Further, the time
integral in Equation 2.129 is approximated as piecewise constant, whereas the spatial
integration is approximated using the corresponding test functions of f.
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2.5 Results

This section considers the transient fluid and transient linear solid model in two spatial
dimensions and the transient fluid and transient nonlinear solid model in three spatial
dimensions. In the following sections, we present the velocity, displacement and pres-
sure solutions for a parameter set that is suitable for space-time convergence analysis
(Section 2.5.1 and 2.5.2) and for a physiologically relevant parameter set (Section 2.5.3).
In Section 2.5.4, we demonstrate the use of the analytic solutions for validating a non-
conforming monolithic FSI method (see Section 2.3.1) that exhibits first-order convergence
in time.

2.5.1 Transient fluid and transient linear solid in 2D

To illustrate the linear FSI case in two spatial dimensions, we consider the following
material parameters: the fluid density and viscosity are selected as py = 1 and py = 0.01,
and the solid density and stiffness are chosen as p; = 1 and us = 0.1. We further set the
pressure amplitude as P = 1. Here, the Womersley number is,

W = HiyJwps/ iy = /21/(1.024 - 0.01) ~ 24.77, (2.130)

and the Reynolds number is,

0.44 -2

Re =2p;Villi/ny ~ =507

~ 88.32, (2.131)

with V; = max,, [vs(y,t)| ~ 0.4416.

Figure 2.4 illustrates the temporal variation of the velocity, displacement and pressure
solution profiles along the y-axis. It further highlights the temporal variation of the
fluid and solid pressure solutions at the inlet (z = 0), the midway point in the z-direction
(x = L/2) and the outlet (x = L). In the linear case, the fluid and solid pressure solution is
linear along the x-axis, continuous at the coupling boundary and constant along the y-axis.
Figure 2.4 further highlights that p;(z,t) = ps(x,t) = R{P(L—x)e™'} = P(L—x)cos(wt).

The velocity and displacement solutions are constant along the z-axis, but varying in
y. The fluid velocity solution resembles a typical Womersley profile over time and the
maximum fluid velocity occurs at the interface, where it matches the deformation rate of
the solid due to the kinematic coupling condition. The solid deformation rate at the wall
(i.e. at y = H,) is zero, similar to the displacement, as enforced by the Dirichlet boundary
condition. The maximum absolute displacement U is related to the maximum absolute
deformation rate V; by approximately U, ~ V,/(27).

2.5.2 Transient fluid and transient nonlinear solid in 3D

To illustrate the transient nonlinear FSI solution in three dimensions, the fluid density
and viscosity were selected as py = 2.1 and py = 0.03, and the solid density and stiffness
were chosen as ps = 1 and ps = 0.1. We further set the pressure amplitude as P = 1.
Compared to Section 2.5.1, the Womersley number, W = 14.51, and the Reynolds number,
Re ~ 8.036 (with V; = max,; |vs(r,t)| =~ 0.082) are smaller.
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Figure 2.4: The analytic solution for the transient linear FSI case in two dimensions with

density py = ps = 1, fluid viscosity py = 0.01, solid stiffness ps = 0.1 and cycle
length T' = 1.024: Fluid and solid velocity, vy (left) and vs (top left), and solid
displacement, us (top right), along the y-azis, and fluid / solid pressure, py and ps
(bottom), over time t at three positions along the x-axis.
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Figure 2.5:

The analytic solution for the transient nonlinear FSI case in three dimensions with
fluid and solid density py = 2.1 and ps = 1, fluid viscosity py = 0.03, solid stiffness
ps = 0.1 and cycle length T' = 1.024: Fluid and solid velocity, vy (left) and v, (top
left), and solid displacement, us (top right), along the y-axis. Further, fluid and
solid pressure, py and ps (bottom) over time t at three positions along the z-awis.
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Figure 2.5 illustrates the temporal variation of the velocity, displacement and pressure
profiles along the y-axis. Compared to the transient linear F'SI case in the previous section,
the peak solid deformation rate is of similar magnitude, however, the peak fluid velocity
is smaller. Furthermore, the peak values are now present in the interior of the fluid and
solid domains. While the fluid velocity gradient near the wall is smaller compared to the
linear FSI case, the solid deformation rate and displacement is varying along the y-axis
in a similar fashion.
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Figure 2.6: The analytic solution for the transient nonlinear FSI case in three dimensions with
fluid and solid density py = 2.1 and ps = 1, fluid viscosity py = 0.03, solid stiffness
ps = 0.1 and cycle length T = 1.024: The fluid and solid pressure, py and ps, over
time t at three positions along the z-azis: At the inlet for z = 0, the midway point
at z=L/2, and at the outlet z = L (top to bottom).

Figure 2.6 further highlights the temporal variation of the fluid and solid pressure
solutions at the inlet (z = 0), the midway point in the z-direction (z = L/2) and the
outlet (z = L). The fluid and solid pressure solutions are no longer continuous at the
interface, which becomes more clear towards the outlet, see Figure 2.6 (bottom) and
Figure 2.5 (bottom-right). The fact that the solid pressure solution is now a function of
[Ou,/0r]® (see Equation (2.68)) results in a higher temporal frequency toward the outlet
at z = L as compared to the inlet at z = 0, and in large pressure gradients in the radial
direction, see Figure 2.6.

Lastly, we emphasize that the response of the fluid and / or solid can be changed
significantly by modifying even just one parameter. As an exemplifying case, we modify
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the solid density and set ps = 5. This does not significantly affect the flow (fluid velocity
and pressure), however, changes the solid response, see Figure 2.7. Similar to the mode
shapes of an Euler-Bernoulli beam [7], the (transient) nonlinear solid model exhibits
deformation modes corresponding to the natural frequencies of the solid material.

1

—0.000 s
—0.156 s
---0.312 s
---0.469 s
---0.625 s
---0.781 s

0.7

—0.05 0.05

Figure 2.7: The solid displacement for the transient nonlinear FSI case in three dimensions
with fluid and solid density py = 2.1 and ps = 5, fluid viscosity puy = 0.03, solid
stiffness us = 0.1 and cycle length T = 1.024: By increasing the solid density
compared to Figure 2.5, the solid model exhibits higher-order deformation modes,
similar to the mode shapes of an Euler-Bernoulli beam.

2.5.3 Transient fluid and transient nonlinear solid in 3D:
Physiologically relevant parameters

While the parameter choices in Section 2.5.1 and Section 2.5.2 were motivated from the
viewpoint of space-time convergence analysis (see Section 2.5.4), one may select a more
physiologically relevant parameter set. For example, consider parameters that are similar
to those found in models of the ascending aorta (parameters taken from [5, 96, 116]), with
a fluid density and viscosity of p; = 1.03 g/em? and py = 0.03 g/(cm - s?), and a solid
density and stiffness of p, = 1.03 g/em? and s = 2-10° g/(cm-s?). The pressure amplitude
is selected as P = 583 to yield a maximum inflow velocity of V; ~ 100 ¢m/s. We further
modify the dimensions of the fluid and solid domains: the fluid domain radius is H; =
0.7 cm, the solid wall thickness is 0.223 ¢m and the fluid domain length is 5.53 ¢m. Here,
the Womersley number is typical for aortic blood flow, W = 10.16, resulting in the typical
Womersley flow profile (see Figure 2.8), while the Reynolds number is Re ~ 4813.40.

Due to the significantly increased stiffness, the deformation of the solid is small (see
Figure 2.8) and the deformation rate is several orders of magnitudes smaller than the
peak velocity of the fluid. This is in line with observations that the shear deformations
in the ascending aorta are much smaller compared to the radial deformations (which is
constrained here).

Although the deformation of the solid is small, it cannot be neglected because it affects
the pressure solution. For example, similar to the previous nonlinear FSI case in this
section, the fluid and solid pressure solution is discontinuous at the interface, see Figure 2.8
and Figure 2.9. This indicates that the presented analytic FSI solutions are suited for
benchmarking methods that are able to capture sucht discontinuities as well as methods
that assume continuity at the interface.
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Figure 2.8:

The analytic solution for the transient nonlinear FSI case in three dimensions with
fluid and solid density ps = ps = 1.03 g/em?, fluid viscosity ug = 0.03 g/(cm - s?),
solid stiffness us = 2 -10° g/(em - s?), pressure amplitude P = 583 and cycle
length T' = 1.024 s: Fluid and solid velocity, vy (left) and v (top left), and solid
displacement, us (top right), along the y-axis. Further, fluid and solid pressure, py
and ps (bottom) over time t at three positions along the z-axis.
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Figure 2.9: The analytic solution for the transient nonlinear FSI case in three dimensions with
fluid and solid density ps = ps = 1.03 g/cm?, fluid viscosity g = 0.03 g/(cm - %),
solid stiffness us = 2-10° g/(em-s%), pressure amplitude P = 583 and cycle length
T =1.024 s: The fluid and solid pressure, py and ps, over time t at three positions
along the z-axis: At the inlet, at the midway point and at the outlet (top to bottom).
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2.5.4 Numerical solution and space-time convergence

In this section, results for convergence tests for the FSI method detailed in Section 2.3.1
are presented. Figure 2.10 illustrates observed temporal convergence of the algorithm
applied to the linear FSI case for the fluid velocity, solid displacement and Lagrange
multiplier for three different spatial resolutions. For the coarse refinement level, error
reduction under temporal refinement is of first-order initially, then degrades as the limit
of spatial discretization accuracy is approached. Such a degradation is not observed for
the medium and fine spatial resolutions for all considered time step sizes. Furthermore,
temporal convergence under space-time refinement (with d;/02 = const) is of (optimal)
rate, with O(d;) and O(62) in the L?(2) norm.

Space-time convergence of the FSI algorithm for the nonlinear FSI case in three di-
mensions is illustrated in Figure 2.11. Here, observed temporal convergence for the fluid
velocity, solid displacement and solid pressure are presented for three different spatial
resolutions. Similar to error reduction for the linear FSI case, temporal convergence of
the non-conforming FSI algorithm is initially first-order for the coarse refinement level,
then degrades as discretization accuracy is approached. For the medium refinement level,
the error can be reduced further under temporal refinement. Error reduction in the fluid
velocity and solid pressure solution, however, still degrades, whereas the error in the solid
displacement can still be decreased. For the fine spatial resolution, the error in the fluid
velocity, solid displacement and solid pressure variable can be reduced with optimal first-
order rate for all considered time step sizes.? Similar to the case of two spatial dimensions,
temporal convergence under space-time refinement (with d;/02 = const) is of (optimal)
rate, with O(d;) and O(62) in the L*() norm.

We have further performed space-time convergence studies for all other cases (2D non-
linear, 3D linear) and permutations of transient / quasi-static behavior. Similar to the
cases presented here, optimal convergence rates were obtained under space-time refine-
ment (with constant d;/6¢ in d dimensions). Deteriorating convergence under temporal
refinement was only observed when discretization accuracy was reached.

2.6 Discussion

2.6.1 Class of analytic solutions for FSI

The class of analytic FSI solutions presented in Section 2.2 provides a rich and comprehen-
sive test bed for the validation of FSI implementations. It is comprised of permutations
of linear or nonlinear, and quasi-static or transient behavior in two and three dimensions.
Depending on the considered case, the velocity / displacement (pressure) solutions may
exhibit simplistic quadratic (linear) dependence in one spatial dimension or more com-
plex dependence on Bessel functions, with the pressure solution varying in multiple spatial
dimensions.

The analytic solutions are functions of the material and geometric parameters and as
such, the behavior and properties of the solutions can vary widely (even for the same

2The number of Newton iterations taken in the nonlinear solve of the combination largest time step size
/ finest spatial mesh increased significantly. To avoid excessive runtimes, this case was omitted in the
convergence study.
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Figure 2.10: Spatiotemporal convergence for the transient linear FSI case in two dimensions:
Temporal convergence of error for cycle 10 (i.e., Q, = [9T,10T1]) for fluid velocity
vy, solid displacement w, and Lagrange multiplier X (and corrsponding numerical
approximations U?, ul and A\") for coarse (red), medium (blue) and fine (green)
spatial resolutions. Square markers highlight optimal convergence of error for
5¢/62 = const (see Table). Dashed line illustrates optimal rate.

FSI solution; see Section 2.5.2 and 2.5.3). For example, the flow profile can be close to a
parabolic profile or resemble a typical Womersley profile; similarly, the Reynolds number
can be small or (by changing, e.g., material parameters) high. On the other hand, the solid
can exhibit small (e.g., as demonstrated in Section 2.5.3) or large nonlinear deformations.
It is even possible to select parameters to observe higher-order deformation modes (similar
to the Euler-Bernoulli mode shapes; see Figure 2.7) or to construct cases without unique
solution (resonance-frequency-type solutions; e.g., see Equation (2.36)). This property
of the analytic solutions accentuates one of the avenues to make the numerical solution
process more challenging.

A commonly used benchmark problem is that of flow in an elastic tube (e.g., [156]);
however, it is restricted to validating pulse wave propagation but not spatiotemporal
behavior of the solutions in the entire domain, which is possible with the class of analytic
FSI solutions. While the flow in the nonlinear FSI case is still Stokes-like (the advective
term in the Navier-Stokes equations drops out because of the assumption of no radial
motion), the stress response of the neo-Hooke solid material is nonlinear and does not
simplify. In fact, to my best knowledge, the possibility to validate a nonlinear solid model
in a fluid-structure interaction framework using an analytic solution is the first of its kind
and an important contribution. Furthermore, the pressure solution varies along the axial
direction and, in the nonlinear case, also in the radial direction. Thus, the analytic FSI
solution cannot be reduced to (or solved in) a lower-dimensional manifold in space.
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Figure 2.11: Spatiotemporal convergence for the transient nonlinear FSI case in three dimen-
sions: Temporal convergence of error for cycle 7 (i.e., Q; = [6T,7T]) for fluid
velocity vy, solid displacement u, and solid pressure ps (and corrsponding nu-
merical approximations v?, ul, and p") for coarse (red), medium (blue) and fine
(green) spatial resolutions. Square markers highlight optimal convergence of error
for 6,/63 = const (see Table). Dashed line illustrates optimal rate.

2.6.2 Analytic solutions utility for verification of FSI algorithms

The class of analytic FSI solutions presented here enable the testing of FSI implemen-
tations at various stages: Starting from the quasi-static linear case in two dimensions,
complexity can be added and the respective implementation validated step-by-step. For
example, transient behavior can be added in the fluid and / or solid models, respectively,
or the FSI domain changed from two dimensions to three dimensions. While the FSI
geometry is relatively simple compared to other benchmarks (e.g., [64, 147]), it does not
pose any challenges in setting up the computational model. In particular, the analytic
solutions are smooth and discretization errors stemming from discretizing the spatial do-
mains can be avoided (e.g., by selecting appropriate shape functions in finite element
discretizations).

Another key aspect is the possibility to change Neumann-type to Dirichlet-type bound-
ary conditions or vice-versa, complementing the validation of the implementation at the
equation level to a more infrastractural aspect. The validation of the coupling constraints
can further be isolated by first validating the fluid- and solid-only cases (e.g., by setting
Dirichlet boundary conditions at the coupling boundary) and then adding the coupling
constraint. Coupling approaches can vary widely [80, 91, 110] and affect numerical perfor-
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mance of an FSI implementation. Furthermore, some FSI methods assume continuity of
the pressure across the fluid / solid interface (e.g., the unified continuum method [72, 80]),
whereas other methods do not make such an assumption (e.g., the non-conforming mono-
lithic FST method assessed in Section 2.5.4). It is an open research question how such
assumptions influence the numerical solution.

A further (maybe not immediately obvious) benefit of analytic solutions is their useful-
ness for assessing numerical tricks such as implicit-explicit splits [91] and novel methods
or time integration algorithms, such as multigrid-reduction-in-time [30, 35] (MGRIT).
For example, combined with convergence theory [25, 68, 133], the class of analytic FSI
solutions can be an invaluable tool for understanding the performance of MGRIT for FSI
problems (see Section 5.5 and Section 5.6) and help to identify reasons of potentially
slow(er) convergence, as well as support the development of remedies thereof.

2.6.3 Analytic solutions utility for spatiotemporal convergence
analysis

The availability of analytic solutions further simplifies assessing the accuracy and conver-
gence of FSI methods and implementations. Even if neglecting the complex and code-
specific task of implementing forcing terms for the validation through manufactured FSI
solutions, spatiotemporal errors of such forcing terms (due to their numerical inclusion)
may affect the validation process. Analytic solutions make it easier to isolate potential
implementation errors (as described in Section 2.6.2), conduct stability analyses under
refinement (e.g., stability of an explicit method and identifying time step size limits) and
perform space-time convergence studies (which is difficult with numerical benchmarks,
such as [147]) as demonstrated in Section 2.5.4. For example, by conducting a thorough
convergence study, it can be shown that a given FSI method was not only implemented
correctly but that the theoretical best-case convergence rate can be achieved; for example,
the backward Euler time-discretization with quadratic / linear finite elements in space
(see Section 2.3.1), was shown to converge at the optimal first-order rate in time under
space-time refinement with d;/0> = const.

2.6.4 Study limitations

Although the derivation of the nonlinear FSI solutions was based on the incompressible
Navier-Stokes equations as a fluid model, the advective (nonlinear) term vanishes. Thus,
any potential nonlinearities in the behavior of the fluid in numerical experiments stem from
sources like approximating the spatial domains, entirely. In the linear case, the velocity
and displacement solutions are further constant in the axial component. While more
complicated and radially varying analytic solutions would be desirable, the assumption
of no radial motion (and thus, the restriction to shear deformations) was an essential
ingredient to enable the derivation of the class of analytic solutions presented in this
work.
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2.6.5 Open-source implementation

All analytic solutions were implemented® in the Matlab R2018a scripting language, to
avoid the need for implementing complex functions in existing simulation frameworks and
to assist with the validation process. For example, the code can be used to evaluate and
export the analytic solutions for a given FSI case to set appropriate initial and boundary
conditions in a computational model, as well as for the comparison with the numerical
solution. The material, temporal and geometric parameters can be user-defined and a
user-mesh can be imported to evaluate the analytic solutions at relevant coordinates.
We have further implemented functionality to visualize the analytic solutions similar to
Figure 2.5 and included movies of the animated solutions for all linear / nonlinear, 2D / 3D
and quasi-static / transient cases in the Supplementary Materials of [59] (for parameters
in Section 2.5.1 and Section 2.5.2).

2.7 Conclusion

In this chapter, a class of analytic FSI solutions was presented that provides a rich and
comprehensive test bed for the validation and convergence testing of linear and nonlinear
FSI implementations. It enables a step-by-step validation process (two to three dimen-
sions, linear to nonlinear, etc.) and further allows to isolate the testing of certain parts
of an FSI implementation, such as the coupling conditions. It is the first analytic FSI
solution that includes a nonlinear solid model. Along with a description and derivation of
the class of analytic FSI solutions, their usefulness for validating numerical FSI methods
was demonstrated and their value in spatiotemporal convergence testing was highlighted.
A subset of the analytic FSI solutions is further used in Section 5.5 and Section 5.6 to
measure error reduction of the multigrid-reduction-in-time algorithm.

3The code is available in the Supplementary Materials of [59] and as an open-source implementation. Bit-
bucket repository: https://bitbucket.org/hessenthaler/fsi-analytical-solutions-matlab.


https://bitbucket.org/hessenthaler/fsi-analytical-solutions-matlab

3 Multigrid-reduction-in-timel!

The multigrid-reduction-in-time (MGRIT) algorithm was first introduced in the works
of Friedhoff et al. and Falgout et al. [30, 35] and can be interpreted as an extension or
generalization of the two-grid Parareal algorithm [97].

It has been explored for various application areas, such as the numerical solution of
parabolic and hyperbolic partial differential equations (PDEs) [32, 35, 66, 76|, investiga-
tions of power systems [93, 127], solving adjoint and optimization problems [51, 52], and
neural network training [125].

3.1 Sequential time-stepping
First, consider the general form of a time-dependent PDE in one spatial dimension:
f(z,t;u,0u/0x, Ou/Ot, 0*u/dz?,...) =0 for (z,t) € Q x [0,T7. (3.1)

Discretizing Equation (3.1) in space and time, sequential time-stepping can be written
as,

u, =P (uy,u, 1) +g, forn=1,...,Ng—1, (3.2)

with solution w,, = u(t,) and forcing function g,, for Ny time points 0 =ty < t; < ... <
tn,—1 = T. Here, u,, g, € RY= with N, spatial degrees-of-freedom. Further, ® is referred
to as the time-stepping operator.

For linear problems, Equation (3.2) can be written as,

u, =Pu, 1+g, forn=1,...,Ny— 1. (3.3)

In this chapter, we assume a constant spatial discretization (e.g., no remeshing) and
equidistant time points ¢, = n-do forn =0, ..., Ny—1 with time step size 6o = T//(No—1),
such that ®,, = ®,. Then, Equation (3.3) can be written in matrix form,

1 U
—@0 1 U,
Aju = —®, I U | =g, (3.4)

-®, I | UNo—1 |

with space-time matrix Ay € RN=NoxNaNo and space-time solution vector u € RNeNo,

Sequential time-stepping can be identified as a block-forward solve of (3.4).

'Parts of this chapter were submitted as [68].

51
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3.2 Time grid hierarchy and F/C-splitting

MGRIT solves (3.4) iteratively and, similar to sequential time-stepping, is an O(Ny)
method; that is, the total number of (block) operations to solution is linear or near-linear
with the number of time steps (assuming MGRIT is applicable / convergent).

MGRIT introduces a multilevel hierarchy of n, time grids to achieve parallelism in the
temporal domain, employing a coarse-grid correction scheme based on multigrid reduction.
The fine grid (referred to as level ¢ = 0) is composed of all time points ¢, (for n =

0,...,Ng — 1) and the coarser grids (referred to as levels £ = 1,...,n, — 1) are derived
from a uniform coarsening of the fine grid, see Figure 3.1. The temporal coarsening factors
are denoted as my € N (for £ = 0,...,n, — 2),%2 such that the number of time points on
each grid level is given by,
Ng:M—I—l, ford=1,...,n,—1, (3.5)
Mye—1

with corresponding time step size §,. On each grid level ¢, time points are partitioned
into F-points and C-points, and the C-points on level ¢ compose all points on the next
coarser grid level ¢ + 1. Further, let ®, denote the time-stepping operator on level £.

to t1 ... tNg—1
—_—tt level 0
to o <5_0) \)'CI)O IN -1
I : : | | level 1

Figure 3.1: Two-grid hierarchy: time pointst,, fine- / coarse-grid step sizes &y and 61, temporal
coarsening factor mg = 4. On level 0, F-points are denoted in black and C-points
are denoted in red.

3.3 MGRIT operators

MGRIT approximates the exact coarse-grid time-stepping operator® on level ¢ by intro-
ducing,

(I)g%q)zrie{l, fort =1,...,np—1, (36)
and we write the space-time matrix on level /,
1

—®, I
Ay = ‘ o, T € RNeNexNale ford =1,...,np—1. (3.7)

2Note that m, = 1 for some or all £ is a valid choice, e.g., for a p-multigrid-like approach.
3Time-stepping on the coarse-grid is referred to as exact, if it yields the same solution as sequential
time-stepping on the fine-grid.
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MGRIT constructs coarse-grids from a Schur complement decomposition of (3.7), rela-
tive to the F/C-splitting from Figure 3.1 [25]. The Schur complement arises from certain
so-called ¢deal multigrid restriction and interpolation operators. Define ideal restriction
from level £ to £+ 1 (for £ =0,...,n, — 2) as,

1
ot e L B, T
Re=| ¢ L LBy
R PR VA |
with Ry, € RNeNew1xNaNe Define ideal interpolation from level £+1to ¢ (for £ = 0,... ,n,—
2) as,
- }
P,
<1>;”?—1
I
P = o, , (3.9)
@;”"f_l
L ]—

with P, € RNaNexNeNeww — Note that the interpolation operator is not defined as the
transpose of the restriction operator, since in general ®, # ®] (for example, see [66,
Equation (28)]), and thus, P, # R} .

Further, define an auxillary operator,

0 }
I
I
I
Sy = . , (3.10)
0 I
I
L 0]
with S, € RNeNexNe(Ne=News) for ¢ = 1, ... ny; — 2. The number of block columns in S,

corresponds to the total number of F-points on level ¢. If the operator Sy, is applied to
the right of A,, the result A,S, is composed of all block rows in Ay, and all block columns
in A, that correspond to F-points on level ¢ (zeroing out the respective C-point block
columns). Thus, S/ A,S, is composed of all block rows and block columns in A, that
correspond to F-points.
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Using the above definitions, it is straightforward to work out that the multigrid coarse-
grid operator, RyA, P, is then given by the Schur complement [25] of A, in Equation (3.7),

I
—or 1
RyA¢Py = Ry, APy = —o 1 : (3.11)

—ore ]

where restriction by injection is given by the operator,
I
Ry, = - : (3.12)
| 00 --- 01

for ¢ =1,...,n, — 2. Here, Ry, € RNeNex1xNalNt hag g similar block structure as Ry, but
with all blocks ®}* (for m = 1,...,my — 1) set to zero. Thus, Ry, restricts the C-points
from level ¢ to level £ + 1, omitting the respective F-points. The number of block rows
corresponds to the total number of C-points on level ¢, i.e. Ny 1. Also note that the
inverse of Ay is given analytically [25] by,

- ]
@, I
At=1| 2 o , (3.13)
: : I
et e ®, I
with Ae_l € RNaNexNalNe for =1, ... np— 1.

In a typical multigrid fashion, MGRIT uses a complementary relaxation process to re-
duce error that is not adequately reduced on coarser grids. Because MGRIT is a reduction-
based method, coarse-grid correction (should) eliminate error effectively at C-points, so
this is coupled with an F-relaxation scheme to eliminate error at F-points. F-relaxation
can be seen as a block Jacobi-like method, where in this case each block consists of a
set of contiguous F-points in the time domain (that is, F-relaxation updates all F-points
based on sequential time integration from the closest (previous) C-point). Algebraically,
this is equivalent to an application of the idempotent operator,

Fy= PRy, = I — Sy(S§ AeSe) ST (3.14)

When F-relaxation alone is insufficient, a stronger relaxation scheme can be used.
Further define,

T, = Rj,. (3.15)

Then, C-relaxation updates a C-point based on taking one time step from the previous
F-point (equivalent to block Jacobi applied to the C-point block rows of A;). Algebraically,
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this corresponds to an application of

C, - = [ — T,(TF AT)'TL A,, (3.16)

where the zero columns correspond to C-points. Using Equation (3.14) and Equation 3.16,
FCF-relaxation (subsequent F-, C- and F-relaxation steps) can be written as,

F,CyF, = Py(I — RyAP)Ry,. (3.17)

We further use the more general notation of rFCF-relaxation, which corresponds to
F-relaxation, followed by r CF-relaxation steps.

3.4 Algorithm

Now that we have the basic ingredients for MGRIT, we can describe a standard V-cycle
in the following pseudocode:

Algorithm 2 Pseudocode for MGRIT algorithm with V-cycles, adapted from [25].

1: repeat

2 Relax on A,u = g using rFCF-relaxation with ®,. > In parallel
3 Compute coarse-grid residual 72 = Ry(g — Asu).

4: Solve coarse grid correction problem A, e” = r® using ®,,;. > Apply recursively
5 Correct solution at fine-grid C-points with e®. > In parallel
6 Update the solution at the F-points with ®,. > In parallel
7: until norm of residual is small enough

It is clear from the pseudocode in Algorithm 2, that more work needs to be done
compared to sequential time-stepping; however, more work can be done in parallel, which
highlights MGRIT’s potential for parallel speedup.

Multilevel V-cycles are achieved by calling the algorithm recursively in Step 4. Further,
F-cycles can be achieved by performing (at least) one V-cycle as postrelaxation step at
each level [146].

3.5 The XBraid library

For the work presented in this Ph.D. Thesis, the open-source implementation XBraid [158]
was employed? and extended, e.g., to implement the time-periodic MGRIT variant de-
scribed in Section 3.6.

4XBraid Release v2.3.0
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To successfully link an existing simulation package with XBraid, the user has to imple-
ment a number of wrapper routines. The wrapper steers and calls the simulation code to
perform a number of basic tasks (e.g., norm computation, data I/O, etc.) and to perform
time integration. Time integration routines in the simulation tool are exposed through the
so-called step function that represents the application of the time stepping operator ®,,
see Equation (3.2) and Equation (3.3).

The step function can be summarized as the following pseudocode:

Algorithm 3 Pseudocode for XBraid’s step function.

1: function STEP_FUNCTION(uw(-,t), t, dp)

2 Set initial condition w(-,?)

3 Set initial time ¢

4: Set time step size o,

5 Compute solution w(-,t + dp) = @y (w(-,t + dp), w(-, t);t,t + ) + g(-, t + 0¢)
6 return u(-, ¢+ dy)

As a matter of course, a realistic step function may have many more steps or cus-
tomizations depending on the considered setting, however, Algorithm 3 highlights the
basic steps.

Overall, the required implementation overhead to enable parallel-in-time integration
through MGRIT is relatively low. For example, the finite element package CHeart [18, 94]
has about 98500 lines of Fortran code (includes comments), whereas the wrapper routines
only amount to about 2050 lines of Fortran code (includes comments) or 2%.°

3.6 Extension for time-periodic problems

A significant fraction of applications in biomedical engineering and other fields exhibit
time-periodic behavior similar to the time-periodic analytic solutions presented in Chap-
ter 2. A “good” initial condition at ¢ = 0, however, may not be available in practice.
This means that multiple cycles have to be simulated to reach a periodic steady-state
solution. Figure 3.2 highlights this by comparing the space-time error (velocity) for each
cycle with the associated computational cost (i.e. wall clock time) for the 2D linear FSI
solution from Section 2.5.1.

This space-time periodicity is exactly what we want to exploit with MGRIT by making
the time grids periodic. That is, MGRIT is employed to approximate the solution over
one cycle only, with ¢ € [0,T]. Convergence to the periodic steady-state is achieved by
updating the initial condition v (-, 0), based on the following approach:

Periodic fine-grid: The initial condition is updated on the fine grid, whenever a
new value is computed / available at t = T on the fine grid.

To describe the communication pattern, assume that p; processors are employed in the
temporal domain. Further, consider that processor 0 owns time point ¢ = 0 and processor
p: — 1 owns time point ¢ = T. Communication is implemented as follows:

>Note, that additional changes or additions to the CHeart source code were made, such that these figures
are not entirely accurate.
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Figure 3.2: Space-time error (velocity) for each cycle compared to wall clock time.

e If processor p; — 1 computes a new approximation at ¢t = T

On level 0: Processor p; — 1 uses MPI_iSend to send a nonblocking message
to processor 0, labeled with a unique MPI tag.

On levels 1 to ny; — 1: Do not send an update

e [teration 1: If processor 0 computes any step on level 0 using the initial condition
at t = 0:

F-relaxation: Processor 0 waits for two messages from processor p,—1 (labeled
with the MPI tag that identifies an updated initial condition) using a blocking
call to MPI_Recv.

FCF-relaxation: Processor 0 waits for one message from processor p; — 1
(labeled with the MPI tag that identifies an updated initial condition) using a
blocking call to MPI_Recv.

e Subsequent iterations: If processor 0 computes any step on level 0 using the initial
condition at ¢t = 0:

F- or FCF-relaxation: Processor 0 waits for one message from processor p; —
1 (labeled with the MPI tag that identifies an updated initial condition) using
a blocking call to MPI_Recv, unless the initial condition is already converged.

In the case that no parallelism is employed, the initial condition is directly updated
from the value computed for t = T. Further, instead of sending the approximation of
MGRIT at ¢t = T, the message contains the solution of any step (e.g., relaxation) that
passes u(-,t = T') back to MGRIT via the step function:


https://www.mpich.org/static/docs/v3.2/www3/MPI_Isend.html
https://www.mpich.org/static/docs/v3.2/www3/MPI_Recv.html
https://www.mpich.org/static/docs/v3.2/www3/MPI_Recv.html
https://www.mpich.org/static/docs/v3.2/www3/MPI_Recv.html
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Algorithm 4 Pseudo-code for XBraid’s step function for the time-periodic case.

1: function STEP_FUNCTION(u(-,t), t, dp)

2 if time ¢t = 0 and iteration ¢ > 0 then

3 if initial condition at ¢ = 0 not converged then

4 Receive update as u(-, )

5: if iteration ¢ = 1 and using F-relaxation then

6 Discard first update and receive second update as u(-,t)
7 Set initial condition w(-,?)

8 Set initial time ¢

9: Set time step size d;

10: Compute solution w(-,t + dp) = @y (w(-,t + dp), w(-, t);t,t + ) + g(-, t + 0¢)
11: if time t 4+ 0, = T then

12: if initial condition at ¢ = 0 not converged then
13: if ||u(-,T7) — u(-,0)|2 < tol then

14: Set initial condition as converged

15: Send nonblocking update of w(-,7T")

16: return u(-, ¢t + )

Remark 1. The time-periodic MGRIT algorithm starts a forward-solve on the coarsest-
grid (using XBraid’s so-called skip-first-down® option) and thus, no updates are available
for iteration 0 in Step 2 of Algorithm 4.

Remark 2. In iteration 1 processor 0 waits for two messages in the case of F-relaxation,
see Algorithm 4, Step 5. This was a requirement to achieve a robust residual reduction
with a convergence factor smaller than one.

Remark 3. In general, the initial condition for the step function in Algorithm 4 is u(-, )
for ¢ € [0, T], but the initial condition to the time-periodic problem is u(-,t = 0).

Remark 4. Step 13 of Algorithm 4 allows for an approximate convergence to the time-
periodic steady-state with a given tolerance tol, see Section 5.4.6.1. To achieve this,
a callback function was implemented in XBraid that let’s the simulation code detect
whether XBraid may terminate (initial condition converged) or not (initial condition not
converged).

Remark 5. A similar idea to exploit time-periodicity was applied for the Parareal algo-
rithm [40, 41]. In our approach, however, we only require an approzimate update of the
initial condition. Further, the time-periodic algorithm naturally generalizes to the true
multilevel case.

8The skip-first-down means that XBraid generates an initial space-time guess using sequential time-
stepping on the coarsest time grid.



4 Multilevel convergence analysis of
muItigrid-reduction-in-timel'2

In this chapter, a multilevel convergence framework for multigrid-reduction-in-time
(MGRIT) is derived as a generalization of previous two-grid theory, presented in [25,
133, 159] and summarized in Section 4.1. The framework provides a priori upper bounds
on the convergence of MGRIT V- and F-cycles with different relaxation schemes by deriv-
ing the respective residual and error propagation operators, see Section 4.4. The residual
and error operators are functions of the time stepping operator, analyzed directly and
bounded in norm, both numerically and analytically, see Section 4.5.

Various upper bounds of different computational cost and varying sharpness are pre-
sented. These upper bounds are complemented by proposing analytic formulae for the
approximate convergence factor of V-cycle algorithms that take the number of fine grid
time points, the temporal coarsening factors, and the eigenvalues of the time stepping
operator as parameters. Sharpness of the bounds and the quality of the approximate
convergence factors are assessed in Chapter 5.

The new multilevel convergence framework lays the groundwork for future in-depth
examination and understanding of MGRIT and will help guide future development and
improvement of MGRIT to explore ideas such as coarsening in integration order as op-
posed to step size (p-MGRIT), weighted relaxation schemes,; and others, see Section 7.2.
A parallel MPI/C++ implementation of all derived bounds and approximate convergence
factors is provided.?

4.1 Theoretical convergence of two-level MGRIT

Two-level convergence theory for MGRIT was developed in [25], based on the assumptions
of time integration on a uniform time grid and simultaneous diagonalization of time-
stepping operators (see Section 4.3) arising from linear PDEs. The theoretical bounds were
shown to be quite accurate when compared with observed convergence. Southworth [133]
generalized this framework, deriving necessary and sufficient conditions and tight two-
level convergence bounds for general two-level MGRIT for linear PDEs on a uniform time
grid. Some extensions to the case of nonuniform time grids are also provided in [133, 159].
However, no work has been done on convergence theory for the general multilevel case.
In practice, the selection of an appropriate cycling strategy and relaxation scheme is
crucial for scalable multilevel performance and, ultimately, for achieving parallel speedup.

IPart of this work performed under the auspices of the U.S. Department of Energy by Lawrence Liver-
more National Laboratory under Contract DE-AC52-07TNA27344, LLNL-JRNL-763460.

ZParts of this chapter were submitted as [68, 134].

3Implementation publicly available at: github.com/XBraid/XBraid-convergence-est
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A strong framework for multilevel convergence of MGRIT can help guide these decisions
in a rigorous, a priori manner.

4.1.1 Why multilevel is harder

For multigrid-type algorithms, it is generally the case that two-level convergence rates
provide a lower bound on attainable multilevel convergence rates; that is, a multilevel al-
gorithm will typically observe worse convergence than its two-level counterpart. Indeed,
more expensive multilevel cycling strategies such as W-cycles or F-cycles are used specif-
ically to solve the coarse-grid operator more accurately, better approximating a two-grid
method.

The non-Galerkin coarse grid used in MGRIT (see Chapter 3) makes this relationship
more complicated, and it is not clear that two-grid convergence provides a lower bound
on multilevel in all cases. However, in practice, it is consistently the case that two-level
convergence is better than multilevel. To that end, a two-level method which converges
every iteration is a heuristic necessary condition for multilevel convergence.

Despite strong heuristics on multilevel convergence, the connection between two-level
convergence factors and multilevel is not rigorous. This motivates the rest of this chapter,
where multilevel error and residual propagation operators are analytically derived, and
upper bounds on £2-convergence placed directly on these operators.

4.2 Assumptions

Similar to the two-level convergence theory by Dobrev et al. [25], the following assumptions
are made:

1. Analysis for the solution of linear PDEs* in ®-form, see Equation (3.3).

2. The time-stepping operators {®,} are time-independent.

3. The dimension of {®,} is constant, i.e. dim(®,) = N, for all ¢.

4. The time-stepping operators {®,} are simultaneously diagonalizable, see Section 4.3.
5. The time-stepping operators {®,} are stable, i.e. ||®] < 1.

Here, {®,} denotes the family of time-stepping operators ®, for £ =0, ... ,ny_;.

Remark 6. Assumption 4 requires that {®,} are simultaneously diagonalizable from a
mathematical point-of-view and, in addition, that this diagonalization is computable with
reasonable computational cost.

Remark 7. Assumption 5 relates to the notion of strong stability. It is also possible to
have a stable time integration scheme with ||®,| > 1, if ||®}|| < 1 for some i (see [92]
and [95, Section 9.5, Equation (9.22)]), but such schemes are not considered in this work.

4In Section 5.4.8, possible extensions to the nonlinear PDE case are explored.
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4.3 Simultaneous diagonalization of {d,}

Let ®, denote the time-stepping operator on level /. Primary results in this chapter
rest on the assumption that {®,} are diagonalizable with the same set of eigenvectors,
for all levels ¢ = 0, ...,n, — 1. This is equivalent to saying that the set {®,} commutes,
that is, ®;®; = ®;®; for all ¢, 7, and that &, is diagonalizable for all /. The concept of
simultaneous diagonalization (albeit, in the Fourier basis) was introduced in [36], and was
modified and used as the basis for the improved two-grid convergence bounds developed
in [25].

In terms of when such an assumption is valid, let £ be a time-independent operator
(such as a spatial discretization) that is propagated through time by operators {®,}.
Note that all rational functions of £ commute and that if £ is diagonalizable, so is any
rational function of L. Indeed, nearly all standard time-integration routines, including
all single-step Runge-Kutta-type methods, consist of some rational function of £, and all
such schemes are simultaneously diagonalizable with the eigenvectors of £. To that end,
let L = UDU™!, where Dy, = & is a diagonal matrix containing the eigenvalues of £
and columns of U are the corresponding eigenvectors. Denote the Butcher tableau of a
general s-stage Runge-Kutta method as

c| A
T

With some algebra, one can show that ®, corresponding to a given Butcher tableau is
exactly given by the Runge-Kutta stability function applied to £ in block form,

Sy=T+606"NIT-6ARL) " (1,®L)
_ U(I+5,Z (6" @ 1) (I -6 ® D)~ (1, ®D)>U*1 (4.1)
— UANUT,

where (Ag)gr = Ay, for k=1,..., N,, are the eigenvalues of ®,, given by
Aok =1+ 8867 (I — 5,6.20)7'1. (4.2)

Note that Equation (4.2) is exactly the stability function for a Runge-Kutta scheme
applied to 0,&, for time step 0, and spatial eigenvalue {&} [89, Sec. 2.1, §.4]. This
highlights the fact that solving the spatial eigenvalue problem also provides the eigenvalues
of all &, for arbitrary Runge-Kutta schemes and time-step sizes.

Now suppose A is some matrix operator, where each entry is a rational function of time-
stepping operators in {®,}. In particular, this applies to error and residual propagation
operators of MGRIT that are derived in Section 4.4. Let U denote a block-diagonal matrix
with diagonal blocks given by U. Then, as in [133],

||A<q)0, ey (I)nz—l)H(f](j*)*l = Sl]ip ||A()\07k, ey /\nZ_Lk)HQ. (43)

Thus, the (UU*)‘-norm of A(®y, ..., ®,,_1) can be computed by maximizing the (%
norm of A over eigenvalues of {®;}. In the case that {®,} are normal matrices, U is
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unitary and the ([7 U *)~Lnorm reduces to the standard Euclidean 2-norm. More generally,
we have bounds on the ¢*>norm of A(®y, ..., P, 1),

(S%p ”A(AOJW ey )\Tlg—l,k‘)iHQ)

~U) (4.4)

<A@, .., Bnyr)]l2 < K(0) (sgp Ao . .,Aw_l,kvnz) ,

for i = 1,2, ... applications of A, where x(U) denotes the matrix condition number of U.?
Here, we are interested in A corresponding to the residual and error propagation oper-

ators of ns-level MGRIT, denoted as £™ and R™, respectively. Convergence of MGRIT
requires,

HE™) I, [HR™)" | =0, (4.5)

as iteration ¢ increases. To that end, bounding sup, || (E™ (Ao, - - - )\w‘_m))i | < 1forall k
provides necessary and sufficient conditions for || (€™(®y, ..., P,,-1))" || = 0 with i (even-
tually), and similarly for R™(®y,...,®,, 1). Here, we have focused on the ¢*-norm. It
is worth pointing out that, in some cases, people are interested in an ¢*°-norm. However,
because || - ||oo < ||2, conditions developed here apply to the £*°-norm as well.

4.4 Multilevel residual and error propagation

As noted in [133], residual and error propagation are formally similar, that is,
Rné - AogneAal - Ao([ - Mile)Aoil = I - AoMil, (46)

where M ~! denotes the MGRIT preconditioner for A;'. Noting that there is a closed form
for Agl, it follows that if the error propagation operator of a particular MGRIT algorithm
is known, the residual propagation operator can be easily found by the relation in (4.6),
and vice-versa. In this section, we derive the error propagation operator for generalized
two-level MGRIT and multilevel (V-cycle) MGRIT with F- and FCF-relaxation, using
the following convention for sums and products: Zf:a fi =0 and Hi.’:a fi=1for b < a.
We further write, e.g., £™=2 to refer to the two-grid error propagation operator and
distinguish the notation from a power of £, and similarly for other numbers of levels n,.

4.4.1 Two-level MGRIT with rFCF-relaxation

Here, we generalize the two-level error propagator, as given in [25], to two-level MGRIT
with rFCF-relaxation. rFCF-relaxation refers to F-relaxation followed by r CF-relaxation
steps. A similar result can be found in [42], where MGRIT was interpreted as Parareal
with overlap in time.

The error propagator for an exact iterative two-grid method with rFCF-relaxation and
r > 0 is given as,

0 = I - Aale - (I - Po(Rvopo)_lRoA(])(F()Co)TFO
- (I - Po(Rvopo)ilRoA[])Po(I - Rvopo)rR[O,
and MGRIT approximates the coarse-grid operator as A; ~ RyAgF,.

(4.7)

® A similar modified norm also occurs in the case of integrating in time with a mass matrix [25].
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Lemma 1. The error propagator of two-level MGRIT with r FCF-relazation and r > 0 is
given as,

Ertcr = (I — PyAT RyAg)Po(I — RoAoPo)" Ry, (4.8)

Proof. This follows by substituting the coarse-grid operator A; ~ RyA¢Fy in Equa-
tion (4.7). O

4.4.2 Multilevel V-cycles with F-relaxation

The error propagator of a multilevel V-cycle method with F-relaxation can be derived
from the error propagator of the exact two-level method on level ¢,

0=1—A"A;= (I — Po(RiAP) " ReA))(I — Se(S] ApSe) ST Ayp)
=1 — (P(R¢AP) "Ry + Se(SFAuS)) 1S Ay
and noting that,
A7 = Py(RyAP) T R+ So(STASe) ™Sy (4.9)

Lemma 2. The error propagator of a multilevel V-cycle method with F-relaxation is given
as,

ng—2 0
8}7;2 — PoRIO — (H Pk:) A;gl—l ( H Rk) AOPORIO
k=0

k=ny—2

ng—3 7 0
- Z <H Pk) i+1 Sz+1Az+ISz+1) 15};1 (H Rk) AOPORI(M
=0 k=0

k=i

(4.10)

for ng > 2 levels.
Proof. For n, = 2, we have,
EM= = PyRy, — PyAT ' RoAoPyRy, = (I — PyAT'RyAg) PyRy,,

which is equivalent with (4.8) for » = 0. Now, assume it is true for n, = n levels.
Substituting an exact two-level method on the coarse grid, that is (4.9), yields,

ExT" = RRy, — (H Pk:) [ 1 (Rp 1Ay 1Py 1) 'Ry

0
+ Sn—l(85_1An—15n_1)_155_1} ( H Rk) A()P()R[O
k=n—2
n—3 0
- (H Pk) i1 (Sh 1A Sin) T S (H Rk> AoPoRy,
=0 k=i
n—1 0
= RyRy, — Pk:) (Ru-1An—1Pyq)™ < H Rk) AoPy Ry,
k=0 k=n—1
n—2 7 0
( Pk) i+1 S@+1Az+lsz+1) Sg_l (H Rk) AOPORIO
=0 \k=0 k=1
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Approximating the exact coarse grid operator on level n + 1 by A, ~ R, 1A,_1P,_1
concludes the proof. O

4.4.3 Multilevel V-cycles with FCF-relaxation

The error propagator of a multilevel V-cycle method with FCF-relaxation can be derived
from the error propagator of the exact two-level method on level ¢,

0=I—A"A; = (I — P(RyAP) "Ry Ag) F,Co Fy
=1 — Pg(RzAng)ileAg — Sg(SgAgSg)ilsgﬂAg — Tg(TgAng)ilTeTAg
+Sg(SgAgSg)_1SZAETE(TEAZT4>_1TEA4 + Pg(RngPg)_leAng(TETAng)_lTEAg,

and noting that,
AN =Ty (TFAT) ' TF + [Se(STAeSe) 1 ST + Pu(ReAP) 'Ry [I — AT(T]AT,) T

Lemma 3. The error propagator of a multilevel V-cycle method with
FCF-relazation is given as,

Erer = PoI = (T AgTy) ™ Ri, Ao Po) Ry, (4.11)
ng—2 0
- (H Pk> AL ( I Bl - AT(T AT T }) AoPyRy,
k’:O k:ng—2

ng—2 [1—1
— Z ( Pk> {Si(sf A;S) TSI — AT{(T] AT T
0

=1 k=

0
+ Ti(ﬂTAiTi)_lTiT} ( H Ry I - Aka(TEAka)‘lTﬂ) AoPy Ry,

k=i—1
with ny > 2 levels.

Proof. The proof is analogous to the proof of Lemma 2. O

4.4.4 Multilevel F-cycles with rFCF-relaxation

Following [53, p. 53], error propagation of MGRIT for a multilevel F-cycle® with rFCF-
relaxation can be defined recursively,

Frtcr = Mipcros for ng > 2, (4.12)
with

Mﬁ—*cRg_l =P, ([ — ([ — MgVMgF) Ag_lRéflAZflPEfl) (I — Ry—1A¢_1Pr1) "Ry, .,
M ecpo—1 =Pey (I = (I = M) A" Ry Ag1 Pooy) (I = Ry Ap1 Piy)" Ry,

T

6To refer to F-cycle error propagation, we use the notation F™¢ instead of £".
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forl=1,...,ny— 2, and,

F _ \%4
MrFCF,ng72 - MrFCF,n572
-1
= I'ny—2 ([ - A

ng—1

RnngAnngPnng) ([ - Rng72Angf2Pn572)TRIne_2'

It is easy to verify, that for n, = 2, the recursive formulae result in Flicrn = Ebr. For
ny = 3 and r = 0, we can write,

Frt = 47+ RP (1= A7 RiAvP)® i, AT RoAo Py R,

However, it is not straightforward to convert the recursive definition in (4.12) into a
summation similar to (4.10) or (4.11), for arbitrary n,. Yet, this formula is still useful for
numerically and analytically computing bounds of F,": ., hence, we include it.

4.5 Bounds for MGRIT residual and error propagation

Following the work in [25], we assume that operators ®,, ¢ =0, ...,n,—1, can be diagonal-
ized by the same set of eigenvectors (see Equation (4.1)), with eigenvalues denoted {Ay;},
for 1 <k < N,. We also assume that {®,} are strongly stable time stepping operators,
that is, ||®,|| < 1, which implies [Apx| < 1forall £ =0,...,ny—1land k=1,..., N,, see
Section 4.2, Assumption 5. To simplify notation in the following derivations, we use ®,
to denote the diagonalized time stepping operator moving forward. Results then follow
in a (UU*)"!-norm, which (as discussed in Section 4.3) is equivalent to the ¢>norm if ®,
is normal (and, thus, U is unitary).

4.5.1 Residual and error on level 0 and level 1

It is typically difficult or impossible in practical applications to precisely measure the
error propagation of an iterative method or the error itself. It is, however, possible to
measure the residual, and stopping criteria for iterative methods are often based on a
residual tolerance. In the case of MGRIT, there is a nice relation between residual and
error propagation. From [133], the norm of residual and error propagation operators are
equal in the (UU*) " -norm (recall, U is a block diagonal matrix of eigenvectors, U).”
If {®,} are normal operators, they are diagonalizable by unitary transformation, in which
case UU* = I , and residual and error propagation are equal in the /2-norm.

Similar to Section 4.4, let £ be the error propagator on level 0. We further refer
to & }é”éA'F as the error propagator on level 1, that denotes the operator that acts on the
error at C-points on level 0, i.e., all points on level 1. In the two-grid setting, we also
refer to & lfJCAYF as the coarse-grid error propagator.

To quantify how fast MGRIT converges in the worst case, we can bound the convergence
factor of the fine grid residual [25] r;;; at iteration i 4 1, i € Ny, by the norm of the error

propagator on level 1 (in the unitary case),

A g A
Iriall2/lIville = lAvei Mo/l Arel e < (| AEEERAT 2 = 1€ EEr 2, (4.13)

"Although [133] specifically addresses two-grid bounds, equality of residual and error propagation in
the (UU*)~!-norm follows if ®, is simultaneously diagonalizable for all levels .
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where eiA_H is the error on level 1 or equivalently, error at C-points on level 0. With,

A eng A A ng,A ne,A A ne,A ‘
€1 =&rorei = EporBiei, & POez+1— R rorer = P& ropRisei,

we can identify, £"45 = Ry,E"pPo, which is a generalization of the approach in [25],
where the operators Fy and Ry, are pulled out to the left and right of the error propagator.
Thus, in general we analyze the error propagator on level 1 to bound residual propagation
on level 0, as given in (4.13).

This raises the question of how the error develops at the F-points on the fine grid.
Considering error propagation on level 0 over ¢ iterations,

. i+1 i+1
_ ong _ _ ng i+1 _ ng, ng,
eir1 = Epepei = - = (Efep) €0 = (POS FCFR10> (8TFCF) Ri,eo,

we find that error propagation at the F-points of the fine grid can be bounded by error
propagation at the respective C-points times a constant.

Lemma 4. Error propagation on level 0 for an MGRIT V-cycle method can be bounded
by error propagation on level 1,

1€ crll2 < Vol €6z,

with temporal coarsening factor mg on level 0.

Proof. This follows from,

|EEcrllz = 1PE ECr Raallz < | Pollzll w2l Ra, 12

< VIRl Polls €5 IV 1 B 11| Raolloe < v/mollE7 52,

where submultiplicativity and the inequality || D||2 < /|| D||1|| D]l (see [69]) were used.
[

Remark 8. It is clear from Lemma 4, that if the error at C-points on level 0 converges,
then the error at F-points on level 0 converges as well. This is the basis for the theory
developed in the rest of this chapter, where convergence is attained by bounding S”ﬁbF

in norm.

Lemma 4 is intuitive in the sense that the fine grid error propagation is a direct result
of the level 1 error propagation; it is simply ideal interpolation applied to the level 1 error;
that is, the operator P, propagates the error at the C-points on level 0 to the subsequent
F-points. A similar result was presented in [133] for two-level convergence of Parareal and
MGRIT.

Based on the formulae derived in Section 4.4, we can construct residual and error
propagators numerically and bound the worst case convergence factor of MGRIT from
above via

¢y = max [[rip [/ riflo < € ECr 2, (4.14)

which corresponds to the maximum singular value of %CF In practice, the dimension
of &'t grows with the problem size in space and time, N, and Ny. Similarly, & lﬁ’gF



4.5 Bounds for MGRIT residual and error propagation 67

grows with N, and N;. Depending on the available resources, numerical construction
and investigation of these operators may be limited by memory consumption and/or
compute time. To that end, it is desirable to derive further cheaper upper bounds that
enable fast assessment of MGRIT convergence for larger space-time problem sizes. In the
following, we present several bounds and approximate convergence factors for fine-grid
residual propagation and error propagation on level 1.

4.5.2 Upper bound using inequality

One straightforward way to reduce computational cost by roughly one order of magni-
tude is bounding the ¢?>-norm of the error propagator on level 1 using the well-known
inequality [69],

A A A
1€ Cr 3 < 1€ Fer IS oo (4.15)

In [25], this was used to develop an upper-bound on two-grid convergence, which was
proven to be sharp in [133]. This section extends this approach to three and four grid
levels based on analytic formulae. Although the sharpness of (4.15) suffers as the number
of levels increases (see Chapter 5), it is shown that it is still reasonably sharp and provides
a useful tool to analyze MGRIT convergence a priori.

4.5.2.1 Two-level MGRIT with rFCF-relaxation

The coarse-grid error propagator follows from Equation (4.8) for n, = 2,

Error = Ri&parPo = (I — AT RoAoPo) (I — RyAoPy)".

And with,
I
—ope
RoAgPy = _pmo g : (4.16)
and,
I I
» o, I —ope T
I— Al Rvopo =1- (I)% (I)l T _(I)g”bo I
- 0 -
By — P 0

— | B (P —B0) By — DT 0

, (4.17)

(P77 (@ - 25) 0
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and
[ 0
r (I)gm 0 r—1
(I - R()A()P()) == CI)SHO 0 (I - R()A(]P())
F ) i
0
- (I)(Q)mo 0 (] — R()Aopo)r_g
om0
- 0 -
0
== e g (4.18)
o™ 0
the coarse-grid error propagator follows as,
_ 0 ;
0
R B R A - (419)

BT @p — e BT (@ - @) ap

O, (D0 — &) Dy

(@5 — @)™

C (B0 — @)D 0 - 0

where the first » + 1 rows and last » + 1 columns are zero.

Theorem 1. Let {®;} be simultaneously diagonalizable by the same unitary transforma-
tion X, with eigenvalues {\ox}, |Aex| < 1. Then, the worst case convergence factor of
the fine-grid residual of two-level MGRIT with r FCF-relazation is bounded by,

¢y < max

Aok — Akl [ Aok

1— |>\17k|N1—1—r
1 — Ak

mo

Proof. This follows from Equation (4.19) and inequality (4.15),

=2 A
|Erecy

T

In the last step,

=2.A =2.A =
< VIERA I E2A e = €T
1— |)\1 k|N1717r
mo rmo )
(ax AgR = Avkl[ Ao Ty

the relationship Zﬁigl al = (1 —a")/(1 - a) was used. O
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Remark 9. The cases of F- and FCF-relaxation (i.e., r = 0 and r = 1), yield the result
in [25],

1 _ |)\1,k‘|N1_1
L— gl

Hgng:Q,AHQ < max ‘)\mo . )\1]€H)\0k‘m01 - |>\1,k|N1—2

=2,A
€52 2 < mae A7 = Al

Remark 10. In [133], it was shown that the bound in Theorem 1 is exact to O(1/Ny) for
F- and FCF-relaxation.

An interesting observation of (4.19) is the fact that the coarse-grid error propagator is
nilpotent and that each block can be diagonalized by the same unitary transformation.
This implies that we can reorder the rows and columns of the coarse-grid error propagator,
yielding a block diagonal form with lower triangular nilpotent blocks.

Lemma 5. Let @ and ®, be simultaneously diagonalizable by the same unitary transfor-
mation X, with eigenvalues {\ox}, |Mox| < 1. Then, the (*-norm of the coarse-grid error
propagator of two-level MGRIT with r FCF-relazation can be computed as,

=2,A cne=2,A
IEikcr N2 = sup (& cr ()2
1<k<N,

with the coarse-grid error propagator éf]fﬂZ%A(k) for a single spatial mode k with 1 < k <

N,.

Proof. This follows from the discussion above and the fact that the spectral norm of a
block diagonal operator with lower triangular blocks can be computed as the supremum
of the spectral norm of all lower triangular blocks. See also [25], Remark 3.1. O

Remark 11. Lemma 5 implies that computing a bound of the form of (4.14) can be paral-
lelized over the number of spatial modes. Thus, the time complexity of evaluating (4.14)
is O(N, N} /p) with 1 < p < N, parallel processors.

Remark 12. Lemma 5 formalizes and generalizes the discussion for two-level MGRIT with
F- and FCF-relaxation in [36, Section 4.2].

Remark 13. The result in Lemma 5 is not limited to n, = 2 and can be applied to all
subsequent convergence results.

4.5.2.2 Three-level V-cycles with F-relaxation

Evaluating the error propagator in Equation (4.10) for a three-level V-cycle with F-
relaxation on the coarse-grid yields,

Ep= = Ry EF=2Py = 1 — [PLA;'Ry + S1(STA1S1) 7' ST] RoAoP,
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[0
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Pz o o, I
0
S1(STALS,) 18T = I (4.20)
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0
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Comparing the error propagator of a three-level V-cycle with F-relaxation on level 1
(see Equation (4.22)) with the two-level error propagator for F-relaxation in [25] highlights
a slight complication: In general, the maximum absolute column sum (and similarly, for
the maximum absolute row sum) is no longer given by the first column. Instead, the
maximum absolute column sum is given by the maximum of the first m; absolute column
sums, corresponding to the first CF-interval (first C-point and first m; — 1 F-points) on
level 1. This structure arises because of the recursive partitioning of time points into F-
and C-points on each level.

Theorem 2. Let {®;} be simultaneously diagonalizable by the same unitary transforma-
tion X, with eigenvalues {\oi}, |A\ex| < 1. Then, the worst case convergence factor of
three-level V-cycles with F-relaxation is bounded by,

er <V IERS A 1ER2 .

=3,A =3.A . .
and ||ET"7 1 and ||ER T | are given analytically as,
( _ No—2 1__ m
_ ymoymi—1 No—2 | 1=[Ag 7272 1Ay g™
| Az, AoR Mk <|>‘2,k‘ + I=[Ao k] T=[Arkl
17')\ |m1—1
mo 1,k
=3.A + |>\1’k - )\O’k| 1_|>\1,k|
IERT"7 I = S (4.23)
1<k<Ng . No—2 m
== j—1 _ymo No—2 | 1=[ax|V272 1Ay x|™
|)‘1,k| |)‘1J<: )‘0,k| [|)‘27k| + 1| A2z ] 1—[A1 ]
1_|)\ |ml—2 .
mo 1,k —
L +‘>\1’k_)\0’k‘le| fOT']—l,...,ml—l,
and
( mo m1—1 17|)‘2,k|N2_1
|/\2,k - >‘0,k>‘1,k | T— Aol
1= V271 1Ay g™t
_\mo 2,k 1,k
T |/\1’k )\ka| 1= A2,k 1—|A1 k]
=Ay )y
|EM=32 | o = max ) | Ny-3 (4.24)
F ) mo | 1=|A 1kl G 1=[Ao 52 moy\mi—1 .
1<k<N: | [Are — Agil i T | A1 k] TTDer [Agk — AGRATE |
i 1= Ao, | V22 mo| 1=|Ae/m™1 1
]‘— J—— 0 —————
+ |/\1’k| 1—|A2 | |/\1’k /\ka| 1=,k
\ forg=1...,m; — 1
Proof. The proof is analogous to Theorem 1. n

4.5.2.3 Four-level V-cycles with F-relaxation

Evaluating the error propagator in Equation (4.10) for a four-level V-cycle with F-
relaxation on level 1 yields,

TLg:4,A _ ng:4

=1 — [PIPA ' RyRy + S1(S] A1S1) 71 ST + PiSa(S5 A25:) ™S5 Ry| RoAo P,

where,
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The sum of (4.20), (4.25) and (4.26) yields,
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where we notice that the sparsity patterns are nonoverlapping. Then, the error propagator
is given as,
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This yields the following result.

Theorem 3. Let {®;} be simultaneously diagonalizable by the same unitary transforma-
tion X, with eigenvalues {\ox}, |Aox| < 1. Then, the worst case convergence factor of
four-level V-cycles with F-relaxation is bounded by,

ne=4,A ne=4,A
er < AVIEE 2 € e, (4.28)

and ||EM=42|y and || Ep=

| are given analytically as,

ng=4,A _ col ng=4,A _ row
IEF™" = max — sg%(k), €T o= max - sg(k),
0<d<mims—1 0<d<mima—1

where the column and row sums, s and s (row and column subscripts d), are defined

as follows. The absolute column sums of the first CF-interval on level 1 are given as,

56" (k) = Pai™ 72 Aar — ARATE A5

1 — DY 21— gs]™ 1 — Ay 4™
U=l 1= okl L= Mgl

1 — o™ 11— [Ayy|™ 1 — A
U= Daxl 1= gl U= sl

mo\ymi1—1ymao—1
+ Az — AgRATE Aok

+ s — ARATE

+ A — Aokl
corresponding to the first C-point on level 1. Next,

col o _ ymgymi—1 j—2 p\ =A™t _ymo 1—|Aq g|m2—1
Sy (ma—j) (K) = [Aak = AGRAT, (szoum T T A = Ak T

. Ng—2 m mq—1
j—1 _ymo ymi—1 N3—2 | L1=Agpl™37% 1| Ag |™2 1| Ay i ™2
A2k A2k — AgRAT [P\&k" T e T el Al |

forj=1,...,my—1, corresponding to the interior level 2 C-points of the first CF-interval
on level 1. Lastly,

mi—1 7j—1 r—1
S (ma—i)—r—1(K) = Ak = A7 [( > |>\1,k|q> (Z P\MV’) + (Z ALk q)]

q=0 p=0 q=0

: L= a2 = g™ 1 = [ As|™
+MMVMMHM£_MﬁqMMW32+ s e o y

L— |kl 1T—1]hkl 1—]A 4l

forj=0,....mo—1andr =0,...,m; — 2, corresponding to the level 2 F-points of the
first CF-interval on level 1.
The absolute row sums of the last FC-interval on level 1 are given as,

L— a7 L= Pogf™ 1= Pag™ !
row ]{Z e St e /\ — )\mo : :
o) = T (e T T T
1-— |/\2’k|m271
1— | Aol

mo\ymi1—1 mo\ymi1—1ymo—1
+ Az — AGRATR + [ Ask — AR ATE Aok 1]
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corresponding to the last C-point on level 1. Neat,

1 — Aokl
1 — Aol

1— |>\3,’f|N3_2 m
— 1 |[Ak = AR

1 — A3l
1— |>\2,k|m2_1
1 — Aol

1— | Aye|™!
1 — ALkl
P e e D VA
L—Xon] 1T —[Aesl

(B = [Mm ) g - Azng;’?,;—ﬂ

+ Aol

moymi1—1 mo\ymi—1yma—1
+ Az ke — Agp AT | + [ Az k= AgRATE AS% ’17

for j =1,...,mg — 1, corresponding to the interior C-points of the last FC-interval on
level 1. Lastly,

1-— |/\3’]€|N372

row k) = |\ ™I\ i
(8) = Mol Pl =5

SN1717m1m2+7'+jm1

1-— |)\2’k|m2—1

Ao — AT0 N1
{‘ 2,k 0,k 1 — ‘)\Q,k‘

mo\ymi1—1ymao—1
+ Az — Ao ATE Aok ]

— mip—1
_ m 11— 1\ 1
Al (Z WW) {!Az,k — ARATE T Ak — A0’£’1|1|—f\|]]
- 1,k

q=0
T— | As|™721 — [Aop]™2 1 — | App]™ !
Al Arg — A ’ ’ 7

+ [ Akl Ak 0,k| 1 — A3kl 1 — Aol 1 — Azl
L= gl

L— A

+ Mg — /\8?;2|

)

for 5 =0,...,my—1andr = 1,...,my — 1, corresponding to the F-points of the last
FC-interval on level 1.

Proof. The proof is analogous to Theorem 2. n

Remark 14. We note, that evaluating the 2m;ms analytic formulae in Theorem 3 signifi-
cantly reduce the time complexity of evaluating Equation (4.28) compared to constructing
M=% numerically and computing ||EX=2||; and |EF=?| .

4.5.2.4 Three-level V-cycles with FCF-relaxation

Following the same approach as in the previous sections, we can find the following result
for three-level V-cycles with FCF-relaxation.

Theorem 4. Let {®;} be simultaneously diagonalizable by the same unitary transforma-
tion X, with eigenvalues {\ox}, |Aex| < 1. Then, the worst case convergence factor of
three-level V-cycles with FCF-relaxation is bounded by,

=3,A =3,A
er < \VIEE2A I NERSE o

and [|EF>A |y and [|ER7>% | are given analytically as,

ny=3,A o col ng=3,A . row
I€rcr "1 = 15123%1 sq"(k), 1€rcr " |lo= é]%%)fvz sq (k).
0<d<mimg—1 0<d<mimg—1
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The absolute column sums of the first CF-interval on level 1 are given as,

— — I— Ao 5| V273 1Ay 5™ 1—|Ap g™t
SE70R) = Dl o = N1 [Aual ™ ([Roal 77 + SP3T Sl ) 4 S

corresponding to the last F-point on level 1. Neaxt,

L— Ay |™
1 — Akl

mo \mi— _ 1— A N2731—)\ mi
+|)\1,k‘|)\2,k_)\07/2)‘1,1i ' <|>‘2J’f|N2 S+ 1|—2|§2|k| 1—||;\7f|k| )}’

s (k) = Posl™ [\m e

corresponding to the first C-point on level 1 if mq = 2, or the penultimate F-point on level
1 if mqy > 2. Lastly, if my > 2,

l _ j No—2 | 1=l | 1= w272 1A 5™
8707(1)1—2—j(k) - |/\ka‘m0|)\17k’j|/\l’k o /\gfg' [|/\2’k| S 1—\>\11,kk\ + 1—2|I;2,k| 1_|1)\f,k| ]’
for 3 =1,...,my — 2, corresponding to the first C-point and the following F-points on
level 1.
The absolute row sums of the last FC-interval on level 1 are given as,

row mo mo ymi1—1 1- |)\27k|N2_2
3N1—1(k) = |)‘0,k| |/\1,k||/\2,k - /\O,k/\l,k |

1 — Akl
ol [Ank = Al (14 Pl R a2 (25 Dual?) ) .
corresponding to the last C-point on level 1, and,
1 — [Apgfi™?
row (k) = |\ mo ||y — \Mmo o
S ) = D™ [P = R T
ol — |)\2 k|N273 -~ 1— |>\1 k|m171
AP PP [Aop = ARATE T+ Ak — A ——————
+ [Avkl T— ol Aok = AgRATE [+ [Ae — AgR T— sl )
for 3 =0,...,my — 2,corresponding to the preceding F-points on level 1.
Proof. The proof is analogous to Theorem 2. O]

4.5.2.5 Three-level F-cycles with F-relaxation

Following the same approach as in the previous sections, we can find the following result
for three-level F-cycles with F-relaxation.

Theorem 5. Let {®;} be simultaneously diagonalizable by the same unitary transforma-
tion X, with eigenvalues {\ox}, |Aex| < 1. Then, the worst case convergence factor of
three-level F-cycles with F-relaxation is bounded by,

=3,A =3,A
er < VIFR= 2 P2 .,
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and || F=>2 ||y and || F=>||s are given analytically as,

Ik = gl g [l
(7 aal) (S0 Pl oA\t = (g + DX A — (0 = DATINTE Na + 03,
¥ (V2 = 2DRAT = (V2 = DATR A — (Vo = SNTRATE Do+ (V2 = 2003,

H]:fA"'m:3H1 = maXj<g<N, mo b+my—j r
N = A | (S0 sl

(S sl ) (08 Dallades — (0 + DX

FA ™ A k| V(N = 3)Ag ke — (N2 — 2)AT } forj=1,...,m; —1,

with b = N; — m1 Ny 4+ 3mq — 3, and,

At = N2 Pl + (S0 Pl oA, = (0 + DA Aok — (g = DATEATE Do + 0N, )
(7 Paal) (20 Dol = Aigllades — (g + DX

—s b+mi+j—N. .
[Fo" ="l = maxicren, § 1Ak = Aok (Zr:onlﬂ ' ‘)‘l,k")
(S0 a0 g NN — (g D — (0~ DNSEN Aa + 023,
b (M- 1)+ - m m
(s Pl 08 ) (205 Al A = Al e — (0 + DATR)
forj=Ni—mi+1,...,N; —1.

Proof. The proof is analogous to Theorem 2. O

4.5.3 Approximate convergence factor

In Section 4.5.2, we have presented analytic formulae as exact representations of the
inequality bound (4.15). These a priori convergence bounds reduce memory consumption
and computational cost significantly. It is, however, increasingly difficult to derive such
analytic formulae for larger numbers of levels. Thus, we propose an analytic approximate
convergence factor for,

e multilevel V-cycles with F- and FCF-relaxation,
e multilevel F-cycles with F-relaxation,

that takes the eigenvalues Ay; of the time stepping operator ®,, the number of time
points N,, and the temporal coarsening factors m, for each level as parameters. This
yields approximate a priori convergence factors with linear memory and time complexity.®
The proposed approximate convergence factors are based on approximating the inequality
bound (4.15), and therefore, are expected to be a conservative upper bound in a large
number of cases. More specifically, the multilevel formulae generalize the analytic formulae
in Section 4.5.2 in an approximate manner.

First, we present the approximate convergence factor for multilevel V-cycles with F-
relaxation.

8The generalization of Lemma 5 implies that time complexity is in fact O(N,/p) with 1 < p < N,
parallel processors.
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Approximation 1. Let {®,} be simultaneously diagonalizable by the same unitary trans-
formation X, with eigenvalues {Moy}, |Aek| < 1. Then, the approximate convergence
factor of multilevel MGRIT V-cycles with F-relaxation is given as,

&~ max \[sgr(kone) s (kne) ~ o\ ERA €8 e (4.29)

1<k<N,

with approximate maximum absolute column and row sum,
1ip—1 1= Agl™a!
Ak = A2 HA =0
1— ‘)‘q,k’

qg=1
+ (ng > 2) | A1 |t

ng—2
Ane—l,k Ok: (H /\mp—1>
)\zk - Ok (H )\mp—1>

ne—1

ﬁ 1 - |)‘q,k’mq

q=1 L - |)‘q,k| ’
with me = [mo,...,Mp,—2, No,—1 — 1|7 Furthermore, in many cases, HE}?Z’AHQ < ¢,
because the analytic formulae approximate the right-hand-side of Equation (4.15) (compare
Equation (4.29)).

ng—1

col(k, né) Z

8;\?110 1(k7 nf) ~

A similar result can be formulated for multilevel V-cycles with FCF-relaxation.

Approximation 2. Let {®,} be simultaneously diagonalizable by the same unitary trans-
formation X, with eigenvalues {Noy}, |Aek| < 1. Then, the approximate convergence
factor of multilevel MGRIT V-cycles with FCF-relaxation is given as,

&~ max Jsg(k,ng) sy (kne) &\ € IERES (4.30)

1<k<N,
with approximate maximum absolute column sum,

= A
56y me) (e > 2) - Do ™ g — Ag Ak
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and approximate mazimum absolute row sum,
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Furthermore, in many cases, || ;‘C%Hg < ¢y, because the analytic formulae approzimate
the right-hand-side of Equation (4.15) (compare Equation (4.30)).
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For F-cycles, we propose taking the analytic formulae for a three-level F-cycle in The-
orem 5 and collapsing the coarse-grids into level 1.

Approximation 3. Let {®,} be simultaneously diagonalizable by the same unitary trans-
formation X, with eigenvalues {M\oy}, |Mex| < 1. Then, the approximate convergence
factor of multilevel MGRIT F-cycles with F-relaxation is given as,

~ ne=3,A ne=3,A
&7 m A IFR =2 ) = e, (4.31)

where the error propagation operator }'?FS’A is  constructed with eigenvalues
Aoy Ark, Aag]? (for k=1,...,N,), number of time points [No, N1, N,,—1]* and coarsen-
ing factors [mg, my, mams - -+ My, o).

Remark 15. In the three-level case, the approximate convergence factor in Approxima-
tion 3 coincides with the analytic upper bound in Theorem 5.

4.6 Open-source implementation of analytic and
numerical bounds

An MPI/C++ implementation of all derived bounds and approximate convergence factors
was written and released as open-source software.? The code takes the (complex or real)
eigenvalues of the family of &, as input along with a definition of the desired MGRIT
algorithm (V- or F-cycles, relaxation scheme, number of levels, coarsening factors, etc.)
and computes the bound or approximate convergence factor values.

Functionality was implemented, such that the user may supply the eigenvalues of a
spatial operator to compute the respective eigenvalues of ®, based on the stability function
of a given Runge-Kutta time integration scheme and its Butcher tableau.

Source code level documentation is provided using Doxygen [150].

9Github repository: github.com/XBraid/XBraid-convergence-est
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5 Numerical results

In this section, we evaluate the derived bounds and approximate convergence factors for
various model problems that are important for, or components of, FSI problems:

Section 5.1: Diffusion equation

Section 5.2: Wave equation

Section 5.3: Linear elasticity equation

Section 5.4: Stokes and Navier-Stokes equation

Section 5.5 and Section 5.6: Fluid-structure interaction problem

In particular, we assess how sharp the various upper bounds are and how much sharp-
ness is sacrificed by employing a bound that is cheaper to compute numerically. Derived
bounds and approximate convergence factors are compared with the maximum observed
convergence factor in numerical simulations, based on the #>-norm of the residual at iter-
ation i (see Equation (4.13)):

max [risll2/ll7ill2-

In [25], it was noted that in the two-level setting, L-stable schemes seem to be bet-
ter suited for parallel-in-time integration than A-stable schemes. In Section 5.1 and
Section 5.2, this observation is reviewed in the multilevel setting. Furthermore, the dif-
ference between V- and F-cycle convergence is investigated, as well as the effect of F- and
FCF-relaxation.

Section 5.3 and Section 5.4 investigate for linear PDEs, whether time-independent con-
straint equations (here, incompressibility constraint) are relevant to observed convergence
behavior. Section 5.4 — Section 5.6 assess the new time-periodic MGRIT algorithm from
Section 3.6 with regards to exploiting the time-periodic component of linear and nonlinear
(coupled) PDE problems and whether consistent and significant speedup can be achieved.

5.1 Diffusion equation!

Consider the general time-dependent diffusion equation in two spatial dimensions x €
Q= (0,2m) x (0,27) with time ¢ € (0, 27,

Owu =V -[KVu, (5.1)

'Results in this section have previously appeared in [60, 68].
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with homogeneous boundary and discontinuous initial condition (see Figure 5.1),

u(x,-) =0 for ® € 09,
u(-,0) = 1 — max {sign((4 (o — T+ 1) — A — 1))+ 1201+ 7 — ap)? — 10), 1}
for x € QU 09,

for a scalar solution u(x,t) and boundary 02. Here, K = diag(ki, k2) = const is the
grid-aligned conductivity tensor. If k; = ko, the problem is isotropic, while if k; < ky or
ks < ki, the problem is anisotropic.

Figure 5.1: Initial condition for 2D diffusion equation.

The spatial problem is discretized using second-order centered finite differences and
singly-diagonal implicit Runge-Kutta (SDIRK) time-integration schemes [54, 55] of orders
1-4 (Butcher tableaux provided in Appendix B) are considered. Then, the time-stepping
operators {®,} are unitarily diagonalizable. In [25], it was noted that in the two-level
setting, L-stable schemes seem to be better suited for parallel-in-time integration than
A-stable schemes. Here, we review this observation in the multilevel setting.

We further investigate the difference between V- and F-cycle convergence, as well as
the effect of F- and FCF-relaxation. The number of time grids varies between two and six
levels. The fine grid is composed of Ny = 1025 time points and the temporal coarsening
factor is my = 2 between all levels. The spatial domain is two-dimensional and discretized
using 11 nodes in each coordinate direction (grid spacing d).

All test cases are implemented in C++, using the open-source libraries Armadillo [121,
122] and XBraid [158], a non-intrusive implementation of the MGRIT algorithm. The
absolute stopping tolerance for MGRIT is selected as ||7;||o < 107! and the initial global
space-time guess is random.

5.1.1 Isotropic diffusion

First, we consider the isotropic case with k; = ky = 10. The CFL number on each level,

CFLy = 27/(Ny — 1) (k1 /02 + Ky /62) = 47k, /[62(Ny — 1),
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ranges between CFLy ~ 0.376 on level 0 and CFL5 ~ 12.036 on level 5. Results for F-
relaxation are shown in Figure 5.2 and FCF relaxation in Figure 5.3 (note the difference
in y-axis limits).

In the case of F-relaxation, there is a considerable difference in convergence behavior be-
tween the A-stable and L-stable Runge-Kutta schemes. For A-stable schemes, convergence
of MGRIT deteriorates with a growing number of time grid levels, which corresponds to
a growing CFL number on the coarse grid, and eventually diverges. On the other hand,
L-stable schemes show a less dramatic increase in the convergence factor. In fact, the
estimated and observed convergence factors plateau for V-cycle algorithms with L-stable
time integration. For F-cycle algorithms with F-relaxation and L-stable schemes, observed
convergence is flat for all considered time grid hierarchies and only a slight increase can
be observed in the upper bound values and approximate convergence factor.

In the case of FCF-relaxation, all observed convergence factors for SDIRK orders 2-4
are constant with respect to number of levels, and only a slight increase in convergence
factor occurs for SDIRK1. FCF-relaxation was shown to be a critical ingredient for a
scalable multilevel solver in [30]. An important observation for F-cycle convergence is
that all upper bounds predict constant convergence factors, suggesting that an MGRIT
algorithm with F-cycles and FCF-relaxation yields a robust and scalable multilevel solver
for the isotropic diffusion equation.

In general, all upper bounds and approximate convergence factors provide good quali-
tative a priori estimates of the observed convergence. These estimates become less sharp
for larger numbers of time grid levels, but the estimates do appear to be robust across
changes in time integration order. Furthermore, note that Approximations 1 — 3 estimate
observed convergence as well or better than more expensive upper bounds, demonstrating
their applicability and efficacy. Overall, results in this section demonstrate that theoreti-
cal results presented in this work provide a valuable tool for designing robust and scalable

multilevel solvers. It further provides guidance to avoid less optimal parameter choices
for MGRIT, such as F-relaxation with A-stable RK schemes.



84

Chapter 5: Numerical results

—— max; [|r;y1][2/[ri|l2 (V-cycle)

A
— €72

€7 €72 oo
-+ Approximation 1
-a- max; |[vig [|o/[|rilla (F-cycle)
el Lt

152 15 oo
-a- Approximation 3

A-stable SDIRK?2

Convergence factor

L-stable SDIRK1

10

r;
T T T T T T T TTI T T T T

1072

[\
w
e
(@
D

Number of levels

L-stable SDIRK?2

5 10'F ‘ ‘ ‘
A3 I I ]
LS | | .
g 00 3 R N
=] > B o 4
. f —
5 107ty br RERLE
= E P T ]
g o TT S rEE B i i
(@) 102 | ! ! \ \

2 3 4 5 6 2 3 4 5 6

Number of levels Number of levels
A-stable SDIRK3 L-stable SDIRK3

5 10'F ‘ ‘ ‘
A3 I I ]
LS | | .
o 100 = + E
% i | - BN SR .
TN il R =—
qé) 10 E E E_:::::E:::: _________ _.E":-‘:""
S) I ] :
(@) 102 ! ! ! ! \ \

2 3 4 5 6 2 3 4 5 6

Number of levels Number of levels
A-stable SDIRK4 L-stable SDIRK4

3
E
54
=
(D)
20
<
g
o
(@)

Number of levels

Number of levels

Figure 5.2: Isotropic diffusion: Comparison of V- and F-cycle MGRIT with F-relaxation. Con-
vergence of A-stable schemes deteriorates much quicker with a growing number
of time grid levels and V-cycle MGRIT than for L-stable schemes and V-cycle
MGRIT. The convergence factor for L-stable schemes and F-cycle MGRIT is al-

most constant.
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Figure 5.3: Isotropic diffusion: Comparison of V- and F-cycle MGRIT with FCF-relaxation.
Convergence of A-stable and L-stable schemes deteriorates only slightly for an
MGRIT V-cycle algorithm. On the other hand, the convergence factor for an
F-cycle MGRIT algorithm is constant for all considered RK schemes and cases.
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5.1.2 Anisotropic diffusion

In this section, we investigate the anisotropic diffusion case for the L-stable SDIRK1
scheme, backward Fuler, to assess how sensitive the estimates are with respect to conduc-
tivity parameters. Conductivity parameters are given as k; = 0.5 and k3 = 0.001, and the
CFL number on each level, CFL, = 27 (ki +k2)/[62(N,—1)], ranges between CFLg ~ 0.009
on level 0 and CFL; ~ 0.302 on level 5. Results are presented in Figure 5.4.

For V-cycle algorithms with F- and FCF-relaxation, the estimated and observed con-
vergence factors grow with the number of grid levels, similar to the isotropic case. Again,
FCF-relaxation yields a quicker plateauing of the observed convergence factor. On the
other hand, for F-cycle algorithms with F- and FCF-relaxtion, observed and estimated
convergence are effectively constant. This is indicative that convergence in the case of
V-cycles is limited by solving the coarse-grid problem well, but that the non-Galerkin
coarse-grid operator (that is, taking larger time steps on the coarse grid using the same
integration scheme) is indeed an effective preconditioner. This behavior differs compared
with using multigrid to solve anisotropic diffusion discretizations in the spatial setting,
where stronger cycles such as F- and W-cycles often do not improve convergence [100].

The approximate bounds on convergence of F-cycles are fairly sharp for F- and FCF-
relaxation and all numbers of levels tested. In the case of V-cycles, the bounds and ap-
proximate convergence factors loose sharpness as the number of time grid levels increases
(similar to Section 5.1.1) but still provide reasonable estimates on convergence. Indeed,
for V-cycles with F-relaxation, Approximation 1 is quite sharp for all tested number of
levels.
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Figure 5.4: Anisotropic diffusion: Comparison of V- and F-cycle MGRIT with F-relaxation
(r = 0) and FCF-relaxation (r = 1). With a growing number of time grids, the
convergence factor increases relatively quickly for V-cycle MGRIT. On the other
hand, F-cycle MGRIT yields a nearly constant convergence factor, and thus, a
more robust algorithm.



5.2 Wave equation 87

5.2 Wave equation?
Consider the wave equation in two spatial dimensions over domain Q = (0, 27) x (0, 27),
Opu = >V - Vu for x € Q,t € (0, 2], (5.2)

with scalar solution u(x,t) and wave speed ¢ = v/10. We transform Equation (5.2) into
a system of PDEs that is first-order in time,

O = v, o = *V - Vu, for x € Q,t € (0,27, (5.3)
with initial condition (see Figure 5.5) and boundary conditions,

u(-,0) = sin(z)

sin(y), wv(-,0) =0, for x € QU IQ, (5.4)
u(x,-) = v(®,) =0,

for & € O092.

This problem corresponds to a 2D membrane with imposed non-zero initial displacement
u and zero initial velocity v. The membrane enters an oscillatory motion pattern due to
initial stresses in the material. Thus, it is a simplified representative of a hyperbolic model
that shares characteristic behavior with PDEs in solid dynamics research, such as linear
elasticity [66]. Similar to Section 5.1, we use second-order centered finite differences
to discretize the spatial operator in Equation (5.3) and A- and L-stable Runge-Kutta
schemes for time integration. The same spatial and temporal step sizes are employed and
the initial space-time guess and convergence criteria are selected analogously. Here, the
time stepping operators {®,} are simultaneously diagonalizable and the Courant number
on each level is given by C; = 2¢m/[0,(Ny, — 1)], ranging between Cy =~ 0.034 on level 0

and Cs ~ 1.087 on level 5.
1
i HO
-1
2w

Figure 5.5: Initial condition for 2D wave equation.

An MGRIT V-cycle algorithm with FCF-relaxation shows quickly increasing conver-
gence factors with a growing number of time grid levels (Figure 5.7). The worst-case
convergence factors quickly exceed 1, and thus diverge, which is correctly predicted by
all upper bounds and Approximation 2. Similarly, using an F-cycle algorithm results in a

2Results in this section have previously appeared in [60, 68].
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less dramatic, but still significant increase in observed and predicted convergence factors
with respect to the number of levels. For some schemes, particularly L-stable ones, an
F-cycle is able to retain convergence up to the six levels in time considered here, but the
bounds and approximations developed here do not predict these results.

In general, the upper bounds on convergence applied to the wave equation are signifi-
cantly less sharp compared to the diffusion equation (see Section 5.1), but they are still
able to accurately represent correct trends. For example, convergence factors are initially
constant in most cases, then increase almost linearly with the number of levels, such as
the case of L-stable SDIRK 3 in Figure 5.9. This highlights the fact that designing robust
and convergent parallel-in-time algorithms for hyperbolic problems is generally perceived
as difficult, and emphasizes the benefit of the presented upper bounds for F-cycle algo-
rithms. For example, the convergence factor can be estimated a priori to select a time grid
hierarchy that is likely to yield a significant speedup. In combination with performance
modeling [38], such a priori estimates can provide valuable guidance.

It is noted that in the investigated cases, a similarly strong benefit of FCF-relaxation
over F-relaxation as for the diffusion equation cannot be observed for the wave equation,
see Figure 5.6 and Figure 5.8. However, in some cases FCF-relaxation increases the
maximum number of time grid levels for which convergence can be achieved. Thus, in
practice one would prefer F-relaxation over FCF-relaxation to reduce the computational
cost of a given algorithm. The fact that FCF-relaxation is not sufficient to design a
scalable multilevel solver for the wave equation is the major difference to the observations
made for the diffusion equation.

We further note, that the observed convergence factors and upper bound values are
smaller with higher time integration order, especially when L-stable SDIRK schemes are
employed. For example, the theory suggests to use five-level MGRIT with F-cycles and
L-stable SDIRK4 with an estimated upper bound on the convergence factor of O(1073).
This results in a very fast algorithm for hyperbolic PDEs.
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: Wave equation: Observed convergence and predicted upper bounds on convergence
of MGRIT with V-cycles and F-relaxation shows very similar trends as for MGRIT
with V-cycles and FCF-relaxation, see Figure 5.7. This shows that switching from
F-relaxation to FCF-relaxation alone is not sufficient to yield a robust MGRIT
algorithm for the wave equation (and likely, other hyperbolic PDEs).



90 Chapter 5: Numerical results
L-stable SDIRK1
55 101 [ T T T T
< B ]
& i 4
—&— 1nax; HI‘H_1||2/||I'1'||2 8 L
~ Il AU
VIER I IER g f
===+ Approximation 2 g 5
@) 101 ! ! \
2 3 4 5 6
Number of levels
A-stable SDIRK?2 L-stable SDIRK?2
5‘ 101 % T % ;
h3] I ] 4
L.C—G( | - -
o 100} E E
)] £ s = =
S I ] ]
<] [ > | |
&0
g 1071 E E
g 2 ] ]
(@) 10—2' ! ! ! ! ! !
2 3 4 5 6 2 3 4 5 6
Number of levels Number of levels
A-stable SDIRK3 L-stable SDIRK3
B T T T T T T
E
s
=
<]
20
g
>
g
o
(@)
Number of levels Number of levels
A-stable SDIRK4 L-stable SDIRK4
;5 T T T
E
51
=
(D)
20
g
>
a
o
(@) 107 ! ! ! ! ! !
2 3 4 5 6 2 3 4 5 6

Number of levels

Figure 5.7: Wave equation: The convergence factor

Number of levels

of MGRIT with V-cycles and FCF-

relazation increases substantially with a growing number of time grid levels and
eventually exceeds 1. This means that in the worst case, MGRIT V-cycles yields a
divergent algorithm, which is in line with observations for hyperbolic PDFEs in the

literature [33, 34, 66].
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Figure 5.8: Wave equation: Observed convergence and predicted upper bounds on convergence

of MGRIT with F-cycles and F-relaxzation shows very similar trends as for MGRIT
with F-cycles and FCF-relaxation, see Figure 5.9. This shows that switching from
F-relaxation to FCF-relaxation alone is not sufficient to yield a robust MGRIT
algorithm for the wave equation (and likely, other hyperbolic PDEs).
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Figure 5.9: Wave equation: The convergence of MGRIT with F-cycles and FCF-relaxation
deteriorates with a larger number of time grid levels compared to MGRIT with
V-cycles, see Figure 5.7. Generally, convergent algorithms are given for a larger
range of time grid levels and observed convergence is better than the predictions
from the upper bounds. This shows that the choice of F-cycles over V-cycles is one
likely ingredient for future improvements of MGRIT for hyperbolic-type PDEs.
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5.3 Linear elasticity3*

As described in literature and in the previous sections, parallel-in-time methods, such
as Parareal and MGRIT, work well for parabolic PDEs and can achieve significant
speedups over sequential time-stepping. Even for hyperbolic PDEs, fast convergence
can be achieved, if care is taken when selecting an appropriate time-integration scheme,
see Section 5.2. In general, however, literature on successfully solving hyperbolic PDEs
with parallel-in-time integration methods is sparse and, depending on the application,
instabilities or other complications may occur. For example, the authors of [22, 33, 34]
report limitations of their parallel implicit time-integrator (PITA) for second-order solid
dynamics systems, where the accuracy of PITA can be affected by the presence of nat-
ural frequencies of the structure. In the study in [33], a sufficiently small time step size
was required to avoid responses of the system that were described as the beating phe-
nomenon), which can lead to slow (and time step-dependent) convergence, and thus,
poor performance.

In this section, the theory developed in [25] and Chapter 4 is employed to further the
understanding of why poor performance is observed for solid dynamics problems. For a
linear elasticity model problem, some remedies and solutions are proposed using features
of MGRIT (e.g., slow temporal coarsening and FCF-relaxation) and more importantly, a
different formulation of the problem that is more amenable to parallel-in-time methods.
The modified scheme results in a practical algorithm that enjoys speedup benefits over
the sequential algorithm.

In the following, two different backward Euler time discretization schemes are pre-
sented and investigated within the parallel-in-time context. The model problem is the
incompressible second-order hyperbolic elasticity equation.

5.3.1 Model problem

Consider an incompressible linear-elastic beam in two spatial dimensions with domain
Q= Q(t) c R? x [0,7] and Dirichlet boundary I'P. The initially undeformed domain is
given as €2(0) = [0, 8] x [0, 1], see Figure 5.11. The final time is 7" = 1024.

Further, X € Q(0) and « € € denote the reference and current position of a material
point and Vx and V, denote the respective Lagrangian and Eulerian gradient operators.
The deformation gradient is defined as,

F=Vxz=Vxu+lI, (5.6)

with the displacement of a material point with respect to its position in the reference
configuration,

u=u(x,t)=x— X. (5.7)

The partial derivative operator with respect to time is denoted as 0; and 9y = 0,0;.

3Results in this section have previously appeared in [66].

4The research leading to these results has received funding from the European Research Council under
the European Union’s Seventh Framework Programme (FP/2007-2013)/ERC Grant Agreement No.
306757 (LEAD) and from the Engineering and Physical Sciences Research Council (EP/N011554/1
and EP/R003866/1).
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D Q(0)

8

Figure 5.10: Undeformed domain Q(0) and Dirichlet boundary TP = Q|,—q for linear-elastic
beam problem in two dimensions. Zero displacement boundary conditions are
prescribed at x = 0.

The governing equations for the dynamic and linear-elastic response of an incompress-
ible solid structure with given initial data and Dirichlet boundary condition data are given
as,

poyu — Vg -0 =0 in €, (5.8)
Ve 0u=0 in 0, (5.9)
u(-,t)=0 on ', (5.10)

u(-,0) =0, Ju(-,0)=v(-,0) =D in (0), (5.11)

with density p, Cauchy stress tensor o(u,p) = u(F — I) — pI, material stiffness param-
eter u, the hydrostatic pressure variable p and initial velocity data ©y. Here, the initial
velocity is given as,

o= [z o

see Figure 5.11. Equation (5.8) can be transformed to a system of first-order equations,

Ou = v in €, (5.13)
pov =V, o in €, (5.14)
Ve-v=0 in Q, (5.15)
u(-,t) =0 on I'?, (5.16)
u(-,0) =0, wv(-,0) =17 in Q(0), (5.17)

with velocity v. For simplicity, the material parameters are selected as = p = 1.
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(a) Initial velocity in z-direction. (b) Initial velocity in y-direction.

Figure 5.11: Discretization using 16 x 2 quadrilateral elements and initial velocity.
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Dynamic response of the linear-elastic beam

The initial velocity distribution over the cantilever beam length (see Figure 5.11) causes
the free end to first deflect in the negative z- and positive y-directions. The elastic stresses
cause the beam to decelerate and move back downward, passing its initial position and
deflecting in negative y-direction. The beam deformation then follows an up-and-down
deflection pattern.

5.3.2 Discrete temporal domain

The temporal domain [0, 7] is decomposed into Ny equidistant time points, such that,
t,=mn-90, withn=0,...,Ny—1, (5.18)

with time step size 69 = T'/(Ny — 1), initial time ¢, = 0 and final time ¢y, = T.
Then, velocity, pressure and displacement at time point ¢, are denoted as [v,, p,, .|’ =
[’U<~, tn>,p<~, tn)? u('v tn)]T'

In the following, two different time discretization schemes (referred to as Scheme I and
Scheme II) are introduced and investigated. Scheme I is considered as the default scheme
in the application code CHeart [94] and is motivated by better conserving the energy in the
system for large time step sizes (see Section 5.3.6.1; for more details, see [130, 131, 157]).
On the other hand, Scheme II is proposed as an improvement for parallel-in-time methods
with the capability of predicting amplitudes of oscillation with comparable quality for
practical time step sizes.

5.3.3 Scheme |

To reduce the complexity of the computational model, Equation (5.13) is eliminated from
the system of equations in the following by including it implicitly. That is, we solve for
velocity v and hydrostatic pressure p and update the displacement variable u based on
the solution for the velocity variable. Further, we note that all quantities are computed
on the reference domain €2(0). That is, linear-elastic response is assumed and higher-order
effects of the deforming domain are neglected.

We approximate the partial derivative operator d; in Equation (5.13) using the midpoint
rule,

Up + Up—1

Uy = Up—1 + 50
The partial derivative operator in Equation (5.14) is discretized using the backward Euler

scheme where we substitute with Equation (5.19). Thus, we search [v,,,p,|T for all n =
1,..., Ny — 1, such that,

105 o 1105 o 2 .
PUp — TVX’UH + §0VXpn = PUn-1 + TVXvn—l + ,u(SOVXun_l m Qo, (520)
VX Uy = —VX cUp—1 n Qo, (521)

and compute the displacement w,, according to Equation (5.19) after each solve.
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The domain €, is discretized using 16 x 2 quadrilateral elements, Q" with mesh size

0y = 0, = 0.5, see Figure 5.11. Finite element discretizations are constructed using inf-
sup stable Q% — Q! Taylor-Hood elements for velocity and pressure, v" and p!, and Q?
elements for displacement, w". The superscript i denotes the space-discretized version of
the domain and state variables. As we do not consider spatial refinement or coarsening,
we omit the superscript h for the remainder of Section 5.3.

Equation (5.20) and Equation (5.21) are then discretized in space, which leads to the
following problem: find the space-time discrete solution vector [v,,p,]?, such that for
eachn=1,...,Ng—1,

pdg T pdg :
pM + TK v, + (SQB P, = pM — TK Vp—1 — ,u50Kun_1 m QQ, (522)

B'Un = —B’Un_l in QQ, (523)

where M is the mass matrix and K and B refer to the discretized weak form Lapla-
cian and divergence operators V4 () and Vx - (), respectively. Note, after solving for
a given [v,,p,|T, we can update the displacement wu, from Equation (5.19). Writing
Equation (5.22) and Equation (5.23) in matrix form and including the update given in
Equation (5.19) yields the following linear system,

pM + "5k 5,B" 0] [va pM — K 0 —psK| [vaar
B 0 0| |p.| = -B 0 0 Pt (5:24)
Y o Il |u, or 0 I Uy 1
Denoting the linear operators on the left and right hand sides by,
pM + "5 K 5,B" 0 pM — "B K 0 —usK
D' .= B 0o of, Cl:= B 0 0 . (5.25)
| 0 I or 0o I
with ® := [D']7'C" and s = 8y := [©,,0,0]", the state variables s! := [v,,p,, u,]|"

can be computed by the following equation,

sl =®ls! | forn=1,...,No— 1. (5.26)

n

Note, that for the considered model (linear-elastic, incompressible) and for fixed spatial
resolution, the operator ®' is only dependent on time step size 8. That is, the operator
&’ only needs to be computed once per time step size.

It is further noted that ®’ has the sparsity pattern,

(@11 [®]12 [®]1s (@151 0 [®)s3
(@)1 [®]2 [®]as] = [[®T]2r O [®]55], (5.27)
[@)51 [®]30 [®]33 (@)1 0 [®]3;

which highlights that the current state vector s! is not dependent on the previous pressure
value (i.e. the pressure variable and its associated rows and columns in @ can be ignored
without affecting w or v.) Thus, we eliminate the rows and columns related to the pressure
variable and proceed with the analysis by simultaneously diagonalizing,

o [ (] 1 Giaeia Aen,)  for £=0 (5.28)
[@é]gl [(I)ﬂsg = dlagiAg1, A2, - -5 AUN, ore==u,...,ny_1. .



5.3 Linear elasticity 97

5.3.4 Multigrid-reduction-in-time (MGRIT)

In this section, the following two-level and multilevel variants of MGRIT (see Chapter 3)
are investigated for the linear-elastic beam problem:

e Two-level MGRIT with rFCF-relaxation for r € {0,1,2} and temporal coarsening
factor m, € {2,4, 8,16, 32}.

e Multilevel MGRIT FMG-cycles with n; € {2,3,4,5,6} levels, temporal coarsening
factor m, = 2 between all levels and {1,2, 3,4} V-cycles per FMG-level.

Fine grid time step sizes of 99 € {1,0.1,0.01,0.001} are considered, resulting in
No € {1025,10241,102401, 1024001} time steps on level 0. The initial condition (see
Equation (5.11) and Equation (5.12)) is used as initial guess at all time steps for MGRIT.

The stopping criterion on the residual norm is selected as ||r|lsm < 5:107%//0,0,00, with
the maximum number of MGRIT iterations set to 60 iterations. The standard Euclidean
norm of the MGRIT residual  on level 1 is given as,

2 2 2 2
171120 = wollr?[I5 + wallP[3 + wallr|)2 (5.29)
= wo(r®) Y + wi (rP)Tr? + wy(r*) et .
with weights wg, wy, and ws equal to 1, where vV, r? and r* denote components in the
residual vector corresponding to velocity, pressure and displacement contributions. Here,
the weights are modified to approximately measure residual reduction in the mass matrix
norm,

Il & ()T 4 () (530
mo
to measure residual reduction in the following numerical experiments as close to the two-
level theory (see [25]) as possible, however, without the additional expense of computing
the exact mass matrix norm. It is important to note that this approach only changes how
the solution progress (i.e. reduction of residual norm) is measured. But it does neither
affect the coarse-grid update nor change the numerical solution.

For the numerical experiments, the finite element software tool CHeart [94] is employed.
In CHeart, Scheme I was available as the default scheme for linear elasticity. Wrapper
routines were written to incorporate the MGRIT algorithm into CHeart using the open-
source library XBraid [158], a nonintrusive implementation of the MGRIT algorithm.
Separate MPI groups and communicators were introduced in space and time to maintain
the capability of CHeart to parallelize in the spatial domain by using domain decompo-
sition methods while enabling independent parallelization in the temporal domain. That
is, one can parallelize in space, time or in space-time.

Here, the XBraid option to skip work on the first down-cycle is used. Note, due to
the linearity of the problem, the operator ‘I>£ is only computed once for each time step
size (i.e. time grid level). This significantly reduces computational work compared to
recomputing the operator for each time step.
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5.3.5 Two-level MGRIT and Scheme |

If Scheme I is employed as a one-step integrator with two-level MGRIT, divergence is
observe in the numerical experiments for all considered test cases.

To qualitatively investigate what leads to the divergence of MGRIT in conjunction with
Scheme I, we track the current position of the tip of the cantilever beam (initial coordinate
8,0.5]7 at t = 0) over time with the time horizon ¢t € [0,64]. The fine grid time step
size is 0p = 1 with coarsening factor my = 2. FCF-relaxation is employed. Figure 5.12
shows the current approximation of the tip’s displacement with respect to the initial
position over time for a number of algorithmic steps, for example, after FCF-relaxation,
after restriction, after the coarse-grid solve, etc. (where we extract the values on return
from applying <I>£ ). The data in Figure 5.12 highlight how the current approximation of
the cantilever’s tip first improves. Though, already during the first MGRIT iteration an
instability is introduced by the coarse-grid update which is then amplified in subsequent
steps. The observed phenomena are neither physical nor part of the mathematical model,
however, they are in line with observations in the literature, see [33, 34]. Previously
this has been a limiting factor for parallel-in-time integration and the dynamic elasticity
equation.

On the other hand, the divergence of the numerical algorithm is reflected by the very
large theoretical convergence bounds, i.e. ¢f, cf“" >> 1, confirming experimental obser-
vations.

5.3.6 Scheme Il

The instability of MGRIT with Scheme I motivates developing a modified scheme that
does not suffer from the same instability. For example, a slightly different scheme can be
obtained by approximating the partial derivative operator in Equation (5.13) as,

Uy, = Wp_1 + OV, in €. (5.31)
Thus, in Scheme IT we search the time-discrete (v,,p,) for all n = 1,..., Ny — 1, such
that,

PV, — 105V 5 Vs + 00V xDn = pUn_1 + 100V i U1 in €, (5.32)

Vx -v,=0 in €2, (5.33)
Similar to Section 5.3.3, Scheme II can be written as: for each n = 1,..., Ny — 1, we

seek the space-time discrete [v,,, p,|”, such that,

[pM + uéSK} v, + 60B'p, = pMwv,_; — uéo K, on €, (5.34)
Bv, =0 on (), (5.35)

and update the displacement w,, from Equation (5.31) after each solve. In matrix notation,
we can write,

pM + us2 K 6B* 0] [v, pM 0 —udK| [v,_1
B 0 Of|p,/=]0 0 0 Do - (5.36)
—50I 0 I Uy, 0 0 I Up—1
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Figure 5.12: Current approximation of the tip displacement for two-grid MGRIT using
Scheme I with temporal coarsening factor mg = 2, time step size g = 1, tem-
poral domain t € [0,64] and FCF-relaxation compared with a reference solution
from sequential time stepping. Note, how the coarse grid update introduces an
instability which is amplified in subsequent steps.
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With
pM + usi K §BT 0 oM 0 —usK

D" .= B 0 0| and C':=| 0 o0 0 , (5.37)
—6oI 0 I 0o 0 I

Equation (5.36) can be written as,

st = sl formn=1,...,Ny— 1, (5.38)
where &'/ .= [D"]7'C" and s!! := [v,,p,, u,]" with sll = 8y := [9,,0,0]”. Again, the

operator ®'/ only depends on time step size dy. Similar to Equation (5.28), the conver-
gence analysis is performed on the reduced system without the pressure contributions.

5.3.6.1 Effect of time step size on amplitude of oscillation

Because selecting a different time integration scheme can affect the accuracy of the numer-
ical solution, the sequential time stepping solution obtained with Scheme II is first com-
pared with the sequential time stepping solution obtained with Scheme I, before studying
Scheme IT when using MGRIT.

Backward Euler time integration schemes introduce artificial numerical diffusion. Its
effect on the sum of kinematic and potential energy of the system over time depends on
the time step size, where we expect energy conservation in the asymptotic limit §o — 0.
The artificial damping of the system causes the amplitude of oscillation to become smaller
over time, see Figure 5.13. The backward Euler time integration scheme exhibits quick
damping for 69 = 1 irrespectively of the chosen scheme (Scheme I and Scheme II).
The effect of numerical damping becomes smaller for smaller d;, where we note that
both schemes reproduce the amplitudes of the beam oscillation with comparable quality
for 60 = 0.001. Further, considering a second-order symplectic Verlet scheme (which
maintains the amplitude of oscillation) with d; = 0.001 as reference, we observe how
both schemes tend toward the same solution with O(dy), see Figure 5.14, such that the
mismatch between both schemes becomes negligible. This is expected to be true for time
step sizes in practical applications.

It is important to note that MGRIT converges to the same solution (within the selected
solver tolerance) as sequential time stepping on the fine grid. Thus, the converged numer-
ical solution obtained with MGRIT suffers from the same amount of numerical damping
as the numerical solution from sequential time stepping on the fine grid.

5.3.7 Two-level MGRIT and Scheme Il

Using Scheme II as the one-step integrator (that is, ®;’) in a two-level algorithm, we
observe worst-case convergence factors® of smaller than 1 (i.e. residual norm is decreased
for all iterations) for a range of different coarsening factors mg and for all considered time
step sizes, see Figure 5.15.

We note that for §y = 1, both experimental and predicted convergence factors are in

excellent agreement and that the predicted values of ¢} and ¢f“* are a sharp upper bound

5Unless noted otherwise, reported experimental convergence factors are the global maximum values.
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Figure 5.13: Displacement u of the tip of the cantilever beam (initial position [8,0.5]1) in the
x- and y-directions for t € [0,128] and [896,1024] for Scheme I and Scheme II
and time step sizes §g € {1,0.1,0.01,0.001}. Note that numerical damping is

reduced with oy — 0.

1071

Mean error

g 1

10—3% \1\\\\\\\

- - Scheme I, u,

—— Scheme II, u,
Scheme I, u, |
—+—Scheme II, u, |

1073

1072

1071 10°

Time step size dy

Figure 5.14: Mean absolute error of the displacement of the beam’s tip for t € [0,1024]. Here,
a second-order symplectic Verlet scheme with §g = 0.001 was used as reference.

despite the approximation of the computed residual norm, see Section 5.3.4. Here, the
convergence factors first increase as the coarsening factor mg increases, before decreasing

due to the small coarse-grid size N,,,_;.

On the other hand, for §y € {0.1,0.01,0.001} we observe an increase in predicted and
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observed convergence factors as the coarsening factor mg increases. Again, predicted and
observed convergence factors are in excellent agreement for almost all considered cases.
Only for §p = 0.01 is the maximum observed convergence factor larger than the predicted
upper bound. The observed rate is 1% larger for both F-relaxation with my = 32 and
FCF-relaxation with mg € {16,32}. Again, this is likely due to the approximate residual
norm computation.

Further, we note that additional relaxation steps can be beneficial for large fine grid time
step sizes, whereas the effect is negligible for d; = 0.001, thus suggesting that relaxation
can be omitted for small fine grid time step sizes to reduce computational work without
sacrificing convergence.

Finally, we note that in all considered cases we do not observe any instability as de-
scribed in Section 5.3.5 and the previous work [33, 34]. For example, Figure 5.16 illus-
trates the position of the tip of the cantilever after the first three MGRIT iterations with
t € [0,64], 6 = 0.1, and mg = 2. Here, no artificial amplification of the amplitude of
oscillation is observed, in contrast to the case of MGRIT with Scheme I, see Figure 5.12.

The results in this section highlight the benefit of using theoretical upper bounds,
as given in [25], as a tool to estimate experimental convergence a priori and to design
convergent MGRIT algorithms with guaranteed worst-case convergence factors.

5.3.8 Multilevel MGRIT with Scheme Il

Here, we generalize the convergent MGRIT algorithm with Scheme II to the multilevel
case. Multilevel hierarchies with n, € {3,4,5} levels are considered for §y € {1,0.1,0.01};
further, n, € {3,4,5,6} levels for 6 = 0.001. Total coarsening factors of §,,_1/dy €
{4,8,16,32,64} are studied, where only my is varied but m, = 2 is selected for ¢ =
1,...,ny — 2. The MGRIT algorithm is started with a forward solve on the coarsest
time grid (i.e. use of the XBraid skip-first-down option), performs an initial V-cycle and
full multigrid (FMG) cycles for all following MGRIT iterations. Scheme II is employed
as one-step integrator on all grid levels and one V-cycle is performed as post-relaxation
step at each FMG level. To provide a better indicator for overall performance of the
MGRIT algorithm, the mean experimental convergence factor over all MGRIT iterations
is reported.

Figure 5.17 reports mean experimental convergence factors over the total coarsening
factor 6,,-1/dp. As illustrated, the best convergence factor for a particular combined
coarsening factor is available through the use of FMG-cycles with more levels and slower
coarsening between levels, as opposed to FMG-cycles with more aggressive coarsening
between levels. Generally, observed convergence factors are significantly smaller than in
the two-grid case. Thus, the use of FMG-cycles allows more aggressive coarsening and
yields more potential for parallelism in the temporal domain.

If the fine grid size and total coarsening factor are kept fixed, the mean convergence
factor improves with growing numbers of levels n,. For example, for o = 0.1 and H’ZQQ =
64 the mean convergence factor is approximately 0.92 for n, = 5 but 1.07 for n, = 4 and
1.22 for n, = 3.5 Thus, one can obtain a moderately convergent instead of a slowly

6In particular, a measured mean convergence factor of larger than 1 indicates that the residual for
the considered problem and a given algorithm cannot satisfy its convergence criteria within the per-
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Figure 5.15: Predicted and measured convergence factor for a two-grid algorithm with various
fine grid time step sizes 6N19 € {1.0,0.1,0.01,0.001} and coarsening factors mgy €
{2,4,8,16,32}.

divergent algorithm simply by introducing an additional intermediate time grid level but
with the same fine and coarsest grid size.

Timing results

In this section, we present speedup results for an MGRIT algorithm that employs
Scheme II and n, € {4,5,6} time grid levels with a coarsening factor of two between
all time grid levels. Here, we also investigate the effect of using up to four V-cycles as
post-relaxation at each FMG-level. The time step size is selected as §; = 0.0005 with
T = 64. The Euclidean norm with wy = 1, w; = 0, we = 1/my (see Equation (5.29)) is
used to measure solution progress. To investigate the dependency of the wall clock time
for MGRIT on the convergence criterion, we employ tight, medium and loose tolerances

formed 60 iterations.
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Figure 5.16: Current approximation of the tip displacement for two-grid MGRIT using
Scheme II with coarsening factor mg = 2, fine grid time step size g = 0.1,
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of 4.472-1077, 4.472-107% and 4.472 - 1075, respectively.

All reported timing results were obtained on TheoSim (see Table A) with
{16,32,48,...,192} processors using 16 processors per compute node.” Data export was
switched off and status messages were restricted to a bare minimum to ensure that re-
ported wall clock times are almost entirely dominated by computation and communication
costs but not data I/O tasks. The elapsed wall clock time for the sequential time stepping
algorithm (using Scheme II) was 263 seconds, which is established as baseline.

Firstly, we note that the MGRIT solution with a loose tolerance of 4.472 - 107° is a
good approximation of the sequential time stepping solution. For example, Figure 5.18
illustrates the position of the cantilever’s tip (initial position [8,0.5]7) and its velocity
over time. Here, one can appreciate that all fine scale details in the solution are governed
by the sequential time stepping solution as well as the MGRIT solution.

As Figure 5.19 illustrates, a 4-level MGRIT solver converges to its tolerance in less
iterations than a 6-level MGRIT solver for a given number of V-cycles per FMG-level. On
the other hand, performing more V-cycles per FMG-level improves convergence factors
significantly. Thus, the required number of iterations to solve the problem to solver
tolerance decreases. With n, = 6 levels, for example, MGRIT takes 37 iterations to
satisfy the tight tolerance when using one V-cycle per FMG-level, however, it takes 25, 20
or 17 iterations when performing two, three or four V-cycles per FMG-level. We further
note, that the residual norm is always decreased in subsequent iterations.

As observed in the previous paragraph, the required number of iterations drops when
performing additional V-cycles at each FMG-level. Despite the additional per-iteration
cost; however, the measured wall clock time of the algorithm decreases due to the signif-
icantly smaller convergence factors. Figure 5.20 to Figure 5.22 highlight this behavior,
where each additional V-cycle per FMG-level yields a reduction in wall clock time for all
ny € {4,5,6}. Here, the best speedups are observed for a 4-level MGRIT solver with four
V-cycles per FMG-level. The measured speedup factor is 5.25x, 2.12x and 1.33x for the
three considered solver tolerances, see Table 5.1a - Table 5.1c. Further, the speedup is
5.25x, 4.72x or 2.91x for the loose solver tolerance and a 4-, 5- or 6-level MGRIT solver
and four V-cycles per FMG-level. Note, that the slope of the curves in Figure 5.20 and
Figure 5.22 show better scaling of a 6-level MGRIT solver compared to a 4-level MGRIT
solver due to the smaller coarse grid size and larger potential for parallelism. At processor
counts of up to 192, no crossover point can be reached when performing only one V-cycle
per FMG-level and imposing the tight tolerance. For all other combinations of tolerances
and cycling strategies considered in this section, however, a crossover point is reached.

Lastly, we compare the performance of the FMG-cycle algorithm to a V-cycle algorithm
with F- or FCF-relaxation. At the loose solver tolerance, a speedup of 1.95x is achieved
using 192 processors with n, = 4 and F-relaxation, see Table 5.1d. Additional FC-
relaxation steps, however, result in a more expensive V-cycle algorithm. No speedups
are observed for the medium and tight tolerances (not included in Table 5.1). Further,
we note the benefit of using FMG-cycles with additional V-cycles per FMG-level over
a V-cycle algorithm. For example, for n, = 4 the FMG-cycle algorithm can solve the
problem to a tighter solver tolerance compared to the V-cycle algorithm with a similar
speedup. The best measured speedups are 5.25x for a FMG-cycle algorithm and 1.95x for

"Employing one compute node, a preliminary experiment showed best performance of our implementa-
tion at 16 processors per node.
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a V-cycle algorithm.
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Figure 5.18: Comparison of velocity and displacement at the tip of the cantilever beam (initial
position [8,0.5]7 ) for sequential time stepping and MGRIT with Scheme II (ny =
4, my =2 for{=0,...,ng—1), time step size 5o = 0.0005 and MGRIT tolerance
tol = 4.472 -107°. Note, how fine time scale variations are resolved despite the
relatively loose MGRIT convergence tolerance.

5.3.9 Discussion

In the previous sections, two different backward Euler time discretization schemes were
presented and investigated. Scheme I was considered as the default scheme in the appli-
cation code CHeart [94], whereas Scheme IT was proposed as an improvement for parallel-
in-time integration methods. It was shown, that MGRIT with Scheme I exhibits strong
instabilities for the linear elasticity model problem. The observations are in line with
previous work in this field [33, 34]. Although MGRIT with Scheme II uses only a slightly
different time discretization, a convergent scheme can be derived for a range of coarsen-
ing factors, both for two-grid and multilevel algorithms. Scheme II not only results in a
stable algorithm when used with MGRIT but also yields a speedup over sequential time
stepping while maintaining the accuracy of Scheme I for practical time step sizes.

In the light of observed differences between A-stable and L-stable time discretization
schemes in Section 5.1 and Section 5.2, it seems likely that the stability properties of
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Figure 5.19: Decrease of MGRIT residual norm ||| (with wo = 1, wy = 0, wy = 1/my;
see Equation (5.29)) for ny € {4,5,6} levels and {1,2,3,4} V-cycles per FMG-
level. Note how the additional V-cycle per FMG-level yields a faster decrease in
the residual morm. Thus, the required number of iterations to solve the problem
to solver tolerance decreases. This causes a drop in wall clock time, as seen in
Figure 5.20 - Figure 5.22, despite the higher per-cycle cost.

Scheme I and Scheme IT are the key drivers of divergence and convergence, respectively.
For example, Scheme II is a standard backward Euler scheme, which is L-stable. On the
other hand, Scheme I resembles a Crank-Nicolson method, which is only A-stable.

In the case of using MGRIT with Scheme II, convergence was predicted for two-grid
algorithms with F- and FCF-relaxation and a range of coarsening factors. The predictions
matched quite closely with observations in the numerical experiments, supporting the use
of the analysis presented in [25] as a powerful tool to design convergent algorithms a
PrioT.

Although the analysis presented in [25] is restricted to the two-grid case, the convergent
and efficient multilevel algorithm was a straightforward generalization of its two-grid
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Figure 5.20: Wall clock time for MGRIT with Scheme II and FMG-cycles with ny = 4 and
my = 2 for all L.

counterpart. Here, the use of FMG-cycles was beneficial to accelerate convergence in the
true multilevel case, enabling larger total coarsening factors d,,_1/dp compared to the
two-grid case. It was also shown that, for a given total coarsening factor d,,_1/dy, slow
temporal coarsening (and thus, more time grids) can improve convergence over faster
temporal coarsening with less time grids. Furthermore, performing additional V-cycles
at each FMG-level makes the coarse-grid solve more powerful and improves convergence
significantly.

Further, timing results for the time-parallel algorithm were presented in Section 5.3.8.
Using 192 processors, a speedup of 5.25x was achieved for a 4-level algorithm with four
V-cycles per FMG-level. Similarly, speedups of 4.72x and 2.91x were shown for 5- and
6-level algorithms. It was also demonstrated, that the use of FMG-cycles resulted in a
better speedup than the use of V-cycles with F- and FCF-relaxation. The reported wall
clock times are almost entirely dominated by computation and communication, however,
data export, for example, is a completely serial process for sequential time-stepping while
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my = 2 for all £.

it is parallel for the MGRIT algorithm. Thus, for practical applications that include data
I/O tasks, larger speedups can be expected. Lastly, Figure 5.22 (for example, 6-level
algorithm with four V-cycles per FMG-level) shows scaling of the wall clock time at fixed
spatial problem size until 192 processors, which we expect to continue beyond the number
of processors employed in this study.

No refinement of the spatial problem or spatial parallelism was considered as the per-
formance of MGRIT and the expected speedup are mainly dictated by the temporal
dimension size. Spatial parallelism will degrade strong scaling, because communication
overhead will be relatively larger. Larger spatial problems, however, will help to improve
strong scaling because each time step will be more expensive, that is, communication
overhead will be relatively smaller.
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# V-cycles [ny=4 ny=5 ny,=6 # V-cycles [ng=4 ny=5 ny==6
1 0.92x  0.95x 0.82x 1 1.43x  1.38x 1.02x
2 1.08x 1.13x 1.00x 2 1.70x 1.80x 1.33x
3 1.25x  1.25x  1.01x 3 1.87x 1.80x 1.37x
4 1.33x  1.28x 1.10x 4 2.12x  1.77x  1.46x

(a) MGRIT tolerance tol = 4.472-107"7. (b) MGRIT tolerance tol = 4.472 - 1076,

# V-cycles [ng=4 ny=5 ny,=6
1 3.20x 3.45x 2.10x # FC-relaxations ‘ ng=4 ng=5 n;, =06
2 3.96x  3.55x  2.60x 0 1.95x  1.28x 0.61x
3 3.74x  4.01x  2.70x 1 1.83x  1.13x  0.54x
4 5.25x  4.72x  2.91x (d) MGRIT tolerance tol = 4.472-1075.

(c) MGRIT tolerance tol = 4.472 - 107°.

Table 5.1: Measured speedup using 192 processors with ny € {4,5,6} levels. Table 5.1a - Ta-
ble 5.1c with FMG-cycles and {1,2,3,4} V-cycles at each FMG-level; Table 5.1d

with V-cycles and F- or FCF-relazation.
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5.4 Flow through simplified stenosed valve in 2D8

This section considers flow in the ascending aorta (see Figure 5.23) in a simplified two-
dimensional geometry. Figure 5.24 illustrates the setting: Pulsatile blood flow is entering
the domain from the left ventricle. The blood flows past two stenosed valves (approxi-
mated as rigid tissue), the aortic sinus (anatomic dilations of the ascending aorta) and
enters the ascending aorta. The outflow is slightly extended where the aortic arch would
be located.

] Left common
Right common carotid artery

carotid artery

Right
subclavian

artery Left

subclavian
artery

Brachiocephalic
artery

Right
coronary
artery

Left
coronary
artery

Figure 5.23: Schematic of the ascending aorta with coronary arteries, the aortic arch with three
branches and the descending aorta. Image’from [50].

The Navier-Stokes equations for incompressible Newtonian flow are considered as a
general model for the blood flow in the ascending aorta:

,of@tvf+pfvf-va—V- [,uf (va+Vva—pr)] =0 n Qf, (539)
V"Uf:O in Qf, (540)

with velocity vy, pressure py, density py = 107 g/mm? and viscosity 0.04 g/(mm - s).

8Results in this section have previously appeared [61]
9Public Domain image: https://commons.wikimedia.org/w/index.php?curid=1617151
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Pulsatile parabolic inflow with cycle length T' = 1.024 s is prescribed at the inflow,

9 ot — -1 —0.685 2
o= [ (0505 con (B715)) [1 N ] 51

and pulsatile outflow is prescribed at the left and right coronary arteries,

| 0| mm 2nt — -1 s 1 for y > 0,
vf = [101 — (0.5+0.5 - COoS (T)) {_1 for y < 0. (5.42)

Zero Neumann conditions are prescribed at the outflow and zero Dirichlet conditions
are prescribed at all other boundaries. The initial condition is set as zero.

[ outflow on F?

no-slip on F;V

outflow on I‘?
N

inflow on F}

—_—

y l
outflow on 1"}3
x

Figure 5.24: Simplified stenosed valve geometry in two dimensions with mazximally dilated
valves. Inflow occurs from the left ventricle on the left. Minor outflows are
observed toward the left and right coronary arteries at the top and bottom, and
main outflow toward the aortic arch on the right.

5.4.1 Space-time discretization

Space is discretized using finite elements with 1388 inf-sup stable P2 — P! Taylor-Hood
elements and N, = 6879 degrees-of-freedom, see Figure 5.25. The length of the temporal
domain corresponds to 10 cardiac cycles with time ¢ € [0,107]. A backward Euler time
discretization scheme is employed to discretize the temporal domain with equidistant time
steps and a time step size of §; = 1 ms.

5.4.2 Comparison of models for Stokes flow and Navier-Stokes flow

Because the multilevel convergence theory for MGRIT in Section 4 was developed under
the assumption of linear PDEs, let’s first consider neglecting the nonlinear term vy - Voy
in Equation (5.55), which yields the Stokes flow model for an incompressible Newtonian
fluid. Figure 5.26 illustrates how the flow (magnitude) develops over cycle 10. The
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Figure 5.25: Mesh for the stenosed valve problem consisting of 1388 triangular finite elements.
The mesh is refined near small features and boundaries with high curvature.

parabolic inflow (see Equation (5.41)) is constricted between the valves to form a jet.
The jet quickly widens to an approximately parabolic flow profile, similar to Poiseuille
flow in a channel; for example, note the (close to) parallel streamlines at ¢ = 9.6 s in
Figure 5.26. Further note the small reflow regions between the valves and the coronary
arteries.

In contrast, Figure 5.28 illustrates the flow (magnitude) over cycle 10, as obtained from
the Navier-Stokes flow model. Here, the jet (due to the flow constriction from the valves)
extends farther downstream of the valves. This yields more pronounced reflow regions
(e.g., compare the streamlines in Figure 5.26 and Figure 5.28 for t = 9.6 s) and creates
significantly different flow patterns. Further note that the y-component of the velocity
permits the identification of the front of the jet, see Figure 5.27.

Thus, the observed physical flow field varies significantly depending on the underly-
ing model (Stokes flow or Navier-Stokes flow). In later parts of Section 5.4, it will be
investigated whether convergence analysis for the linear PDE case can still yield reason-
able a priori estimates of the observed convergence of multilevel MGRIT applied to the
nonlinear PDE case.



5.4 Flow through simplified stenosed valve in 2D 115

-

BN
Sv——
P

440 880

Velocity magnitude [mm/s]
Figure 5.26: Stokes flow: Velocity magnitude at multiple time points over the 10" cycle:
t € {9.4,9.6,9.8,10.0,10.2} s. The parabolic inflow becomes a jet between the
valves. The jet quickly widens to an approximately parabolic flow profile, similar
to Poiseuille flow in a channel.
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Figure 5.27: Navier-Stokes flow: Velocity magnitude at multiple time points over the 10" cycle:
t € {9.4,9.6,9.8,10.0,10.2} s. The parabolic inflow becomes a jet between the
valves. In contrast to the Stokes flow case (see Figure 5.26), the jet is clearly
visible downstream and the y-component of the flow is nonzero, see Figure 5.28.
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Figure 5.28: Navier-Stokes flow: Nonzero y-component of the velocity at multiple time points
over the 10" cycle: t € {9.4,9.6,9.8,10.0,10.2} s. The traveling wave front due
to the pulsatile inflow is clearly noticeable in the y-component at the tip of the jet
(compare with Figure 5.26).
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5.4.3 Periodic steady-state solution

A common theme in many fields is the presence of temporal periodicity in the investigated
model. For the stenosed valve problem, the periodicity is boundary-driven due to the
pulsatile inflow. In practice, the boundary conditions might be known from medical
imaging data, while the flow field in the interior of the domain might not, which is why
simulations come into play. For the numerical model, however, an initial condition is
required, which is often unknown as well. In general, a zero initial condition is as good
as any other (reasonable) initial condition like in our case. The numerical model is then
driven to a periodic steady-state, which means that cycle-to-cycle variations become small
or negligible with respect to some error measure. That is, the solution becomes periodic
in time:

(-, t+qT) —ve(-,t+ (¢ —1)TD)|| =770 Vitel0,T). (5.43)

In practice, one can anticipate reaching the periodic steady-state quicker (i.e. for smaller
q € Z7) if a better initial condition is employed.

Figure 5.29 illustrates convergence of the solution at the beginning of each cycle
vs(-, (¢ —1)T') to the solution at the end of cycle 10, i.e. vs(-,107), for the Stokes flow
model. Here, the average error reduction is approximately one order of magnitude for each
simulated cycle. This highlights the fact that the accuracy of the periodic steady-state
solution is directly linked to the number of simulated cycles. As a matter of course, each
reduction of the cycle-to-cycle error (at ¢t = (¢ — 1)T" for ¢ = 2,3,...) by approximately
one order of magnitude increases the total computational cost by the computational cost
of adding one cycle length to the temporal domain. In the context of using parallel-in-time
integration with MGRIT, this motivates reducing the computational cost by simulating
only one cardiac cycle but making the time grid periodic, see Section 3.6. That is, con-
vergence to the periodic steady-state is achieved by updating the initial condition.

5.4.4 Weak form of the Stokes flow problem
Consider the Stokes problem,
prowy — V- [y (Vop+ Vv, —pI)| =0 in €y, (5.44)
V-v,=0 inQy, (5.45)

which is discretized using finite elements in space and backward Euler in time, see Sec-
tion 5.4.1. The general discrete weak form can be written as follows:
Find s"™ := (v}, pj*') € V], x W}, such that for every d := (wy,qf) € Vi x W

R(s"™, s" d) = /h pfw wy dQ}
Qh t
+ /Q? py (VO + VI — ph ] Vg + ¢,V -0 dQ) = 0.
(5.46)
The definition of the function spaces are:
SPQ) ={f:Q} =R | feC’(Q}), fln. € P’(re),V T € T}}, (5.47)
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Figure 5.29: Convergence of the solution at the beginning of each cycle v¢(-, (¢ —1)T') to the
solution at the end of cycle 10, i.e. vs(-,10T), for the Stokes flow model with
cycle length T.

which represent the general continuous p**-order piecewise polynomial spaces defined on
Q’} Consequently, we define:

V= [S2Q)]? and Wy =51 (QY), (5.48)
and incorporating the boundary conditions:

Vi ={veV"|w],=00onT9}, (5.49)

Vi = {v € V" | v = v; according to (5.41) and (5.42)}. (5.50)

Rewriting Equation (5.46) in operator form yields,

prM + pp6, K 6B [ [pyM 0] [0} (5.51)
5B 0 7 N VIRV R o ‘

where M is the mass matrix, and K and B refer to the discretized weak form Laplacian
and divergence operators V() and V - (), respectively. Rewriting (5.51) in ®-form,

n -1 n

’Uf+1 _ pr —|-,U,f5tK (5tBT pr 0 ’Uf (5 52)

Pyt &,B 0 0 0] |p}|’ '

kS
highlights the sparsity:
®|;;, 0

P = [ . 5.53
L‘I’]m 0} (5:53)

The fact that v?“ and p}”l do not depend on p} makes sense in that py is used as a
Lagrange multiplier to enforce the incompressibility constraint (5.45) at each time point.
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Equation (5.45) is further a time-independent linear PDE, however, time-independent
PDEs can be solved in just one MGRIT iteration because the coarse-grid solve is exact.
These two observations provide arguments to restrict the convergence analysis to the
velocity block [®];; similar to the analysis for the linear elasticity problem in Section 5.3.

5.4.5 Multilevel MGRIT for the Stokes flow problem

In this section, consider MGRIT convergence for the temporal domain [0,7] and the
following parameter choices:

e Cycling strategy: V- and F-cycles

Relaxation scheme: F- and FCF-relaxation

Number of levels: n, € {2,3,4,5,6}

Temporal coarsening factor: m, = 2 for all ¢

Absolute tolerance: 1078

Zero initial space-time guess
e Skip first down-cycle

To simplify notation, let ®, denote the velocity block [®]y; for all grid levels ¢ =
0,1,...,m-1. The analysis (see Chapter 4) proceeds by simultaneously diagonaliz-

ing {®,},
U '®,U = diag(A\s1, Moo, - - Ao, ) for £ =0,1,...,n0_1, (5.54)

with eigenvalues { A\ }.

Section 5.1 and 5.2 showed that the inequality bounds and approximate convergence
factors provide reasonably sharp estimates of observed worst-case convergence at reduced
computational cost compared to computing the /2-norm of the respective error propaga-
tion operators. Thus, the analysis in this section is restricted to these cheaper estimates.
Furthermore, the additional scaling due to the condition number of the eigenvector matrix
is ignored since Section 5.2 showed that the quality of the estimates is good even without
the scaling factor. In that sense, the estimates are no longer guaranteed upper bounds
but rather a means to estimate observed worst-case convergence a priori.

Figure 5.30 illustrates multilevel convergence of MGRIT V-cycles with F- and FCF-
relaxation for the Stokes problem. Observed worst-case convergence factors increase with
increasing numbers of levels in the MGRIT hierarchy, as is usually observed for MGRIT
V-cycles. While the sharpness of the estimates based on the inequality bound deteriorates
with larger ny, they still provide estimates of the observed worst-case convergence factor
of reasonable quality; especially, when considering that these estimates can be computed
a priori. For the wave equation, it was observed that additional relaxation steps (e.g.,
switching from F- to FCF-relaxation) cannot improve MGRIT convergence significantly,
however, for the Stokes problem there is a significant benefit.

On the other hand, Figure 5.31 illustrates multilevel convergence of MGRIT F-cycles
with F- and FCF-relaxation. While the observed worst-case convergence factor of MGRIT
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Figure 5.30: Multilevel convergence of MGRIT V-cycles with F- and FCF-relaxation for the
Stokes problem: Observed worst-case convergence factor compared with a priori
estimates (no p-contribution).

V-cycles increases with a growing number of levels, such an increase is not observed for
MGRIT F-cycles, irrespective of the choice of F- or FCF-relaxation. In most cases,
two-level convergence provides a heuristic upper bound on multilevel convergence (see
Section 4), and thus, constant or almost constant convergence factors for an increasing
number of levels can be considered ideal / optimal. The estimates based on the inequality
bound predict this desirable property of MGRIT F-cycles. Approximation 3, however,
predicts a slight increase in the convergence factor. This is plausible since the approxima-
tion is based on various additional simplifications and, overall, it is the cheapest estimate
available.

Overall, convergence of MGRIT for the Stokes problem is fairly similar to the diffu-
sion equation, see Section 5.1. This is surprising from the point-of-view that the Stokes
equations are a simplification of the Navier-Stokes equations, which have some hyper-
bolic component. It is, however, less surprising if one considers that the Stokes problem
in (5.44) and (5.45) infact looks quite similar to the diffusion equation with additional
constraints (i.e. incompressibility).

5.4.6 Multilevel MGRIT for the time-periodic Stokes flow problem

Here, the setting from Section 5.4.5 is considered, however, the time-grids are now made
periodic. That is, MGRIT is employed to approximate the solution over one cycle only,
with ¢ € [0, 7], and convergence to the periodic steady-state is achieved by updating the
initial condition v(-,0), based on the approach described in Section 3.6.

5.4.6.1 Two-level MGRIT with F- and FCF-relaxation

First, consider two-level MGRIT with FCF-relaxation and a temporal coarsening factor
of 2. The two-level algorithm converges in 12 MGRIT iterations and the error in the
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Figure 5.31: Multilevel convergence of MGRIT F-cycles with F- and FCF-relaxation for the
Stokes problem: Observed worst-case convergence factor compared with a priori
estimates (no p-contribution).

initial condition converges at a similar rate, see Figure 5.32. On the other hand, consider
the residual norm at each time point on the coarse grid, see Figure 5.33. In contrast to
traditional MGRIT for the nonperiodic case, the largest residual norm is not observed
towards the end of the temporal domain, but at the beginning. This makes sense as the
largest mismatch / discontinuity in the space-time solution will occur at ¢ = 0 due to
the continuously updated initial condition; it is this mismatch that is then propagated
in time and appears as a spike. Looking closer at Figure 5.33, it is seen that the spikes
occur at t4 for FCF-relaxation (and at t5 for F-relaxation; plot omitted), which is due to
the fact that MGRIT propagates the exact solution across two coarse-grid intervals for
FCF-relaxation (and one coarse-grid interval for F-relaxation).
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Figure 5.32: Two-level MGRIT with F- and FCF-relaxzation and temporal coarsening factor 2
for the time-periodic Stokes problem: Reduction of MGRIT residual and initial
condition (IC) error.

Since the spike only occurs at a single time point on the coarse grid and right at the
beginning of the temporal domain, one can consider skipping the updates of the initial
condition once a reasonable tolerance is achieved. For example, consider a tolerance of
10719 for the initial condition (compare Figure 5.29), which is used to skip further updates
once the /2-norm of the changes in the initial condition are smaller than said tolerance.
For FCF-relaxation, this means that the tolerance for the initial condition is reached
faster than the MGRIT tolerance. Thus, the property that MGRIT propagates the exact
solution (here, this would be the converged initial condition) means that the spike in
Figure 5.33 can be smoothed out and MGRIT can be terminated earlier, see Figure 5.34.

In preliminary experiments for MGRIT with F-relaxation, it was found that the MGRIT
tolerance was satisfied before the initial condition could be considered converged. Thus,
the time-periodic MGRIT algorithm from Section 3.6 checks convergence of the initial
condition after each MGRIT iteration. The time-periodic MGRIT algorithm is only
permitted to terminate if both convergence criteria for MGRIT and the initial condition
are satisfied. This is achieved by means of a callback function that was implemented in
XBraid. This callback function permits the simulation code (here: CHeart) to detect
convergence of the initial condition to a time-periodic steady-state. If the intial condition
is converged, it lets XBraid terminate, otherwise it requests more MGRIT iterations if
this is not the case.

Convergence estimates

Now, consider two-level MGRIT with F- and FCF-relaxation and temporal coarsening
factor mg € {2,4, 8,16, 32} for the time-periodic Stokes problem. It is then assessed how
well the inequality bounds and approximate convergence factors (i.e. Approximation 1
and Approximation 2) can capture the convergence behavior despite the fact that these
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Figure 5.33: Two-level convergence of MGRIT with FCF-relaxation and temporal coarsening
factor 2 for the time-periodic Stokes problem: MGRIT residual at C-points for
multiple iterations if no IC tolerance is used.
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Figure 5.34: Two-level convergence of MGRIT with FCF-relaxation and temporal coarsening
factor 2 for the time-periodic Stokes problem: MGRIT residual at C-points for
multiple iterations if IC tolerance 1010 is used.

theoretical results were not derived for the time-periodic case.

Figure 5.35 highlights that the estimates (of the worst-case convergence factor) based
on the inequality bound and the approximate convergence factors are effectively the same.
For two-level MGRIT with F-relaxation, the theoretical estimates predict the worst-case
convergence factor for my = 2 well, and almost perfectly for mg > 2. For FCF-relaxation,
however, the theoretical estimates underestimate the worst-case convergence factor ob-
served for the time-periodic MGRIT algorithm, which is not desirable. In particular, the
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experiments show a decreasing worst-case convergence factor with an increasing tempo-
ral coarsening factor, whereas the theoretical estimates predict an increasing worst-case
convergence factor. In fact, it is quite surprising that one observes better (worst-case)
convergence for two-level MGRIT with FCF-relaxation when the temporal coarsening
increases. This is quite unusual but very beneficial, since it yields a better converging
algorithm with cheaper per-iteration cost.

One should emphasize that the benefits of FCF-relaxation only arise when the tempo-
ral coarsening factor is large, see Figure 5.35. That is, in time-parallel runs with small
temporal coarsening factors it is likely that MGRIT with F-relaxation will have a shorter
time-to-solution than MGRIT with FCF-relaxation, whereas the opposite can be antici-
pated when the temporal coarsening factor is large.
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Figure 5.35: Two-level MGRIT with F- and FCF-relaxation for the Stokes problem: Observed
worst-case convergence factor (for time-periodic problem) compared with a priori
estimates (for one period; no p-contribution).

Parallel performance on LEAD and TheoSim

Let’s now consider parallelism applied to the spatial domain, the temporal domain and
the spatiotemporal domain. Runtimes reported here were obtained using two small-scale
clusters: LEAD and TheoSim (see Section A). The reported runtime of the serial algorithm
is the best of 5 runs and of the parallel algorithms it is the best of 1 run.

If no parallelism is employed, the algorithm takes 523.05 s on LEAD and 332.16 s on
TheoSim (referred to as baseline). Employing spatial parallelism, the time-to-solution
can be reduced (see Figure 5.36 and Figure 5.37) to 55.89 s on LEAD (speedup: 9.36x)
and 42.82 s on TheoSim (speedup: 7.76x), using 16 processors.
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Figure 5.36: Runtimes on LEAD for two-level convergence of MGRIT with F-relaxation and
temporal coarsening factor mqg for the time-periodic Stokes problem: IC tol is
10719, Speedup with time-only parallelism is 5.03 with 16 processors.
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Figure 5.37: Runtimes on TheoSim for two-level convergence of MGRIT with F-relaxation and
temporal coarsening factor mqg for the time-periodic Stokes problem: IC tol is

1010,

Speedup with time-only parallelism is 4.54 with 24 processors. Speedup

with space-time parallelism is 35.07 with 256 processors.



5.4 Flow through simplified stenosed valve in 2D 127

10?
=
]
E
-4
Q
ks
7
= 102

Figure 5.38:

i +-- Baseline
o PR o. e~ IR 4-=-- Optimal
Ik Y tEF Space-only
- ~eg g3 Time-only, mg = 2
i T, Time-only, mg = 4
.'."'7.:.5 Time-only, mg = 8
REALIOE .~ Time-only, mg = 16
R N N g .
'''''' 0. TEF Time-only, mg = 32
..... )
~~~~~~~~~~ i
\ \ !
1 2 4 8 16

Number of processors

Runtimes on LEAD for two-level convergence of MGRIT with FCF-relaxation

and temporal coarsening factor mqg for the time-periodic Stokes problem: IC tol
is 10719, Speedup with time-only parallelism is 5.18 with 16 processors.

e
‘e
.
.

e
.
.
e
.

~
S -

‘e
e
.

1 --- Baseline

B Optimal

| =EF Space-only

-8~ Time-only, my = 2
-8~ Time-only, mo = 4
-8 Time-only, mo = 8
-5~ Time-only, mo = 16
-EF Time-only, my = 32
-EF Space-time, my = 32

~ -

e
.
.
e
e -
. -
‘e -
. |
e
.
.
.
.
.
.
‘e
.

.
e
.
e
.

1
]
! \\\\HE

‘e
e
.
.
.
e
.
.
.
.
‘e
.

.
e
‘e
o

10%g
o,
- |
.g 102 a
'M :
o I
2 [
QI) I
g 10! 8

0
10 1

16 32 64 128 256

Number of processors

Figure 5.39: Runtimes on TheoSim for two-level convergence of MGRIT with FCF-relazation
and temporal coarsening factor mq for the time-periodic Stokes problem: IC tol
is 10710, Speedup with time-only parallelism is 6.89 with 32 processors. Speedup
with space-time parallelism is 34.21 with 256 processors.

Using two-level MGRIT without parallelism yields a more expensive algorithm, e.g. see
Figure 5.36. The benefit of MGRIT is exploited by using more processors and by coars-
ening more aggressively. For example, the wall-clock time of MGRIT with F-relaxation
and time-parallelism on LEAD is:

e 446 s; using a temporal coarsening factor of 2 and 16 processors yields a speedup
of 1.17x.
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e 169 s; using a temporal coarsening factor of 32 and 4 processors yields a speedup
of 3.09x.

e 104 s; using a temporal coarsening factor of 32 and 16 processors yields a speedup
of 5.03x.

With time-parallelism, the largest speedups achieved are:

e F-relaxation:
LEAD: 5.03x with a wall-clock time of 104 s using 16 processors.

TheoSim: 4.54x with a wall-clock time of 73.1 s using 24 processors.

e FCF-relaxation:
LEAD: 5.18x with a wall-clock time of 101 s using 16 processors.

TheoSim: 6.89x with a wall-clock time of 48.2 s using 32 processors.

Thanks to the nonintrusiveness of MGRIT, speedups from space- and time-parallelism
can be combined. Again, the best speedups are achieved when using more processors
and when coarsening more aggressively, e.g., see Figure 5.37. The best achieved speedups
using space-time parallelism on TheoSim are:

e F-relaxation: 35.07x with a wall-clock time of 9.47 s using 256 processors.
e FCF-relaxation: 34.21x with a wall-clock time of 9.71 s using 256 processors.

From the data reported here, it can be concluded that for time-only parallelism, FCF-
relaxation gives a better speedup than F-relaxation, however, F-relaxation gives a bet-
ter speedup if space-time parallelism is employed. It seems likely, though, that FCF-
relaxation should give the best possible speedup. For example, for F-relaxation the com-
bined space-only speedup (7.76x) and time-only speedup (4.54x) of approximately 35.23x
is very close to the observed speedup of 35.07x. On the other hand, for FCF-relaxation
there is some mismatch between the combined space-only speedup (7.76x) and time-only
speedup (6.89x) of approximately 53.47x and the observed speedup of 34.21x. As the
employed nodes of the TheoSim cluster share the network connection with other compute
nodes, other production runs may have slowed down MGRIT’s MPI messages.

Overall, the achieved speedups for two-level MGRIT are quite large compared to results
reported in literature. For example, for a 2D compressible fluid dynamics application Fal-
gout et al. [31] reported a speedup of 7.53x using time-only parallelism on 4096 processors,
i.e. on a considerably larger number of processors. While the setting is slightly different
(e.g., different Re number, different space-time resolution, etc.), the increased parallel
efficiency is arguably achieved through exploiting the periodicity of the solution in time,
and thus, to the development of the new time-periodic MGRIT variant.

5.4.6.2 Multilevel MGRIT with F- and FCF-relaxation

In the previous section, the time-periodic MGRIT algorithm from Section 3.6 was explored
in the two-level setting. The largest observed speedup was 6.89x with time-parallelism and
35.07x with space-time parallelism, using 16 and 256 processors, respectively. Motivated
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from these results, it is investigated if the time-periodic two-level MGRIT algorithm
generalizes to the multilevel setting without further modifications, i.e. if it converges, how
fast it converges and if the theoretical estimates for the nonperiodic case are useful to
estimate convergence in the time-periodic case. Here, only time-parallelism is considered
with a fixed temporal coarsening factor of my = 2 for £ =0,...,n, — 2. Results reported
were obtained on the TheoSim cluster, see Section A.

Convergence estimates

First, convergence estimates for the nonperiodic case are compared with observed worst-
case convergence of time-periodic multilevel MGRIT V- and F-cycle algorithms. Fig-
ure 5.40 and Figure 5.41 illustrate that in the case of multilevel V- and F-cycle algorithms
with F-relaxation, the theoretical estimates (inequality bound and Approximation 1) cap-
ture the correct magnitude and trend of the observed worst-case convergence factors. In
the case of FCF-relaxation, however, the observed worst-case convergence factors cannot
be predicted (V-cycle) or only poorly (correct trend but incorrect magnitude for multilevel
F-cycle).

In fact, it is quite surprising that one observes better (worst-case) convergence for two-
level MGRIT with FCF-relaxation when the temporal coarsening increases. This is quite
unusual but very beneficial, since it yields a better converging algorithm with cheaper per-
iteration cost. In Section 5.4.6.1, it was observed that FCF-relaxation in combination with
a large temporal coarsening factor can indeed yield faster (worst-case) convergence than
with a small temporal coarsening factor. Figure 5.40 illustrates a similar observation for
the multilevel case: the worst-case convergence factor for multilevel V-cycles with FCF-
relaxation decreases with an increasing number of time grid levels; thus, at the same
time yielding a cheaper per-iteration cost, more potential for parallelism and a smaller
coarse-grid size (i.e. smaller sequential component).
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Figure 5.40: Multilevel convergence of MGRIT V-cycles with F- and FCF-relaxation for the
Stokes problem: Observed worst-case convergence factor (for time-periodic prob-
lem) compared with a priori estimates (for one period; no p-contribution).
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Figure 5.41: Multilevel convergence of MGRIT F-cycles with F- and FCF-relaxation for the
Stokes problem: Observed worst-case convergence factor (for time-periodic prob-
lem) compared with a priori estimates (for one period; no p-contribution).

Parallel performance on TheoSim

Starting with the two-level MGRIT algorithm, Figure 5.42 and Figure 5.43 highlight that
the degree of parallelism that can be exploited through MGRIT eventually saturates,
giving only negligible speedups (for both F- and FCF-relaxation). On the other hand,
using more time grid levels yields a more expensive algorithm than serial time stepping
if only one or few processors are used to parallelize the time component. However, the
benefit of using time-periodic multilevel MGRIT with F- or FCF-relaxation is bigger when
employing more processors. For example, the slope for n, = 6 time grid levels for MGRIT
with FCF-relaxation is much steeper than for two-level MGRIT with FCF-relaxation
(see Figure 5.42). The best speedups are achieved for multilevel MGRIT with n, = 6
time grid levels using 32 processors: the speedup is 1.90x for F-relaxation and 3.48x for
FCF-relaxation.

The fact that the wall-clock time of six-level MGRIT with FCF-relaxation is smaller
than six-level MGRIT with F-relaxation reflects and confirms the observations in Fig-
ure 5.40: the cheaper per-iteration cost and smaller coarse grid size yield a larger speedup.

5.4.7 Weak form of the Navier-Stokes flow problem

Now, let’s switch from the linear PDE to the nonlinear PDE case: Consider the Navier-

Stokes problem,
pfﬁt'vf—i—pffvf-va—V- [,Uf (V'vf+Vva—pr)] =0 in Qf, (555)
V-v;=0 in Qy, (5.56)

which is discretized using finite elements in space and backward Euler in time, see Sec-
tion 5.4.1. The general dxiscrete weak form can be written as follows:
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Figure 5.42: Runtimes on TheoSim for n;-level convergence of MGRIT with F-relaxation and
temporal coarsening factor m; = 2 for the time-periodic Stokes problem: IC tol
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The definition of the function spaces are:
SPQ) ={f:QF =R | feC’(Q}), fln. € P’(7e),V T € T}}, (5.58)

which represent the general continuous p**-order piecewise polynomial spaces defined on
Q? Consequently, we define:

V= [S2Q))2 and W =SY(Qh), (5.59)
and incorporating the boundary conditions:

Vi ={veV"|[v],=00nT%}, (5.60)
Vi = {v € V" | v = v; according to (5.41) and (5.42)}. (5.61)

Rewriting Equation (5.57) in operator form yields,

prM + o K (03 6B [vi™] _ oM 0] [vf (5.62)
5B o | o} 0 O] [pF]’ '

where M is the mass matrix, and K and B refer to the discretized weak form Laplacian
and divergence operators V() and V - (), respectively. Rewriting (5.62) in ®-form,

n n -1 n
’Uf+1 _ IOfM—f—/,Lf(stK('Uerl) 5tBT pr 0 Uf (5 63)
Pyt 6B 0 0 0 |p}] '

/

Vv
PPt

highlights the same sparsity pattern as in Equation (5.53), such that the convergence
analysis can be restricted to the velocity block, see Section 5.4.4.

5.4.8 Multilevel MGRIT for the Navier-Stokes flow problem

The convergence framework presented in Chapter 4 was developed under the assumption
of linear PDEs. In practice, an overwhelming number of applications, however, require
the solution of nonlinear PDEs. It is thus important to investigate, how and if the
estimates for the linear case are applicable to the nonlinear case. Here, two approaches
are considered:

1. Convergence estimate based on ® from the Stokes equation, see Equation (5.52).

2. Convergence estimate based on a linearized ® from a Newton iteration of the Navier-
Stokes equation, see Equation (5.63).

Here, multilevel MGRIT V- and F-cycles with F- and FCF-relaxation are considered for
ng € {2,3,4,5,6} levels with temporal coarsening factor my, = 2 for £ = 0,...,n, — 2.
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5.4.8.1 Convergence estimate based on the Stokes flow problem

The first approach to estimate convergence of MGRIT for the nonlinear case is motivated
from the observation that the nonperiodic case provided reasonable estimates for time-
periodic MGRIT. Thus, convergence estimates for the Stokes equation are compared with
observed worst-case convergence factors of MGRIT for the parallel-in-time integration of
the Navier-Stokes equation.

Figure 5.44 and Figure 5.45 highlight that the observed worst-case convergence factor
for MGRIT for the Navier-Stokes equation is larger than for the Stokes equation. This
makes sense, in that the presence of the nonlinear advective term changes the character of
the PDE toward a regime that has traditionally experienced more challenges for parallel-
in-time integration: the field of hyperbolic PDEs. It is further noted, that while the trends
can still be predicted reasonably well, there is a visible mismatch between the predicted
and observed magnitude of the convergence factor, e.g., see Figure 5.44.

Thus, the estimates for the Stokes equation do not directly translate to the nonlinear
case, e.g., because the advective term is ignored. In the following section, a different
approach is taken that takes the advective term into account to provide better estimates
of the observed worst-case convergence of multilevel MGRIT.
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Figure 5.44: Multilevel convergence of MGRIT V-cycles with F- and FCF-relaxation for the
Navier-Stokes problem: Observed worst-case convergence factor compared with a
priori estimates based on Stokes flow.

5.4.8.2 Convergence estimate based on a linearization of the Navier-Stokes flow
problem

In Section 5.4.8.1, it was shown that convergence estimates for the linear PDE case do not
necessarily translate to the nonlinear PDE case directly. Here, an alternative approach is
proposed. Instead of ignoring the role of the advective term in the convergence framework,
it is taken into account by computing a linearized version of the time stepping operator
®, on each level ¢ during a Newton iteration of the spatial solve. Since the magnitude
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Figure 5.45: Multilevel convergence of MGRIT F-cycles with F- and FCF-relaxation for the
Navier-Stokes problem: Observed worst-case convergence factor compared with a
priori estimates based on Stokes flow.

of the advective term constantly changes throughout the temporal domain, the flow field
vy at t = 0.384 s is selected to compute the linearized ®, operator on each level ¢. This
time point corresponds to a snapshot of the space-time solution (row 2 in Figure 5.27 and
Figure 5.28), where advection is expected to play a significant role.

The convergence analysis proceeds as before, however, the assumption of simultaneous
diagonalization is somewhat modified. For example, the linearized time stepping operator
®( on level 0 is diagonalized by,

U_1¢QU = diag()\m, cey )\07]\]1), (564)
however, for all other levels £ =1,...,n, — 1, let,
M1, e, = diag(U™'®,U) . (5.65)

When computing U ' @®,U numerically, there are slight nonzero offdiagonal entries. These
nonzero entries could be present due to limited precision in numerical arithmetic and /
or bad conditioning. It is, however, difficult to exactly explain this observation without
extensive further research, e.g., by deriving the respective Fourier symbols. Deriving the
Fourier symbols is straightforward to do for simple linear PDEs and a fixed spatiotemporal
discretization scheme (e.g., see [24]). But it is not clear if it is indeed possible for the
(nonlinear) Navier-Stokes equation. Despite the potential violation of the simultaneously
diagonalizable assumption, we proceed with the eigenvalues Ay, (for ¢ € {0,...,n, — 1},
ke {1,...,N,}) obtained from Equation (5.64) and Equation (5.65) for two reasons:

e The simultaneously diagonalizable assumption is potentially not violated.

e If it is violated, the approach could still hint at a possible pathway for a future
generalization of the convergence framework for nonlinear PDEs.
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Figure 5.46 and Figure 5.47 illustrate the benefit of the proposed approach. While
not mathematically rigorous, the obtained estimates of the worst-case convergence factor
are strikingly close to observed worst-case convergence of MGRIT V- and F-cycles for
the parallel-in-time integration of the Navier-Stokes equation. The estimates predict the
correct trend and the correct magnitude with surprising sharpness. Irrespective of the use
of V- or F-cycles and F- or FCF-relaxation: The observed worst-case convergence can be
predicted with good quality.

Thus, the observed slightly nonzero offdiagonal entries of U ' ®,U in Equation (5.65)
could indeed stem from the limited precision of numerical arithmetic and / or bad condi-
tioning. As a matter of course, this observation needs to be confirmed in further studies,
however, the proposed approach could possibly be the basis for future generalizations of
the theory in Chapter 4 to the nonlinear PDE case.
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Figure 5.46: Multilevel convergence of MGRIT V-cycles with F- and FCF-relaxation for the
Navier-Stokes problem at t = 0.384 s: Observed worst-case convergence factor
compared with a priori estimates based on a linearization of the ® operator.
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Figure 5.47: Multilevel convergence of MGRIT F-cycles with F- and FCF-relaxation for the
Navier-Stokes problem at t = 0.384 s: Observed worst-case convergence factor
compared with a priori estimates based on a linearization of the ® operator.
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5.4.9 Conclusion

In this section, flow through a simplified stenosed valve geometry was investigated both
from a theoretical perspective and in numerical experiments. Overall, theoretical esti-
mates predicted worst case convergence in numerical experiments well, both in the linear
PDE case and for a proposed extension to the nonlinear PDE case.

Significant speedups were achieved by exploiting the time-periodic property of the flow
problem by means of the new time-periodic MGRIT algorithm proposed in Section 3.6.
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5.5 Analytic FSI solutions: Transient fluid / transient
linear solid in 2D19

In this section, MGRIT is applied to the transient linear two-dimensional FSI test case
from Chapter 2. The domains are given in Figure 2.1 and parameters are selected similar
to Section 2.4.2.1, see Table 5.2. Further, four space-time discretizations are considered
and referred to as refinement levels. Each space-time refinement level has an MGRIT
tolerance associated with it, see Table 5.3.

In the following, the ®-form of the space-time discrete incompressible Stokes equation
is derived. Then, the multilevel convergence framework from Chapter 4 is applied and
the theoretical estimates are compared with observed convergence factors. Furthermore,
the new time-periodic MGRIT algorithm (see Section 3.6), that has proven beneficial in
Section 5.4, is assessed, where significant speedups are achieved.

Fluid density Fluid viscosity ‘ Solid density Solid stiffness ‘ Cycle length
pr=1000  j;=0010 | p,=1000 p=0100 | T =1.024

Table 5.2: Parameters for the 2D transient fluid / transient linear solid case.

Refinement level | Time step size # Time steps | Spatial step size # DOFs | MGRIT tol
1 0.128 80 0.200 378 1.398 - 1077
2 0.032 320 0.100 1288 | 5.590- 1077
3 0.008 1280 0.050 4728 | 2.236-10°°
4 0.002 5120 0.025 18088 |8.944-107°

Table 5.3: Space-time refinement levels used for 2D transient fluid / transient linear solid case
with 6;/6% = 3.2 = const and scaled MGRIT tolerance 1078 /(1/3;0,).

5.5.1 ®-form of coupled PDEs

In this section, first-order backward Euler time-discretization schemes are considered for
the fluid and solid PDEs along with inf-sup stable quadratic-linear Taylor-Hood finite
elements, similar to Chapter 2, Section 5.3 and Section 5.4.

The backward Euler time-discretization of the incompressible Stokes equation is
given as,

prof = sV - [Vt + VI 46,V - (pf ) = pyof, (5.66)
—6,V - v = 0. (5.67)

On the other hand, the backward Euler time discretization of the linear elasticity equa-

10Results in this section have previously appeared [62]
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tion is given as Scheme II from Section 5.3,

wt — vt = ul, (5.68)

R TR VAR A VA o VAR e I
6V - (piT) = pvl + 16V - [Vl + VTl (5.69)
—67V v =0, (5.70)

where the symmetric Cauchy stress tensor!! is considered to govern the stress response of
a linear-elastic incompressible, isotropic and homogeneous solid material.
The dynamic and kinematic interface constraints,

ty 4+t =0 (5.71)
vttt —wit =0 (5.72)

are enforced at the coupling surface, with equal but opposite tractions,

ty = [Vvy+ V'] - ny, (5.73)
t, = [Vu, + V'u,] - n,, (5.74)

where ny and n, are the outer normal directions on the fluid and solid coupling bound-
aries. The constraints are weakly enforced by introducing a Lagrange multiplier variable,
A=t;=—t,.

Here, inf-sup stable Taylor-Hood finite elements are employed to discretize the coupled
PDEs in space. Quadratic interpolation is used for the fluid velocity, the solid velocity
and displacement, and the Lagrange multiplier; linear interpolation is used for the fluid
and solid pressure. For conciseness and to avoid redundancy we skip over the weak form
of the coupled FSI problem, which is given in general form in Section 2.3.1. In matrix
form, we can write,

(py My + ps6 Kp) v + 6B pt + CFfA™ = ppMyvi,

5thv}‘+1 =0,

wtt — Sttt =

(psMs + MSCS?KS) ’U;H_l + 5tBsTpZ+1 - OsT)‘?—H = psMsvy — ps0 Ksuy,
5tBs'U;L+1 =Y,

Cpott — Coitt =0,

where My and M; are the fluid and solid mass matrix, and K; and K, and By and B;
refer to the discretized weak form Laplacian and divergence operators V() and V - (),

HNote, that the asymmetric Cauchy stress tensor was considered in Section 5.3 and [66].
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respectively. In matrix form, we can write,

[ oMy + g AKp ABT 0 CF T vt
77777 ABy e
777777777777 I AT et
,,,,,,,,,,,, M+ ATK LézB,sT, Li(ig i ”?i
,,,,,,,,,,,, L ABs L |PE
i Cy | Lo —C, | | | _)\n+1_
My 1 [v}]
77777 R L
N e L S s
o LA | | (57
,,,,, | |Ps
i Lo | C ] _)\”_

With [D]™" and C referring to the matrices on the left-hand-side and right-hand-side of
the equation, we can compute the evolution matrix as,

& = DC. (5.76)

5.5.2 Simultaneously diagonalized time-stepping operators

Similar to Section 5.3 and [66], ® will have zero columns corresponding to the constraint
variables, that is, p; and pg and A. Thus, the convergence analysis can be done on block
rows and columns corresponding to vy, u, and v;.

Considering the operator given in Equation (5.76) in an MGRIT setting, i.e. for various
time step sizes, then the time-stepping operators {®,} are simultaneously diagonalizable,
similar to the fluid and solid subproblems in Section 5.3 and Section 5.4:

U '®,U = diag(M\r1,..., \en,), for £=0....,ny— 1. (5.77)

Figure 5.48 shows the diagonal values Ay for space-time refinement levels 1 — 4 (see
Table 5.3) and n, = 7 time grid levels with temporal coarsening factor 2 between all levels.
It is quite clear that the values A;; can be distributed fairly differently in the complex
plane, depending on the employed temporal and spatial step sizes.
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Figure 5.48: Diagonal values of U1 ®,U in the complex plane depending on the space-time re-
finement level (see Table 5.3) and the temporal coarsening factor: {1,2,4,...,64}
from top-to-bottom.
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5.5.3 MGRIT convergence

In literature and the previous sections, it was observed that MGRIT convergence (with
some exceptions) deteriorates:

e with more aggressive temporal coarsening,
e and when refining in space-time.
On the other hand, MGRIT V-cycle convergence was found to improve:
e when using a stronger relaxation scheme,
e when switching from V-cycles to F-cycles.

Here, these observations are reviewed for the coupled linear FSI problem; first in a
two-level setting and later in the multilevel setting.

5.5.3.1 Two-level MGRIT with rFCF-relaxation

Figure 5.49 - Figure 5.52 show observed worst-case and mean convergence of two-level
MGRIT for space-time refinement levels 1 — 4, depending on the number of relaxation
steps r and the coarsening factor mg; and in comparison with the estimated upper bound
in Theorem 1.

First, we remind the reader that each MGRIT iteration propagates the exact solution
over (r+1)mg time steps, and thus, MGRIT is guarantueed to converge in Ny /((r+1)my)
iterations. For space-time refinement level 1, this means that MGRIT converges in “less
than” one iteration for r = 4 and my = 20; thus, this data point is excluded in Figure 5.49.

In most cases, the estimated worst-case convergence is bounding the observed worst-
case convergence as illustrated in Figure 5.51. For the larger space-time refinement levels,
however, observed and estimated convergence factors are a little underwhelming since this
setting prohibits the use of larger temporal coarsening factors or requires more relaxation
steps to achieve good convergence factors.

It is also noted, that the number of required MGRIT iterations to satisfy the conver-
gence tolerance increases with larger space-time meshes; a property that is not ideal and
usually contradicts with the requirements of a scalable solver (e.g., constant iterations /
cost under refinement).
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Figure 5.49: Top: Measured worst-case and mean convergence factor; Bottom: FEstimated
worst-case and number of iterations. Space-time refinement 1. Note: Red X
means convergence in 1 iteration.
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Figure 5.50: Top: Measured worst-case and mean convergence factor; Bottom: Estimated
worst-case and number of iterations. Space-time refinement 2.
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Figure 5.51: Top: Measured worst-case and mean convergence factor; Bottom: Estimated
worst-case and number of iterations. Space-time refinement 3.
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Figure 5.52: Top: Measured worst-case and mean convergence factor; Bottom: FEstimated
worst-case and number of iterations. Space-time refinement 4.

5.5.3.2 Multilevel MGRIT with V- and F-cycles

Figure 5.53 and Figure 5.54 show observed worst-case and mean convergence factors of
multilevel MGRIT with V- and F-cycles, depending on the number of relaxation steps r
and the employed space-time refinement level.
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For MGRIT V-cycles, the inequality bound overestimates observed convergence factors
significantly for four and five grid levels (see Figure 5.53), whereas magnitudes and trends
are captured for two and three levels. Here, Approximation 1 and Approximation 2
are more valuable in the sense that the approximate convergence factors capture the
observed worst-case much better. It is also noted that for space-time refinement levels
1 and 2, the observed convergence factors are constant or only slightly increasing but
for refinement levels 3 and 4, the observed worst-case convergence factors are steadily
increasing. This is not ideal. For example, for five levels and F- or FCF-relaxation, the
worst-case convergence factor increases with a finer space-time mesh.

MGRIT F-cycles on the other hand (see Figure 5.54) show almost constant convergence
factors with only a slight increase for refinement levels 3 and 4 and F-relaxation and
refinement level 4 and FCF-relaxation. It is further noted that for refinement levels 1 and
2 and FCF-relaxation, the inequality bound gives quite sharp estimates of the observed
worst-case. A general trend is further, that the mean and maximum observed convergence
factors are close in the case of F-cycles but show a bigger gap for V-cycles.

Furthermore, we note the cases where the inequality bound could not be evaluated
due to memory constraints (here, a machine with 128 GB memory was used), and thus,
Approximation 1, 2 and 3 (with negligible memory consumption) are the only tools at
hand:

e V-cycles:

— FCF-relaxation: Refinement level 4 and n, > 3.

e F-cycles:
— F-relaxation: Refinement level 4 and n, > 2.

— FCF-relaxation: Refinement level 4 and n, > 2.
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Figure 5.53: Multilevel MGRIT V-cycle convergence with F-relazation (left) and FCF-
relaxzation (right). Top-to-bottom: Space-time refinement level 1 - 4. Squares
denote cases when MGRIT did not converge in 100 iterations. Missing data points
are due to out-of-memory errors.
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Figure 5.54: Multilevel MGRIT F-cycle convergence with F-relaxation (left) and FCF-
relaxation (right). Top-to-bottom: Space-time refinement level 1 - 4. Missing
data points are due to out-of-memory errors.
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5.5.3.3 Convergence factor for each spatial mode )\,

Now, let’s look closer at the distribution of the spatial modes A in the complex plane
and the correlation to the convergence factor for each spatial mode. For example, consider
two-level MGRIT with F- and FCF-relaxation. As Figure 5.55 and Figure 5.56 illustrate,
the slow converging eigenmodes are not near 0 or 1 (i.e. near the stability boundary) on
the real axis (which are sometimes suspected to be the culprit) but rather eigenmodes
with nonzero imaginary part. It is also quite clear that FCF-relaxation effectively scales
down the convergence factors with the most visible effect on those eigenmodes that are

farthest away from the real axis.
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Figure 5.55: Two-level MGRIT with F-relazation for space-time refinement level 2: Conver-
gence factor for each spatial mode in the complex plane as estimated by the in-
equality bound, see Theorem 1. The dotted blue line indicates the stability bound-

ary |z| =1 for z € C.
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Figure 5.56: Two-level MGRIT with FCF-relaxzation for space-time refinement level 2: Con-
vergence factor for each spatial mode in the complex plane as estimated by the
mequality bound, see Theorem 1. The dotted blue line indicates the stability

boundary |z| =1 for x € C.
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Now moving on to the multilevel case with four-level V-cycles with F-relaxation (see
Figure 5.57), the difference is quite remarkable. Eigenmodes Ao with nonzero imaginary
part that are closer to the stability boundary (and their coarse-grid equivalents) are
generally converging more slowly. Eigenmodes along the real axis show slower convergence
as well, in contrast to the two-level algorithm (see Figure 5.55), however, eigenmodes near
0 and 1 are still converging fast. Although, it is clear that an algorithm acting on so many
slow eigenmodes can be expected to perform poorly, which is reflected in the observed
worst-case convergence factor approaching 1 in Figure 5.53 (second row, left).
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Figure 5.57: Four-level MGRIT V-cycles with F-relaxation for space-time refinement level 2:

Convergence factor for each spatial mode in the complex plane as estimated by

the inequality bound, see Theorem 1. The dotted blue line indicates the stability
boundary |x| =1 for x € C.

Figure 5.58 highlights how switching from V-cycles to F-cycles (keeping the number of
grid levels n, = 4 fixed) can significantly improve convergence. For example, all purely
real eigenmodes are converging fast. While some eigenmodes still converge more slowly
with convergence factors of approximately 0.86, they are significantly smaller in numbers.
Thus, it is less probable that slow eigenmodes are actually present in the discrete error
yielding faster observed convergence, which is true for the considered numerical exper-
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iments. For example, the observed worst-case convergence factor for four-level F-cycles
with F-relaxation is approximately 0.42, see Figure 5.54.

While FCF-relaxation can have a similar beneficial effect on the convergence of each
eigenmodes (see Figure 5.59), it is not as pronounced. Eigenmodes on the real axis are
still converging slower for a four-level V-cycle with FCF-relaxation than for a four-level
F-cycle with F-relaxation. Further, the effect is different depending on the location of the
eigenmode in the complex plane, e.g., eigenmodes Ao, near 0.5+0.52 (and their coarse-grid

equivalents) are actually converging slower for F-cycles with F-relaxation.
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Figure 5.58: Four-level MGRIT F-cycles with F-relaxation for space-time refinement level 2:
Convergence factor for each spatial mode in the complex plane as estimated by

the inequality bound, see Theorem 1. The dotted blue line indicates the stability
boundary |z| =1 for x € C.

The largest improvement, compared to V-cycles with F-relaxation, can be achieved by
switching to F-cycles and FCF-relaxation. In this case, only few eigenmodes are estimated
to converge at a rate of approximately 0.46, whereas the observed worst-case convergence
factor is approximately 0.36. This highlights that if the objective is to minimize the
convergence factor while maximizing the number of grid levels (and thus, the potential
for parallelism) for this particular application, it is required to choose a fairly expensive
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algorithm, i.e. F-cycles with FCF-relaxation. Thus, the potential for speedup may be
limited and it is worthwhile to explore how temporal periodicity can be exploited in the
following.
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Figure 5.59: Four-level MGRIT V-cycles with FCF-relaxation for space-time refinement level
2: Convergence factor for each spatial mode in the complex plane as estimated by
the inequality bound, see Theorem 1. The dotted blue line indicates the stability
boundary |x| =1 for x € C.
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Figure 5.60: Four-level MGRIT F-cycles with FCF-relaxation for space-time refinement level

2: Convergence factor for each spatial mode in the complex plane as estimated by

the inequality bound, see Theorem 1. The dotted blue line indicates the stability
boundary |z| =1 for x € C.

5.5.4 Time-periodic MGRIT

There are three main arguments for exploring how the time-periodic MGRIT algorithm
can be applied to the considered FSI problem:

1. The convergence factor for the nonperiodic MGRIT algorithm is underwhelming;
and in most cases, the convergence factor is smaller for smaller fine grid sizes.

Exploiting the time-periodic property yielded a large benefit for the flow problem
in Section 5.4.

Here, there is an analytic solution that can help to study what an appropriate

convergence criterion is for updating the initial condition when using the time-
periodic MGRIT algorithm.

Thus, we consider the application of the time-periodic MGRIT algorithm (with skip-
first-down option) from Section 5.4.6 with FCF-relaxation and measure how the error can
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be reduced. The goal is to achieve a comparable order of error as sequential time-stepping
over 10 cycles. For example, the spatial error at each time point during cycles 1,2, ...,10
for the fluid velocity, solid displacement and solid velocity is shown in Figure 5.61, Fig-
ure 5.63 and Figure 5.65. While the cycle-to-cycle error reduction is initially quite fast,
e.g., from cycle 1 to 5, it then decreases and almost becomes negligible from cycle 9
to 10. Thus, after 10 cycles, the system can be considered to have reached a periodic
steady-state, i.e. cycle-to-cycle fluctuations become negligible.

After 10 cycles, sequential time-stepping yields a spatial error of order O(107%) in the
fluid and solid velocity variables. Now, let’s consider a two-level MGRIT algorithm with
FCF-relaxation and temporal coarsening factor mgy = 8 for space-time refinement level 4,
see Table 5.3, to study how quickly the time-periodic MGRIT algorithm can yield a
comparable error.

Figure 5.62, Figure 5.64 and Figure 5.66 illustrate the respective spatial errors over
t € [0, T)] for each time-periodic MGRIT iteration. Comparing the fluid velocity error from
sequential time-stepping and time-periodic MGRIT (i.e. Figure 5.61 and Figure 5.62), it
becomes clear that using the skip-first-down option for MGRIT yields a smaller error
after iteration 0 than after cycle 1 with sequential time-stepping. This makes sense, since
iteration 0 effectively generates a cheaper initial space-time guess using a larger time step
size 01 = mgdp.
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Figure 5.61: Fluid velocity error reduction for sequential time-stepping over 10 cycles.
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Figure 5.62: Fluid velocity error reduction of two-level MGRIT with FCF-relaxation and tem-
poral coarsening factor mg = 8. It takes 8 iterations to achieve a comparable
error as sequential time-stepping over 10 cycles, see Figure 5.61.
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Figure 5.63: Displacement error reduction for sequential time-stepping over 10 cycles.
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Figure 5.64: Displacement error reduction of two-level MGRIT with FCF-relaxation and tem-
poral coarsening factor mog = 8. It takes 8 iterations to achieve a comparable
error as sequential time-stepping over 10 cycles, see Figure 5.63.
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Figure 5.65: Solid velocity error reduction for sequential time-stepping over 10 cycles.
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Figure 5.66: Solid velocity error reduction of two-level MGRIT with FCF-relaxation and tem-
poral coarsening factor mg = 8. It takes 8 iterations to achieve a comparable
error as sequential time-stepping over 10 cycles, see Figure 5.65.

Another typical property of MGRIT is that errors and residuals are generally larger
towards the end of the temporal domain and can be reduced much quicker at the beginning
of the temporal domain. This shows after the initial coarse-grid solve in iteration 0, see
Figure 5.62. The error then quickly equilibrates and has a similar order throughout the
temporal domain; with oscillations reflecting oscillations in the magnitudes of the solution
itself. The error can further be quickly reduced within just 8 time-periodic MGRIT
iterations. The errors for iteration 6 and iteration 8 are of the same order as for the
sequential time-stepping solution during cycles 9 and 10.

Similar observations can be made for the error in the solid displacement (see Figure 5.64
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and Figure 5.64) and solid velocity (see Figure 5.66 and Figure 5.66) with the only differ-
ence that the error in the solid displacement is of smaller order due to the relation (5.68)
between the solid displacement and velocity, and due to the one-to-one coupling (5.72)
between the fluid and solid velocity.

Thus, the time-periodic MGRIT algorithm (recall: two-level, FCF-relaxation, coarsen-
ing mg = 8) only needs 8 iterations to converge to the same order of error as sequential
time-stepping over 10 cycles. This is despite the fact that the MGRIT residual is only
reduced by roughly two orders of magnitude (see Figure 5.67), which again highlights the
fact that the initial error after iteration 0 is already much smaller than with sequential
time-stepping after cycle 1.
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Figure 5.67: Residual reduction of two-level MGRIT with FCF-relaxation and temporal coars-
ening factor mg = 8 depending on choice of initial condition.

We can then compare the wall clock times (using ORCA, see Section A) for sequential
time-stepping over 1,3,5,10 cycles and for the time-periodic MGRIT algorithm over 8
iterations (see Figure 5.68 and Table 5.4) with no data export (i.e. only measuring elapsed
times for computation and communication). The wall clock time of the sequential time-
stepping algorithm varies between 45 seconds for 1 cycle and 454 seconds for 10 cycles.
On the other hand, the time-periodic MGRIT algorithm takes 174 seconds when no
parallelism is employed and only 20 seconds when using 32 processors in the temporal
domain (i.e. no spatial parallelism), yielding a maximum speedup of 22.57x, see Table 5.4.

Figure 5.69 further highlights the achieved space-time error for each simulated cy-
cle of sequential time-stepping or each iteration of time-periodic MGRIT. Time-periodic
MGRIT can achieve the same order of accuracy at a lower cost, which results in the best
observed speedup of 22.57x using 32 processors.
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Figure 5.68: Wall clock time of sequential time-stepping and time-periodic MGRIT to achieve
a comparable space-time error.

Number of | Number of | Number of | Wall clock Speedup
Algorithm cycles iterations | processors time vs. 10 cycles
Time-stepping 10 - 1 453.6 s -

MGRIT 1 8 1 174.0 s 2.61x
MGRIT 1 8 2 92.3 s 4.91x
MGRIT 1 8 4 56.7 s 8.00x
MGRIT 1 8 8 34.5 s 13.15x
MGRIT 1 8 16 249 s 18.22x
MGRIT 1 8 24 21.5 s 21.10x
MGRIT 1 8 32 20.1 s 22.57x

Table 5.4: Wall clock time and speedups for two-level MGRIT with FCF-relaxation and tem-
poral coarsening factor mg = 8.
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Figure 5.69: Space-time error (velocity) compared to wall clock time of sequential time step-
ping and time-periodic MGRIT. Better accuracy can be achieved by simulating
additional cycles or performing more MGRIT iterations.

The question that arises is why the time-periodic MGRIT algorithm without parallelism
can outperform sequential time-stepping over 5 cycles. There are multiple explanations
that all work together:

1. Size of temporal domain:

Parallel-in-time integration through time-periodic MGRIT is applied to a tem-
poral domain that is much smaller, compared to simulating a given number of
cycles for sequential time-stepping.

2. Updating the initial condition:

The time-periodic MGRIT algorithm only requires an approximate update of
the initial condition, and thus, already works with an improved initial condition
after the very first iteration. This can be seen in Figure 5.69, where the first
iteration of MGRIT can achieve a better accuracy than simulating three cycles
with sequential time-stepping.

3. Multigrid reduction:

MGRIT is an iterative solver that achieves a speedup over sequential time-
stepping, which can be seen as a direct solver. The sequential component (i.e.
the coarse-grid) is reduced by the temporal coarsening factor my.

4. Jump-starting MGRIT:

Using the skip-first-down option for MGRIT yields a cheap initial guess over
the entire space-time domain. In particular, it yields an already improved
initial condition, see Bullet 2.
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Previously, the initial condition (for sequential time stepping and the first iteration of
time-periodic MGRIT) was selected as the analytic solution at ¢ = 0 (compare Chapter 2).
In typical applications, however, there is usually no good initial condition available, such
that oftentimes the initial condition is selected as zero. Thus, now a zero initial condi-
tion is selected and studied how such a choice affects the solution process. Figure 5.70
illustrates the wall clock time depending on the required accuracy. It is noted, that now
12 time-periodic MGRIT iterations are required to achieve the same space-time error
as sequential time-stepping over 10 cycles because the initial error is larger. Thus, the
observed speedup is smaller with 1.77x using 1 processor, 5.56x using 4 processors and
14.98x using 32 processors. Considering the MGRIT residual for each iteration (see Fig-
ure 5.67), one can see that the residual norm is still reduced by roughly two orders of
magnitude, however, the reduction is a bit slower compared to using the analytic solution
as initial condition. This is not necessarily a problem because a slow-down in residual
reduction could simply be caused by a redistribution or equilibration of the error over the
temporal domain that still reduces the global space-time error.

—e— Sequential time-stepping
1072 - MGRIT with 1 processor
—=— MGRIT with 4 processors
—&- MGRIT with 16 processors
—=- MGRIT with 32 processors

10—3 [ [N
101 102

Wall clock time [s]

Space-time error
T
L

Figure 5.70: Space-time error (velocity) compared to wall clock time of sequential time step-
ping and time-periodic MGRIT when using a zero initial condition. There is
still a significant benefit of using time-periodic MGRIT, e.g., the mazimum ob-
served speedup is 14.98x using 32 processors. But using a better initial condition
can accelerate time-periodic MGRIT relative to sequential time-stepping, see Fig-
ure 5.69.
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5.6 Analytic FSI solutions: Transient fluid / transient
nonlinear solid in 3D!2

In this section, complexity is added to assess the new time-periodic MGRIT algorithm
in a more challenging setting. More specifically, the time-periodic MGRIT algorithm is
applied to the three-dimensional FSI (transient fluid, transient nonlinear solid) test case
from Chapter 2 (see Section 2.2.1.2). The domains are given in Figure 2.2 and parameters
are selected similar to Section 2.4.2.2, see Table 5.5.

Fluid density Fluid viscosity ‘ Solid density Solid stiffness ‘ Cycle length
pr=2100  j;=0030 | p,=1000 p=0.100 | T =1.024

Table 5.5: Parameters for the 3D transient fluid / transient nonlinear solid case.

The coarse and medium refinement levels from Table 2.2 are considered for the spatial
mesh (i.e. step size d,,9,,d, € {0.314,0.157}, number of DOFs N, € {32793,245009})
and the temporal domain is discretized using 512 and 2048 time steps (i.e. step size
d; € {0.002,0.0005}) with constant &;/6% ~~ 0.02.3

Here, the initial condition is considered to be the analytic solution for all variables
except for the fluid velocity, which is initially zero everywhere. This is to achieve a good
initial condition and initial guess with a pertubation to simulate a practical case where
some (experimental) data are available but convergence to a periodic steady-state is still
required.

While the linear PDE convergence framework from Chapter 4 has shown promising
pathways for extensions to the nonlinear PDE case (see Section 5.4.8.2), no theoretical
convergence analysis is performed here. Instead, the knowledge from the linear PDE
convergence analysis from previous sections is applied in combination with the time-
periodic MGRIT algorithm to investigate if similarly large speedups can be obtained
for the nonlinear FSI test case. Thus, a two-level time-periodic MGRIT algorithm with
FCF-relaxation and temporal coarsening factor my = 8 is employed.

First, consider the convergence of the fluid velocity solution to its time-periodic steady-
state for the coarse mesh. Figure 5.71 illustrates how the error in the fluid velocity is
reduced over 7 consecutive cycles using sequential time-stepping. On the other hand,
Figure 5.72 illustrates error reduction over the cycle length when using time-periodic
MGRIT. Initially, the error in the MGRIT approximation is less equally distributed over
the cycle length. The error over the cycle length is also larger than during the first cycle
of the sequential time-stepping solution, see Figure 5.74. It seems likely that this is the
nonlinearity in the PDEs manifesting itself since a change in time step size (i.e. fine grid to
coarse grid time step size) can be expected to have a bigger impact on solution accuracy
compared to the linear PDE setting.

The error, however, can be reduced equally rapidly and a comparable order of error
can be achieved after 6 time-periodic MGRIT iterations. Thus, compared to the linear
FSI case (see Section 5.5) error reduction takes a similar number of time-periodic MGRIT
iterations. There is further a slight difference in how the residual and error are reduced.

12Results in this section have previously appeared [62]
13Reported runtimes for ORCA (coarse mesh) and TOM (medium mesh), see Appendix A.
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For example, the MGRIT residual increases in iteration 4 (see Figure 5.73), and similarly,
the error plateaus, before both the residual and the error are further reduced. This
is in contrast to the linear FSI case, where both the residual and error were reduced
monotonously (e.g., see Figure 5.67 and Figure 5.70).

1 —4
0 — Cycle 1

— Cycle 2
— Cycle 3
— Cycle 4
— Cycle 5
--- Cycle 6
---Cycle 7

107°

/

Error

-7 | |
0.000 0.256 0.512 0.768 1.024
Time mod(t,T')

Figure 5.71: Coarse mesh: Fluid velocity error reduction for sequential time-stepping over 7
cycles.

Iteration 0
-Iteration 2
-Iteration 4
-Iteration 6
-Iteration &
-Iteration 10

Error

10

-7 | | |
0.000 0.256 0.512 0.768 1.024
Time ¢t

Figure 5.72: Coarse mesh: Fluid velocity error reduction of two-level MGRIT with FCF-
relaxation and temporal coarsening factor mg = 8. It takes 6 iterations to achieve
a comparable error as sequential time-stepping over 7 cycles, see Figure 5.71.
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—e— Coarse mesh
—o— Medium mesh

10°

Normalized residual norm

[teration

Figure 5.73: Residual reduction of two-level MGRIT with FCF-relaxation and temporal coars-
ening factor mg = 8.

Comparing wall clock times (see Figure 5.74) of sequential time-stepping and MGRIT
for the coarse mesh, it can be seen that achieved speedups are not as large as for the linear
FSI case. However, significant speedups over sequential time-stepping are achieved when
using 16 processors to parallelize in the temporal domain. Depending on the required
accuracy (see Figure 5.74 and Table 5.6), the speedup ranges between 2.96x and 6.20x
using 16 processors. The largest achieved speedup is 6.64x using 32 processors. Thus, the
benefit of adding more parallelism beyond 16 processors is negligible, while in the linear
FSI case, a larger additional speedup can be achieved. This is likely due to the nonlinear
solver taking more iterations toward the end of the temporal domain, and thus, causing
less optimal load balancing. To achieve an even larger speedup at a higher number of
processors, a different decomposition of the temporal domain could be considered that
takes the cost of each time step (with respect to its position along the temporal domain)
into account.
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. i ,
é —e— Sequential time-stepping

3 i | === MGRIT with 1 processor
= —=— MGRIT with 4 processors
g —= MGRIT with 16 processors
g —=- MGRIT with 32 processors
wn 1073 - |

L] | L1
10°% 104
Wall clock time [s]

Figure 5.74: Coarse mesh: Space-time error (velocity) compared to wall clock time of sequential
time stepping and time-periodic MGRIT when using a zero initial condition for the
fluid velocity and the analytic solution for all other variables. The largest achieved
speedup is 6.20x using 16 processors and 6.64x using 32 processors. See Table 5.6.

Sequential time-stepping MGRIT Speedup
#cycles Error #iterations Error 1 proc | 4 procs | 16 procs | 32 procs
2 1.78-1073 3 1.82-1073 ] 0.22x | 1.10x 2.96x 3.08x
4 1.11-1073 4 1.08-107%] 0.34x | 1.72x 4.90x 5.08x
7 8.15-107* 6 8.18-107*| 0.41x | 2.03x 6.20x 6.64x
9 7.24-107%] 0.28x | 1.40x 4.49x 4.91x

Table 5.6: Coarse mesh: Speedup depending on required accuracy and number of processors for
two-level MGRIT with FCF-relaxation and temporal coarsening factor mg = 8. For
a graphical presentation, see Figure 5.74.

Now considering space-time refinement, it is possible to consider larger numbers of
processors. Figure 5.75 illustrates accuracy (for the velocity approximation) vs. associated
cost for sequential time-stepping, and time-periodic MGRIT with 16, 32 and 64 processors
in time. Again, it is possible to rapidly reduce the space-time error with time-periodic
MGRIT, giving the new algorithm a significant edge over sequential time-stepping in terms
of wall clock time. Considering a comparable space-time error after 6 cycles (sequential
time-stepping) and 6 iterations (time-periodic MGRIT), observed speedups are range from
6.40x using 16 processors to 9.05x using 64 processors, see Table 5.7. It is further noted,
that a small rebound effect is observed between cycle 5 and 6 for sequential time-stepping,
which similarly occurs for the time-periodic MGRIT algorithm between iteration 4 and
5. After iteration 5, however, the time-periodic MGRIT algorithm can further reduce the
space-time error, while the wall clock time is still smaller than for sequential time-stepping.

As a matter of course, larger speedups might be observed when switching to a true



164

Chapter 5: Numerical results

multilevel MGRIT algorithm and are expected when combining time-parallelism with
space-parallelism, see Section 5.4.6.

T T T 71 ‘ T T T 71

i} | |
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}:'3 | |
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Wall clock time [s]

—e— Sequential time-stepping

—= MGRIT with 16 processors
—&- MGRIT with 32 processors
—=- MGRIT with 64 processors

Figure 5.75: Medium mesh: Space-time error (velocity) compared to wall clock time of se-
quential time stepping and time-periodic MGRIT when using a zero initial con-
dition for the fluid velocity and the analytic solution for all other variables. The
largest achieved speedup is 7.73x using 32 processors and 9.60x using 64 proces-
sors. See Table 5.7.

Sequential time-stepping MGRIT Speedup
#cycles Error #iterations Error 16 procs | 32 procs | 64 procs
3 1.04-1073 2 9.98-107*| 6.60x 6.52x 8.22x
5 4.65-1074 4 4.17-107*| 7.19x 7.73x 9.60x
6 3.93-1074 6 3.66-107%| 6.40x 7.20x 9.05x
9 2.00-107%| 4.60x 5.41x 6.88x

Table 5.7: Medium mesh: Speedup depending on required accuracy and number of processors
for two-level MGRIT with FCF-relaxation and temporal coarsening factor mg = 8.



6 Application: Flow through left atrium
and ventricle in a Cardiac
Resynchronization Therapy patient1

This chapter focuses on applying the time-periodic MGRIT algorithm introduced in Sec-
tion 3.6 to a cardiac application: dynamic flow through the left atrium (LA) and left
ventricle (LV).

In general, the cardiac cycle can be split into two phases: diastole and systole, see
Figure 6.1. During ventricular diastole, the ventricles relax and fill with blood from the
atria. During ventricular systole, the ventricles contract and eject blood to the lungs
(right ventricle) and the rest of the body (left ventricle).

Diastole Systole

Figure 6.1: The two phases of the cardiac cycle: diastole and systole. During ventricular di-
astole, the ventricles relax and fill with blood from the atria. During ventricular
systole, the ventricles contract and eject blood to the lungs (right ventricle) and the
rest of the body (left ventricle).”

1Results in this section were submitted as [62, 101]
2Image by BruceBlaus, licensed under CC BY-SA 4.0 [16]. Image adapted from https://commons.
wikimedia.org/wiki/File:Systolevs_Diastole.png.
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The human heart rate is fairly constant unless there are changes in physical activity
(e.g., standing up, faster gait, etc.) or in the environment (e.g., temperature change,
recognizing a risk, etc.). From experience, for example, the heart rate of a subject lying
in an MRI scanner may vary about £5 beats per minute from the resting heart rate. Thus,
under stable conditions one can assume that the heart rate does not vary significantly. In
fact, assuming a constant heart rate is the basis for nearly all clinical imaging techniques,
including CT, MRI, and others. Such a situation is ideal to employ the time-periodic
MGRIT algorithm as a solver to obtain a periodic steady-state solution more efficiently.

The geometry used in this study (see Figure 6.2), as well as the time-dependent de-
formation of the LA and LV were extracted from computed tomography (CT) data and
provided by Adelaide de Vecchi at King’s College London, UK. The CT data set stems
from a Cardiac Resynchronization Therapy (CRT) patient that, as we will see in Sec-
tion 6.5, suffers from an abnormal wall motion and a reduced ejection fraction. Due to
the exposure of the patient to ionizing radiation during a CT scan, the acquisition time
was kept as short as possible. Here, this means that no (additional) flow data (e.g., using
Doppler echocardiography [109]) could be acquired. It is thus unclear, how cardiac func-
tion and, in particular, how blood flow through the LA and LV are affected. This is why
numerical models come into play.

In the following, the preprocessing pipeline to prepare the raw data for the use in a
numerical model is discussed in Section 6.1. The numerical model is presented in Sec-
tion 6.2. Section 6.3 discusses how a periodic steady-state is detected. Solver settings are
detailed in Section 6.4. Numerical results and runtime results are presented in Section 6.5,
demonstrating faster performance of time-periodic MGRIT over sequential time-stepping.
Section 6.6 gives an outlook on how the numerical model could be improved and how even
better runtimes (absolute runtimes, as well as relative to sequential time-stepping) could
be achieved by tuning parameters in the future.

6.1 Preprocessing pipeline

In this section, a detailed pipeline is described to prepare the raw image data for use in
a numerical model. The received data contained:

e Volume mesh in CHeart X/T/B format for LA and LV
e Deformation of LA and LV: 800 snapshots with 1 ms increments

e Parameters, see Table 6.1:
Density of blood: p = 1.025 g/cm?
Viscosity of blood: p = 0.004 Pa - s
Duration of diastole: 0.370 s

The following steps were performed to preprocess the data set:

1. Python 3.5.2:
e Convert CHeart X/T/B format to Paraview VTU format [19]

2. Paraview 5.4.1:
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Vein 4

Figure 6.2: Left atrium and left ventricle: Initial mesh and different inflow / outflow bound-
aries. Red line indicates coupling surface between atrium (top) and ventricle (bot-
tom).

Import VTU mesh

Clip pulmonary veins to achieve plane boundary, see Figure 6.2

Identify coupling boundary between LA and LV

Extract surface including coupling surface

e Export facet file in STL format

3. Simmetrix SimModeler 6.0:
e Import STL file
e (Create triangular surface mesh
e Create unique labels for veins, aorta, coupling surface and endocardial wall
e Create tetrahedral volume mesh

e Export mesh in UGRID format

4. Python 3.5.2:
e Convert UGRID format to CHeart X/T /B format [149]
e Convert X/T /B format to Paraview VTU format
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5. Paraview 5.4.1:
e Import VT'U mesh
e Inspect mesh

e Extract nodes on coupling surface and export to TXT file

6. Python 3.5.2:
e Import X/T/B mesh and TXT file
e [ind mesh elements that contain nodes in TXT file

e Duplicate nodes on coupling surface and renumber nodes on ventricle side to
split mesh into two parts (LA and LV)

e Export X/T/B mesh for LA and LV to separate files

e Export surface mesh on coupling boundary for Lagrange multiplier (LM) defi-
nition, see Section 6.2

e Convert X/T/B format to Paraview VTU format

7. Paraview 5.4.1:
e Import VT'U mesh
e Inspect mesh for LA and LV

8. CHeart (Git commit SHA 85¢19268):
e Compute mapping between nodes on LA coupling boundary and LM domain

e Compute mapping between nodes on LV coupling boundary and LM domain

9. Python 3.5.2:
e Map boundary motion data to LA and LV meshes for all 800 time steps

e LA: Compute distance of interior nodes to wall to define diffusion coefficient
for ALE mesh motion problem

e Convert mapped boundary domain motion to VI'U format

10. Paraview 5.4.1:
e Import VT'U boundary data

e Inspect boundary domain motion for LA and LV

11. CHeart (Git commit SHA 85e19268):

e Run ALE diffusion problem for LA domain to get interior domain motion for
steps 1 — 799, while maintaining mesh quality

e Run ALE mesh dependent stiffness problem for LV domain to get interior
domain motion for steps 1 — 799, while maintaining mesh quality

e Compute mesh velocity at step 800, such that space coincides with initial
undeformed configuration at step 0; set mesh velocity at step 0 to mesh velocity
at 800
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e Convert mesh motion data to VT'U format

12. Paraview 5.4.1:
e Import VT'U mesh motion data
e Inspect domain motion for LA and LV

e Doublecheck mesh quality
13. Setup model in CHeart (Git commit SHA 85¢19268), see Section 6.2

Parameter Symbol Value
Density p 1.025 g/em?
Viscosity I 0.004 Pa - s
Cycle length T 0.800 s
Duration of diastole 0.370 s
Duration of systole 0.430 s
Bounding box (extents) ly 13.680 cm
Ly 12.044 cm
l, 9.111 em
Time step size o 0.001 s
Spatial step size (LA) d;  0.163 —0.290 cm
Spatial step size (LV) d;  0.194 —0.287 em
Number of time steps Ny 800
Number of elements (LA) 66484
Number of elements (LV) 69716
Number of DOFs (LA+LV) N, 54822
Stabilization parameters [71] v 100 em/s
G pape e
C2 pézvnaxv}nax
CS 5;na:p/v}nax
Outflow stabilization parameter [106] 0.2-p

Table 6.1: Material and other parameters for left atrium / left ventricle flow simulation. Here,

0% refers to the mazimum per-element edge length.
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6.2 Model problem

The mitral valve (MV) geometry and deformation were not available from the data set
provided, and thus, the MV opening at ¢ = 0 s is approximated as an ellipse with minor
and major axes of [T &~ 2.66 cm and [7%% ~ 4.64 cm. The MV is open for ¢ € (0,0.37] s
(diastole) and closed for ¢ € (0.37,0.8] s (systole).

The domains and domain boundaries (see Figure 6.2) are denoted as follows:

Q4 : LA domain

I'yy @ Vein 1 boundary

I'vo @ Vein 2 boundary

I'vs @ Vein 3 boundary

I'vy : Vein 4 boundary

I'v, : T'iuUlyoUTy3UTyy

I'ca : Common surface with LV

I'cao : Part of coupling surface of LA domain that is open during diastole
I'va : Endocardial wall of LA domain

Qy  : LV domain

4y @ Aortic valve boundary

I'cy : Common surface with LA
I'cv, : Part of coupling surface of LV domain that is open during diastole

I'vvy : Endocardial wall of LV domain

Furthermore, the coupling surface {24 N €2y is denoted as:

Qry - Lagrange multiplier (LM) domain
'ty @ LM boundary

6.2.1 Strong form equations

Blood is modeled as an incompressible Newtonian fluid with density p = 1.025 g/cm? and
viscosity pu = 0.004 Pa - s, see Table 6.1. Flow in the atrium and ventricle is governed
by the nonconservative ALE Navier-Stokes equations for a Newtonian fluid. The strong
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form equations, coupling, boundary and initial conditions are given as,

PO+ p (Vg —wa) Vevs—Vge-04=0 in Q4, (6.1)
Ve -va=0  inQy, (6.2)
va=wy onya, (6.3)
os-ny=ty, only,, (6.4)
va(-,0) =wy on 04(0), (6.5)
poyvy + p(vy —wy) - Vevy — Vg oy =0 in Qy, (6.6)
Ve vy =0 in Qy,
vy =wy on lyy,
vy =wy on 4y
for t € (0,0.37], (6.9)
oy -ny =ty onlyy
for t € (0.37,0.8], (6.10)
vy =wy on Loy \Tev,
for ¢ € (0,0.37], (6.11)
vy(-,0) =wy on Qy(0), (6.12)
Vy — qwa — apvy =0 on Qr, (6.13)
ar (vy —wy)+az(oy ny+04-n4)=0  on Qpy, (6.14)

with velocity v4 (atrium) and vy (ventricle), domain velocity w4 (atrium) and wy (ven-
tricle) obtained from CT data (see Section 6.1), outward boundary normal n, (atrium)
and ny (ventricle), and Cauchy stress tensor,

o4 =p|[Veva+ Viva] —pal, (6.15)
ov = [Vavv + Vivy] —pul, (6.16)

with pressure ps (atrium) and py (ventricle). Further, the scalar functions in Equa-
tion (6.13) and Equation (6.14) are defined as,

o — 0 fort e (0,0.37], (6.17)
1 fort € (0.37,0.8],
1 f .

" or t € (0,0.37], (6.18)
0 forte (0.37,0.8],

and enable switching the coupling constraints between diastole and systole:
e Diastole: Continuity of velocity and traction across coupling boundary.

e Systole: No-slip condition on coupling boundary.
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Further, outflow stabilization is employed at the veins (see Equation 6.4) to deal with
potential reflow on I'y,, and at the aortic valve boundary during systole (see Equa-
tion (6.10)),

" B (va-ny)’
L=

2 (v4-ny4)° +0.01

pB (UV'nv)2 .
ty = — min<{vy - ny, 0} vy. 6.20
"2 oy -my )2 4 0.01 {ov -nv, Of vy (6.20)

min{'vA-nA,O}'vA, (619)

Note, that Equation (6.19) and Equation (6.20) provide a modified version of the outflow
stabilization proposed in [8] with a scaling of § = 0.2, as suggested in [106].

6.2.2 Finite element formulation using Lagrange multipliers

“The normal mitral valve peak diastolic velocity is less than 1.3 m/s” [109]. Thus, the
peak Reynolds number at the MV opening can be estimated as:

_ puPrly _1.025 g/em?® - 130.0 em/s - 2.66 cm

R ~~ 8861. 6.21
L 0.04 g/(cm - s) (6:21)

Re

Due to the expected peak Reynolds number of 8861, the flow is modeled by a stabi-
lized general Galerkin scheme (instead of using, e.g., an inf-sup stable Taylor-Hood finite
element discretization scheme) for the incompressible Navier-Stokes equations; namely
the ¢G(1)cG(1) scheme as given in the study of Hoffman et al. [71]. The scheme was
implemented in CHeart [18, 94|, and validated in a previous work [67].

On the coupling domain, Lagrange mulitplier variables are defined as Ay = o 4-n4 and
Ay = —oy - ny to enforce the coupling constraints, see Section 6.2.1, such that during
dyastole: Ay — Ay = 0.

6.2.2.1 Spatiotemporal discretization

The temporal domain is discretized using 800 equidistant time steps 0 s =ty < t; < ... <
tn,—1 = 0.8 s with constant time step size 09 = t,41 — t,, = 0.001 s for n =0,..., Ny — 2.
Similar to Scheme I in Section 5.3.3, the time discretization had originally been im-
plemented in CHeart using an average between the current and previous velocity. In
preliminary tests, this resulted in unphysical oscillations at inflow and outflow boundaries
(similar to those observed for the linear elasticity problem in Section 5.3) when MGRIT
was used for parallel-in-time integration. Thus, a pure backward Euler time discretization
scheme (similar to Scheme II in Section 5.3.6) was implemented that results in a stable
PinT algorithm.

The atrial and ventricular domains, 24 and 2y, are discretized using 66484 and
69716 tetrahedral elements. The coupling domain €27, is discretized using 945 trian-
gular elements that conform with the tetrahedral elements at the coupling boundary
of the atrium and ventricle. In the following, we use Q% and Y, to refer to the ini-
tial meshes discretizing atrium and ventricle; further, {2 and €2{, refer to the respective
current meshes. In particular, due to the construction of the domain deformation (see
Section 6.1): QY = Q™" and QY = Q1.
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6.2.2.2 Weak formulation

Finite element discretizations were constructed using P! —P! elements for fluid velocity and
pressure and P! elements for the Lagrange multipliers on the coupling domain, resulting
in 55842 degrees-of-freedom (DOFs). The discrete solution at each time step n can then
be written as follows:

Find 8" := (v, v, No, AL, pl, piy) € St i= Vi x U x MY x N x Wl x W, such
that for every d := (Y4, Yy, Pa, P> a, v) € Sk = Vi x UL x M x N x Wl x Wi
R (s”,s"’l,wz,w’{/;d)
{UZ — Vi
Qn

5 + (v} —w'Y) - vaﬁ} cyY, dx
0

._/QZ
_I_
A
_/ th -y, do

o — v
b [ - 0 Voo | gy da

+/ oy Vayy + @y Ve - v de
0

n
4

—041/ ty -y dx
r

n
AV

+ / - (V) — oaqw} — apvy) de
Q

0
LM

—l—/ a1y (V) —vy) dx
0o

LM

—I—/ as(Aa-ys—Av - yy) do
Q

e /Q [0~ wh) Vel [0 Ve + Vaaa) de
A

£ [ (Varv) (Vaoyy) de
A

+ (3 /Qn (Vapl) - (V' - Vays + Vaqa) dx

6 [ 1(0h = wp) - Vavl) [0} Vawy + Vaar] de

\%4

G [ (Varor) (Varwy) da

+G [ (Va0 Vawy + Veur) da (6:22)
0Oy

where the stabilization terms with parameters (i,(; and (3 (see Table 6.1) are added

according to the ¢G(1)cG(1) scheme [71].
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Note, that the domain velocity w’; and wy, is provided from the CT data, see Sec-
tion 6.1.
The definitions of the function spaces are:

SO ={f: Q=R | fecC(), fl. €P'(n), V7T, (6.23)

which represent the first-order piecewise continuous polynomial spaces defined on €Y.
Consequently, we can define:

V= [sHe”, Ut = [siap)”
M= [STea)]’, N = [$'(Tva)]”,
Wh = SHQY), Wy = SH ().

Further restrictions are applied on the respective spaces for the atrium and ventricle in
order to incorporate the Dirichlet and homogeneous boundary conditions:

Vi—{veV'|v=w,yonTh ,} (6.24)
Vi={veV'|v=0onTk,}, (6.25)
U, ={veld" | v=wyonlf,,

v = wy on Iy, for t € (0,0.37],

v =wy on 'L, \ T, forte (0.37,0.8]}, (6.26)
Uy ={veud" |v=0onTy,,

v =0on I, fort € (0,0.37],

v=0onT%, \I'L,, fortc (0.37,0.8]}, (6.27)

and similarly for the coupling domains,

M ={Xerr,, Vi) (6.28)
Ng = {}‘ € VFCVUS}’ (629)

where vp., and v, are the trace operators on I'c4 and I'cy, respectively.

6.3 Obtaining and detecting a periodic steady-state

Similar to problems described in previous chapters (e.g., see Section 3.6, Section 5.4,
etc.), the system has to be driven to a periodic steady-state because no data is available
to prescribe a meaningful initial flow condition. Thus, zero initial flow is assumed and
the system is driven to a time-periodic steady-state.

To detect such a periodic steady-state, the rate of inflow / outflow at the pulmonary
veins® is measured over the entire cycle length at 10 ms increments.

3Note, that the flow rates at the MV and AV surfaces can be captured with machine precision since the
fluxes reflect the prescribed volume change in the ventricle during diastole (flow between LA and LV)
and systole (flow across AV surface).
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6.4 Solver

CHeart (Git commit SHA 85e19268) [18, 94] and the matrix solver MUMPS (version
5.0.0) [2] were used to solve the considered problem using sequential time-stepping. A
Shamanskii-Newton-Raphson (SNR) method [129] was employed to solve the nonlinear
system (absolute tolerance 107%) and to enable reuse of the Jacobian matrix and its
inverse, which reduces the computational cost of the algorithm. To obtain a periodic
steady-state, 10 cycles are simulated.

The XBraid (version 2.3.0) [158] library was employed to enable parallel-in-time in-
tegration. XBraid wrappers and extensions were written to use CHeart in conjuction
with the time-periodic MGRIT algorithm described in Section 3.6. When using MGRIT,
separate Jacobian matrix objects were stored for the Jacobian on each time-grid level;
that is, the appropriate Jacobian matrix object for a given grid level (i.e. time step size)
was selected to enable using the more efficient SNR method, similar to sequential time-
stepping. The skip-first-down option was used to generate a cheap initial space-time guess
and XBraid was forced to perform 10 time-periodic MGRIT iterations to obtain a periodic
steady-state. Further XBraid settings are given in Table 6.2.

In both cases, data are exported at 10 ms increments.

Parameter Value
Number of time grids n; =2
Temporal coarsening factor mo =8

Number of FC-relaxation steps | r =1
Skip-first-down option Enabled

Forced number of iterations 10

Table 6.2: XBraid settings for the LA / LV flow problem.

6.5 Results

6.5.1 Fluid volume

First, consider the volume of the LV over time, see Figure 6.3. For example, the end-
diastolic volume (EDV) [73] at t = 0.37 s is approximately,

EDV =~ 192.50 cm?, (6.30)
and the end-systolic volume (ESV) at ¢t = 0.8 s is approximately,
ESV ~152.46 cm®.
Thus, the stroke volume (SV) is,
SV = EDV — ESV ~ 40.04 ¢cm?,
and the left ventricular ejection fraction (LVEF) is,

LVEF =100 SV/EDV = 20.80 %.
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Figure 6.3: Fluid volume in left atrium and left ventricle over one cardiac cycle.

Thus, according to the LVEF categories defined in the European Society of Cardiology
Guidelines 2016 [115, Section 3.2.1], the LVEF is significantly reduced:

> 50% : normal
40 — 49% : midrange
< 40% . reduced

Further, the SV is reduced and the EDV and ESV are high compared to the normal
ranges [98, Table 1] in healthy individuals:

Quantity Subjects | CAFU method [98] QGS method [98]
ESV Women 28 ml 25 ml

Men 46 ml 47 ml
EDV Women 99 ml 75 ml

Men 132 ml 112 ml
SV Women 71 ml 50 ml

Men 86 ml 65 ml
LVEF Women 72 ml 68 ml

Men 65 ml 59 ml

6.5.2 Periodic steady-state: Flow rate at pulmonary veins

Figure 6.4 illustrates the flow rate at all pulmonary veins over the duration of one cy-
cle for all even numbered cycles, as obtained with sequential time-stepping. Figure 6.4
highlights that it is necessary to run multiple cycles to minimize cycle-to-cycle variations.
Furthermore, the flow rate at vein 1 converges to a periodic steady-state quicker than the
flow rate at vein 4, however, a periodic steady-state is obtained at each vein.
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On the other hand, Figure 6.5 highlights a similar convergence behavior when the
time-periodic MGRIT algorithm is employed to obtain a periodic steady-state solution.
In contrast to the sequential time-stepping solution (see Figure 6.4), however, the initial
error in the flow rates can be reduced slightly more quickly. It seems reasonable to assume
that this is achieved by providing a better initial guess of the initial condition by means
of XBraid’s skip-first-down option (see Section 6.4) and by updating the initial condition
multiple times during each time-periodic MGRIT iteration (see Section 3.6).

Selecting the space-time solution for cycle 10 or iteration 10 as the periodic steady-state
solution, the error for each cycle and each iteration can be quantified. Figure 6.6 high-
lights that a periodic steady-state can be achieved by running sequential time-stepping
for 7 cycles or time-periodic MGRIT for 6 iterations (note, that this does not include the
first coarse-grid solve according to XBraid’s skip-first-down option). Thus, in terms of
convergence to a periodic steady-state, one time-periodic MGRIT iteration corresponds
to running one cycle using sequential time-stepping. This is ideal in the sense that each
MGRIT iteration can update the initial condition at relatively cheaper cost (compared
to running one cycle using sequential time-stepping), whereas the underlying multigrid
algorithm achieves convergence in the interior of the temporal domain; thus, the signif-
icant potential benefit in reducing the wall clock time of the algorithm, see Section 6.3.

6.5.3 Flow in left atrium and ventricle

Figure 6.7 and Figure 6.8 illustrate the flow in the left atrium and ventricle over cycle 10.
During diastole, flow through the pulmonary veins causes a slight spiraling of flow in the
left atrium and a filling of the left ventricle through the mitral valve. Peak velocities
occurs at the pulmonary vein boundaries and the mitral valve section, see Figure 6.7.
The peak flow through the MV was estimated as 46.18 ¢m/s, such that the corresponding
Reynolds number is given as,

_ PPl 1.025g/cm3 - 46.18cm /s - 2.66cm

R
‘ 1 0.04g/(ecm - s)

~ 3147.74. (6.31)

Further, the strong jet-like flow through the mitral valve causes a circular flow structure
to develop around the jet with reflow regions between the jet and the endocardial wall
(see Figure 6.8, top-left), which moves downward after the MV closes (see Figure 6.8,
top-right and row 2).

During systole, the vortices near the MV decelerate and blood is ejected through the
aortic valve boundary, e.g., see t = 0.6 s and ¢t = 0.7 s in Figure 6.8.

6.5.4 Runtimes & Speedup

Here, runtimes and errors for sequential time-stepping and time-periodic MGRIT are com-
pared. Timing results were obtained on TheoSim (see Appendix A) with 8 or 16 processors
per node. Errors are those reported in Figure 6.6b and Figure 6.6c.

As can be seen in Figure 6.9, spatial parallelism can reduce the wall clock time for
sequential time-stepping. For example, the speedup of switching from 8 processors to
16 processors in space is 1.58x, see Table 6.3. Spatial parallelism, however, saturates with
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Algorithm px Dt Pup: | Wall clock time [s] Speedup Efficiency
Sequential time-stepping | 8 — 8 15814

16 — 16 10017 1.58x 0.79

32 — 32 12199 1.30x 0.33
Time-periodic MGRIT |16 5 80 4940 3.20x 0.32

8 10 80 4310 3.67x 0.37

8 20 160 3470 4.56x 0.23

Table 6.3: Runtimes and respective speedups for sequential time-stepping (7 cycles) and time-
periodic MGRIT (6 iterations) with p, processors in space and p; processors in time.

a subsequent increase of the time-to-solution for 32 processors compared to 16 processors
in space.

For any required space-time error, time-periodic MGRIT is faster than sequential time-
stepping. The results in Figure 6.9 — Figure 6.12 further highlight that it is better to
employ more processors for parallelizing in the temporal domain intead of the spatial
domain. For example, when using a total number of 80 processors, the wall clock time for
time-periodic MGRIT can be reduced when more processors are assigned to the temporal
component than the spatial component.

6.6 Future work

In the future, spatial mesh refinement should be investigated as the considered mesh
was fairly coarse for the employed ¢G(1)cG(1) scheme. It should be assessed, how spatial
mesh refinement changes the flow rates at the pulmonary veins. For example, in this study
mostly outflow occured at vein 1, which is not necessarily physical. This could, however,
be related to employing outflow stabilization (see Section 6.2.1), which can affect the
solution and has to be studied.

Furthermore, it needs to be assessed whether the time step size of 1 ms is sufficiently
small. If not, this could increase the potential speedup when using time-periodic MGRIT
by employing a larger temporal coarsening factor or more processors to parallelize in the
time component. Additionally, switching to a true multilevel scheme (i.e. more then two
time grid levels) could prove beneficial and reduce the overall runtime of the algorithm.
Switching from diastole to systole (at ¢ = 0.37) at a fine-grid C-point might further reduce
the wall clock time.

Including a model for the mitral valve to capture the dynamics and deformation of
the valve and its effect on the surrounding flow could be a potential improvement of the
overall model of the system; for example, by employing a PUFEM approach as proposed
in [5].
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Figure 6.4: Flow rates at pulmonary veins 1 — 4 (top to bottom): A periodic steady-state can
be achieved by runming multiple cycles using sequential time stepping. Note: A
negative flow rate corresponds to inflow.
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be achieved by running multiple iterations using time-periodic MGRIT. Note: A
negative flow rate corresponds to inflow.
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Figure 6.6: Convergence of flow rates at veins 1 — 4 boundaries with reference data selected as
cycle 10 from sequential time-stepping or iteration 10 from time-periodic MGRIT.
Space-time error using norm defined in Equation (2.129).
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Figure 6.7: Flow at midsections in the left atrium and ventricle during diastole for two different
perspectives, similar to those in Figure 6.2.
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Figure 6.8: Flow at midsections in the left atrium and ventricle at the end of diastole and
during systole for two different perspectives, similar to those in Figure 6.2.
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Figure 6.9: Vein 1: Space-time error (flow rate) compared to wall clock time for sequential
time stepping and time-periodic MGRIT. MGRIT is consistenly faster than se-
quential time-stepping and using a larger number of processors in time (denoted
as pi) instead of space (denoted as p,) reduces the wall clock time of time-periodic
MGRIT.
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Figure 6.10: Vein 2: Space-time error (flow rate) compared to wall clock time for sequential
time stepping and time-periodic MGRIT. MGRIT is consistenly faster than se-
quential time-stepping and using a larger number of processors in time (denoted
as pt) instead of space (denoted as p,) reduces the wall clock time of time-periodic
MGRIT.
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Figure 6.11: Vein 3: Space-time error (flow rate) compared to wall clock time for sequential
time stepping and time-periodic MGRIT. MGRIT is consistenly faster than se-
quential time-stepping and using a larger number of processors in time (denoted
as p) instead of space (denoted as p,) reduces the wall clock time of time-periodic
MGRIT.
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Figure 6.12: Vein 4: Space-time error (flow rate) compared to wall clock time for sequential
time stepping and time-periodic MGRIT. MGRIT is consistenly faster than se-
quential time-stepping and using a larger number of processors in time (denoted

as p¢) instead of space (denoted as p,) reduces the wall clock time of time-periodic
MGRIT.






7 Summary & Outlook

7.1 Summary

In this Ph.D. Thesis, a multilevel convergence framework for multigrid-reduction-in-time
(MGRIT) was derived for various parameter settings and applied to a number of test
problems relevant to fluid-structure interaction (FSI) modeling: the anisotropic diffusion
equation, the wave equation, the linear elasticity equation, the Stokes and Navier-Stokes
equations, and for a novel class of analytic solutions for coupled linear and nonlinear FSI.

The derived a priori upper bounds range from sharp but computationally expensive
numerical upper bounds to cheap analytic formulae bounding the worst-case convergence
of MGRIT. Furthermore, approximate convergence factors were proposed that capture
MGRIT convergence with reasonable quality for cases, when analytic formulae are not
available and the computational cost of numerical bounds is prohibitive. The convergence
framework was derived under the assumption of solving linear partial differential equations
(PDEs), however, promising extensions to the nonlinear domain were explored that can
help guide future generalizations of the theory.

The benefits of the convergence framework were demonstrated, for example:

e [t is capable of predicting and bounding worst-case convergence of MGRIT a priori.

e [t can help to identify desirable properties of time integration schemes. For example,
L-stable time integration schemes are more amendable to parallel-in-time integration
than A-stable schemes.

e [t can capture observations in numerical experiments that were reported in litera-
ture, for example:

— Slow temporal coarsening in a multilevel hierarchy can lead to faster conver-
gence than aggressive coarsening in a two-level hierarchy.

— Stronger relaxation improves convergence of MGRIT for parabolic problems
but not necessarily for purely hyperbolic problems.

— F-cycles yield better performance than V-cycles.

Furthermore, an MGRIT variant was proposed that exploits the time-periodicity, which
is present in many biomedical engineering applications, e.g., cyclic blood flow in the human
heart. The time-periodic MGRIT algorithm was assessed for simple flow problems, linear
and nonlinear coupled FSI models, as well as nonlinear flow in a patient-specific model
of the left atrium and left ventricle. For the range of considered test problems, the time-
periodic MGRIT algorithm proved capable of consistently reducing the time-to-solution
of an existing simulation model with significant observed speedups. It further highlighted
that one time-periodic MGRIT iteration corresponds to solving one cycle using sequential

187
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time-stepping, which helped identifying a better convergence criterion. For most cases in
literature, the tolerance imposed on the MGRIT residual was quite tight, which may often
lead to a (potentially unnecessarily) large number of MGRIT iterations. By employing
some knowledge about how the algorithm converges, one can decrease the required number
of iterations and reduce the runtime of the algorithm.

7.2 Qutlook

The multilevel convergence framework proposed in this work provides the basis for an
in-depth understanding of existing MGRIT variants and developing new variants of the
MGRIT algorithm, for example:

e Design of optimal time integration scheme: For example, select a time inte-
gration scheme on the fine grid and optimize over the Butcher coefficients for the
coarse-grid time integration scheme. Approach similar to [37, 90].

e Weighted relaxation: Weight relaxation steps to improve convergence similar to
other iterative schemes, e.g., the weighted Jacobi method.

e Coarsening in integration order: Like in spatial multigrid, complement or re-
place temporal coarsening with coarsening in integration order. Similar to coarsen-
ing in collocation order, see [135].

e Dissipative spatial operators: Use artificial dissipation to improve convergence,
see [126].

e Periodic coarse time grids: Following the success of the time-periodic MGRIT
algorithm proposed in Section 3.6, one could make all coarse time grids periodic in
addition to the fine grid. Approach similiar to [40, 41].

e Optimal speedup: Combine the convergence framework with performance mod-
eling [38] to find the best scheme with the shortest runtime and the largest speedup
a priori.

e Applications: Apply MGRIT and its variants to further application areas, such
as skeletal muscle models, porous media problems, etc.

Using the new class of analytic solutions for linear and nonlinear FSI from Chapter 2
helps to explore these new variants and develop robust solvers by exactly measuring and
tracking the space-time error across the whole temporal domain, e.g., see Section 2.4.2.2.
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Name LEAD
Operating System Scientific Linux 6.4 (Carbon)
Compute Nodes 1x AMD Opteron 6373 G34

2.3 GHz, 4x 16 cores, Abu Dhabi
7x AMD Opteron 6328 G34
3.2 GHz, 4x 8 cores, Abu Dhabi

Memory per Node 256 GB
Disks per Node 4 x 128 GB Samsung SSD
Network 2 x 10 GBit Intel 82599ES Ethernet Dual SFP+

1 x Melanox MCX353A-QCBT,
Infiniband single-port QSFP, IB 40 GB/s
2 x 1 GBit

Total Number of Processors | 288

Table A.1: Hardware and software specifications for LEAD cluster.

Name TheoSim
Operating System Scientific Linux 6.10 (Carbon)
Compute Nodes 52x Intel(R) Xeon(R) E5-2650 v2

2.8 GHz, 2x 10 cores, Ivy Bridge
Available for project: 18 nodes

Memory per Node 256 GB
Disks per Node 4 x 500 GB Samsung SSD
Network 1 x QDR-Infiniband Interconnect (40 GBit)

1 x 1 GBit Ethernet
Total Number of Processors | 1040

Available for project: 360

Table A.2: Hardware and software specifications for TheoSim cluster.
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Name

ORCA

Operating System
Compute Nodes

Memory per Node
Disks per Node

Total Number of Processors

Ubuntu 16.04

1x AMD Ryzen Threadripper 2990WX
3.0 GHz, 32 cores

128 GB

3 x 1 TB Samsung NVME SSD

32

Table A.3: Hardware and software specifications for ORCA cluster.

Name

TOM

Operating System
Compute Nodes

Memory per Node
Network

Total Number of Processors

Suse SLES 11 SP1

76x Intel(R) Xeon(R) E7-8837
2.66GHz, 8 cores, Westmere EX

64 GB

NUMAIlink 5 Interconnect

608

Table A.4: Hardware and software specifications for TOM cluster.



B Butcher tableaux of SDIRK schemes

0 0
1—7 0 71
5—q q 0

1)1 1= 5
+ v
1 1 r l—qg—r
12 12 1a-r 1

2y -1 1—v
r 1—qg—1r ¢

Table B.1: Butcher tableau for L-stable SDIRK scheme of orders 1 - 8 with v = 1/v/2, q =
0.4358665215 ..., r = 1.2084966491 ... and s = 0.7179332607 . ..; See [25].

1/4 | 1/4 0 0 0 0
3/4 | 1/2 1/4 0 0 0
11/20| 17/50  —1/25  1/4 0 0
1/2 |371/1360 —137/2720 15/544 1/4 0O
1 25/24  —49/48 125/16 —85/12 1/4

25/24  —49/48 125/16 —85/12 1/4

Table B.2: Butcher tableau for L-stable SDIRK scheme of orders 4; See [27], Appendiz C.

0 0
1/4]1/4 0 v 40 1 1
1/2 [1/2—q ¢ 0
3/411/2 1/4 1=y |1=2y ¥ . ) -y
[1/2 1/2 12 1/2 4. = 1.1
r 1—2r r

Table B.3: Butcher tableau for A-stable SDIRK scheme of orders 2 - 4 with v = (3 +/3)/6,
q=cos(m/18)/v/3+1/2 and r = 1/(6(2q — 1)?); See [12].
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In this Ph.D. Thesis, multigrid-reduction-in-time (MGRIT) is considered
as means to reduce the time-to-solution for numerical algorithms con-
cerned with the solution of time-dependent partial differential equations
(PDEs) arising in the field of fluid-structure interaction (FSI) modeling.
As a parallel-in-time integration method, the MGRIT algorithm signifi-
cantly increases the potential for parallel speedup by employing modern
computer architectures, ranging from small-scale clusters to massively
parallel high-performance computing platforms.

In this work, the MGRIT algorithm is considered as a true multilevel
method that can exhibit optimal scaling. Convergence of MGRIT is
studied for the solution of linear and nonlinear (systems of) PDEs: from
single- to multiphysics applications relevant to FSI problems in two and

three dimensions. ) .
A multilevel convergence framework for MGRIT is derived that estab-

lishes a priori upper bounds and approximate convergence factors for a
variety of cycling strategies (e.g., V- and F-cycles), relaxation schemes
and parameter settings. The convergence framework is applied to a num-
ber of test problems relevant to FSI modeling, both linear and nonlinear
as well as parabolic and hyperbolic in nature.

An MGRIT variant is further proposed that exploits the time-periodicity
that is present in many biomedical engineering applications, e.g., cyclic
blood flow in the human heart. The time-periodic MGRIT algorithm
proves capable of consistently reducing the time-to-solution of an existing
simulation model with significant observed speedups.
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